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The following table lists string label abbreviations and their relationship with one another.
	String Label
	Description
	May be child of
	May be parent of

	ASY
	Assay
	UDM
	Name (a unique ID), CND, DAT, MOL, RES, TST

	BAT
	Batch
	MOL
	Name (a unique ID), SAM

	CITE
	Citation
	any
	DigitalObjectIdentifier

	CND
	Condition
	ASY
	Format, Target, assay-specific conditions

	COM
	Company
	UDM
	Contact (person), Organization (IDYA), ASY, DOC, ELN, MOL, PRJ, RXN

	DAT
	Metadata
	ASY
	Control (a unique ID), Comment (free text)

	DOC
	Document
	UDM
	Query (a search string)

	ELN
	E-notebook
	UDM
	Query (a search string)

	MOL
	Molecule
	ASY, RXN, UDM
	Name (a unique ID)

	PRJ
	Project
	UDM
	Code (a unique ID)

	RES
	Result
	ASY
	Assay-specific readouts

	RXN
	Reaction
	UDM
	Name (a unique ID)

	SAM
	Sample
	BAT
	Name (a unique ID)

	TST
	Test
	ASY
	Article (reference to ID)

	UDM
	Unified Data Model
	none
	ASY, COM, DOC, ELN, MOL, PRJ, RXN



Appendix B: BioChemUDM SMIRKS Patterns for Tautomer Normalization
As mentioned, our SMIRKS patterns originate from recent work based on the CACTVS tools.  For compatibility with RDKit, one pattern for ring pi electrons (PT_05_00) has been excluded.  For compatibility with Pipeline Pilot, PT_05_00 has been excluded and attribute ranges have been expanded.  For compatibility with our compound registry, all patterns have been reduced from explicit to implicit hydrogens.  Our testing reveals these adapted SMIRKS determine a canonical tautomer from variably drawn drug-like molecules, albeit not comprehensive for every pattern in the set.
Pattern PT_05_00: Exclusion of ring pi electron count (for RDKit and Pipeline Pilot).
· Removed: [#1:4][N:1][C;e6:2]=[O,NX2:3]>>[NX2,nX2:1]=[C,c;e6:2][O,N:3][#1:4]
Example: Expansion of attribute ranges (for Pipeline Pilot).
· From: [#1,a,O:5][NX2:1]=[Cz{1-2}:2][CX4R{0-2}:3][#1:4]
· To: [#1,a,O:5][NX2:1]=[Cz1:2][CX4R0;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]  
[#1,a,O:5][NX2:1]=[Cz1:2][CX4R1;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]
[#1,a,O:5][NX2:1]=[Cz1:2][CX4R2;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]
[#1,a,O:5][NX2:1]=[Cz2:2][CX4R0;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]
[#1,a,O:5][NX2:1]=[Cz2:2][CX4R1;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]
[#1,a,O:5][NX2:1]=[Cz2:2][CX4R2;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]
Example: Reduction of patterns from explicit to implicit hydrogens (for our registry).
· From: [O,S,Se,Te;X1:1]=[Cz1H0:2][C:5]=[C:6][CX4z0,NX3:3][#1:4] 
· To: [O,S,Se,Te;X1:1]=[Cz1H0:2][C:5]=[C:6][CX4z0,NX3;H1:3]
Patterns are implemented from top-to-bottom and left-to-right and terminate recursion using identity.  


	

Appendix C: BioChemUDM for Compounds, Batches, and Samples
An example SDfile of DL-alanine after registration with string labels for compound, batch, and sample is shown below.  The XML code (PP script) for the component Perceive Structure & Stereo is provided as an example implementation as well.
IDEAYA Drawing Rules.sdf
  ChemDraw09202115432D

  0  0  0     0  0              0 V3000
M  V30 BEGIN CTAB
M  V30 COUNTS 6 5 1 0 0
M  V30 BEGIN ATOM
M  V30 1 C -0.357235 -0.206250 0.000000 0
M  V30 2 C 0.357236 0.206250 0.000000 0
M  V30 3 O 1.071707 -0.206250 0.000000 0
M  V30 4 C -1.071707 0.206250 0.000000 0
M  V30 5 O 0.357236 1.031250 0.000000 0
M  V30 6 N -0.357235 -1.031250 0.000000 0
M  V30 END ATOM
M  V30 BEGIN BOND
M  V30 1 1 1 2
M  V30 2 1 2 3
M  V30 3 1 1 4
M  V30 4 2 2 5
M  V30 5 1 1 6 CFG=1
M  V30 END BOND
M  V30 BEGIN COLLECTION
M  V30 MDLV30/STERAC1 ATOMS=(1 1)
M  V30 END COLLECTION
M  V30 END CTAB
M  END
> <UDM.MOL.Num>
7

> <UDM.MOL.Name>
IDYA-7

> <UDM.MOL.Synonyms>
PubChem/602

> <UDM.MOL.KeyVal>
FE0XF

> <UDM.MOL.BAT.Num>
3

> <UDM.MOL.BAT.Name>
IDYA-7-3

> <UDM.MOL.BAT.ExperimentID>
ELN-721237

> <UDM.MOL.BAT.Source>
Pharmaron

> <UDM.MOL.BAT.Tag>
Project X

> <UDM.MOL.BAT.Synonym>
SHE-Batch-1-1

> <UDM.MOL.BAT.ANA.FILE.FileName>
SHE-Batch-1-1.pdf

> <UDM.MOL.BAT.ANA.FILE.FileMethod>
LCMS
H1NMR
HPLC
SFC

> <UDM.MOL.BAT.Comment>
mixture

> <UDM.MOL.BAT.Quantity (mg)>
20

> <UDM.MOL.BAT.Purity (%)>
95

> <UDM.MOL.BAT.ee (%)>
0

> <UDM.MOL.BAT.Formulation>


> <UDM.MOL.BAT.SLT.Name>
none

> <UDM.MOL.BAT.SLT.Count>
0

> <UDM.MOL.BAT.Color>
white

> <UDM.MOL.BAT.State>
powder

> <UDM.MOL.BAT.SAM.Num>
1

> <UDM.MOL.BAT.SAM.Name>
IDYA-7-3-1

> <UDM.MOL.BAT.SAM.ID>
UBC-1a
UBC-1b

> <UDM.MOL.BAT.SAM.Type>
dram1
dram4

> <UDM.MOL.BAT.SAM.Location>
IDYA-Location-1
SHE-Location-1

> <UDM.MOL.BAT.SAM.Form>
neat
neat

> <UDM.MOL.BAT.SAM.Amount (mg)>
10
10

> <UDM.MOL.BAT.SAM.Conc (uM)>



$$$$



	

Appendix D: BioChemUDM for Assays
The conditional fields with controlled vocabulary (in tables) and result types (as bullets) for assays are shown below.

	Protocol: Activation

	Assay Name
	UDM.ASY.CND.Format
	UDM.ASY.CND.Target
	UDM.ASY.CND.Conc (uM)

	AhR Activation
	Std
	AhR
	10

	PXR Activation
	Std
	PXR
	30


· UDM.ASY.RES.Emax (%)
· UDM.ASY.RES.FoldActive
· UDM.ASY.RES.EC50 (uM)



	Protocol: Binding

	Assay Name
	UDM.ASY.CND.Format
	UDM.ASY.CND.Target
	UDM.ASY.CND.Species
	UDM.ASY.CND.Time (hr)

	Microsomal Binding (FuLM)
	EqDialysis, UltraCentrifuge
	Microsome
	Dog, Human, Monkey, Mouse, Rat
	

	Plasma Protein Binding (PPB)
	EqDialysis, EqDilute10x, UltraCentrifuge
	Plasma
	Dog, Human, Monkey, Mouse, Rabbit, Rat
	

	Protein Binding (BTB, CCM, FuHep, PB)
	EqDialysis, UltraCentrifuge
	Brain, Hepatocyte, Serum
	Cow, Dog, Human, Monkey, Mouse, Rat
	0.5, 1, 2, 4, 6, 8, 16, 24


· UDM.ASY.RES.Bound (%)
· UDM.ASY.RES.Recovery (%)
· UDM.ASY.RES.Remaining (%)
· UDM.ASY.RES.Free (%)



	Protocol: Induction

	Assay Name
	UDM.ASY.CND.Format
	UDM.ASY.CND.Target
	UDM.ASY.CND.Species
	UDM.ASY.CND.Conc (uM)

	CYP Induction
	Hepatocyte
	CYP3A4
	Human
	1, 3, 5, 10, 30, 100


· UDM.ASY.RES.Emax (%)
· UDM.ASY.RES.FoldInduct



	Protocol: Inhibition

	Assay Name
	UDM.ASY.CND.Format
	UDM.ASY.CND.Target
	UDM.ASY.CND.Species
	UDM.ASY.CND.Conc (uM)
	UDM.ASY.CND.Time (hr)

	Inhibition (various kinds)
	(s)-Mephenytoin, Bilirubin, Bufuralol, Bupropion, Chlorzoxazone, Cholyltaurine, Coumarin, Dextromethorphan, Dichlorofluorescein, Diclofenac, Digoxin, Estradiol, Midazolam, Paclitaxel, Phenacetin, Std, Testosterone, Tolbutamide
	BSEP, CYP1A2, CYP2A6, CYP2B6, CYP2C19, CYP2C8, CYP2C9, CYP2C9-TDI, CYP2C9+NADPH, CYP2D6, CYP2D6-TDI, CYP2D6+NADPH, CYP2E1, CYP3A4, CYP3A4-TDI, CYP3A4+NADPH, MDR1, MRP2, MRP3, MRP4, OATP1B1, OATP1B3, UGT1A1
	Dog, Human
	0.3, 1, 3, 5, 10, 30, 100
	0.5


· UDM.ASY.RES.IC50 (uM)
· UDM.ASY.RES.Percent (%)



	Protocol: Oxidation

	Assay Name
	UDM.ASY.CND.Format
	UDM.ASY.CND.Target
	UDM.ASY.CND.Species
	UDM.ASY.CND.Conc (uM)

	AO, XO
	Allopurinol, Raloxifen, Std
	Aldehyde, Xanthine
	Human, Mouse, Rat
	10, 50


· UDM.ASY.RES.Extraction (%)
· UDM.ASY.RES.Clearance (L/h/kg)
· UDM.ASY.RES.Remaining (%)



	Protocol: Permeability

	Assay Name
	UDM.ASY.CND.Format
	UDM.ASY.CND.Target
	UDM.ASY.CND.Species
	UDM.ASY.CND.Conc (uM)

	Caco-2, MDCK, MDR1
	Elacridar, PSC833, Tariquidar, Verapamil
	BCRP, MDR1, MDR2, MDR3, MDR4, MDR5, MDR6, MDR7, WT
	Dog, Human
	5, 10, 100


· UDM.ASY.RES.Efflux (Ratio)
· UDM.ASY.RES.PappA-B (10-6 cm/s)
· UDM.ASY.RES.PappB-A (10-6 cm/s)
· UDM.ASY.RES.RecoveryAP-BL (%)
· UDM.ASY.RES.RecoveryBL-AP (%)



	Protocol: Pharmacokinetics

	Assay Name
	UDM.ASY.CND.Species
	UDM.ASY.CND.Strain
	UDM.ASY.CND.Gender
	UDM.ASY.CND.Disease
	UDM.ASY.CND.Matrix
	UDM.ASY.CND.Route
	UDM.ASY.CND.Dose (mg/kg)
	UDM.ASY.CND.Vehicle

	PK
	Dog, Monkey, Mouse, Rat
	BALB/c, Beagle, CD1, Cyno, Sprague-Dawley, Wistar Han
	Female, Male
	Naive, Tumor
	Bile, Blood, Brain, CSF, Feces, Plasma, Tumor, Urine
	IP, IV, PO, SC
	0.25, 0.5, 1, 3, 5, 10, 30, 60, 100, 150, 300, 400, 500, 600, 1000
	Capsule, Dispersion, Methylcellulose, Saline, Tablet


· UDM.ASY.RES.Cmax (ng/mL)
· UDM.ASY.RES.Half-Life (hr)
· UDM.ASY.RES.Tlast (hr)
· UDM.ASY.RES.Tmax (hr)
· UDM.ASY.RES.F (%)
· UDM.ASY.RES.AUClast (ng.h/mL)
· UDM.ASY.RES.AUCinf (ng.h/mL)
· UDM.ASY.RES.Cl (mL/min/kg)
· UDM.ASY.RES.Vd (L/kg)



	Protocol: PhysChemProperty

	Assay Name
	UDM.ASY.CND.Format
	UDM.ASY.CND.Target
	UDM.ASY.CND.Species
	UDM.ASY.CND.Conc (uM)
	UDM.ASY.CND.Time (hr)

	Blood Partition, LogD, LogP, pKa, Solubility (kinetic, thermodynamic)
	KineticSol, LogD, LogP, Percent, pKa, pKa2, pKa3, Red, ThermoSol, Whole
	Blood, CYP (uM), FaSSIF (uM), FeSSIF (uM), hERG (uM), pH2 (uM), pH4 (uM), pH6 (uM), pH7 (uM), pH8 (uM), pKa, SGF
	Dog, Human, Monkey, Mouse, Rat
	5, 300
	0, 1, 2, 4, 24, 48, 72, 96


· UDM.ASY.RES.Value



	Protocol: Stability

	Assay Name
	UDM.ASY.CND.Format
	UDM.ASY.CND.Target
	UDM.ASY.CND.Species
	UDM.ASY.CND.Gender
	UDM.ASY.CND.Conc (uM)
	UDM.ASY.CND.Time (hr)

	Stability (CS, GSH, GS, Hep. LM)
	Centrifuge, Enzyme, EqDialysis, EqDilute10x, Fluid, Glutathione, Inactive, NADPH, NADPH+UDPGA, Saline, UltraCentrifuge
	Blood, CYP1A1+NADPH, FaSSIF, FeSSIF, Hepatocyte, IS9, MAO-A, MAO-B, Microsome, PexSGF, pH2, pH7, pH8, Plasma, Saline, Serum, SGF, SIF
	Cow, Dog, Human, Monkey, Mouse, Rat
	Female, Male
	0.5, 1, 5
	0.25, 0.5, 1, 1.5, 2, 3, 4, 6, 20, 24, 48,72,96, 144, 192


· UDM.ASY.RES.Extraction (%)
· UDM.ASY.RES.Half-Life (min)
· UDM.ASY.RES.Intrinsic Clearance (uL/min/mg protein)
· UDM.ASY.RES.Scaled Clearance (mL/min/kg)
· UDM.ASY.RES.Clearance (L/h/kg)
· UDM.ASY.RES.Clearance (uL/min/pmol)
· UDM.ASY.RES.Baseline (%)
· UDM.ASY.RES.Remaining (%)



	Protocol: Toxicity

	Assay Name
	UDM.ASY.CND.Format
	UDM.ASY.CND.Target
	UDM.ASY.CND.Conc (uM)

	Tox-hERG
	hERG
	HEK293
	10, 30


· UDM.ASY.RES. IC50 (uM)
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UDM Template Compound-Batch-Sample.csv
UDM Template Compound-Batch-Sam

		UDM.MOL.KeyVal		UDM.PRJ.Code		UDM.MOL.BAT.Source		UDM.MOL.BAT.NoteBookPage		UDM.MOL.BAT.Color		UDM.MOL.BAT.State		UDM.MOL.BAT.Quantity (mg)		UDM.MOL.BAT.Purity (%)		UDM.MOL.BAT.de/ee (%)		UDM.MOL.BAT.Formulation		UDM.MOL.BAT.Synonym		UDM.MOL.BAT.Comment		UDM.MOL.BAT.Person		UDM.MOL.BAT.ANA.FILE.FileName		UDM.MOL.BAT.ANA.FILE.FileMethod		UDM.MOL.BAT.SLT.Name		UDM.MOL.BAT.SLT.Count		UDM.MOL.BAT.SAM.ID		UDM.MOL.BAT.SAM.Amount (mg)		UDM.MOL.BAT.SAM.Type		UDM.MOL.BAT.SAM.Location

		TEXT		LIST		LIST		TEXT		LIST		LIST		NMBR		NMBR		NMBR		LIST		TEXT		TEXT		LIST		TEXT		LIST		LIST		NMBR		TEXT		NMBR		LIST		LIST
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Component Perceive Structure & Stereo.ppxml
 
	 
		 
			 
				 
					 UsingParent
					 
						 Version
					
				
				 PS&S v20.8.3
			
			 
				 When <i>RunToCompletion</i> is set to "True - For Each Data Record", the subprotocol is re-initialized and executed in its entirety for each individual data record it processes.
<p>
When set to "True - For Each Category", the data records are divided into categories based on the value of the Categorize Using parameter and then the subprotocol is re-initialized and executed in its entirety for each category of data records. When used in conjunction with <i>Parallel Processing Options</i>, each category of data records will be sent to the remote server as part of one single batch.
				 RunToCompletion Categorize Using
				 False
				 True - For Each Data Record
				 True - For Each Category
			
			 
				 <p>
Required when RunToCompletion is set to <i>True - For Each Category</i>, this parameter specifies the property or properties used to define the categories.
</p>
<p>&nbsp;</p>
<p>
Note: In an expression inside the subprotocol you can identify the category property name as:
</p>
&nbsp;&nbsp;&nbsp;&nbsp;&nbsp;&nbsp;<code>parentproperty('RunToCompletion Categorize Using')</code>
<p>
And so to access the value of this property on the current data record, use:
</p>
&nbsp;&nbsp;&nbsp;&nbsp;&nbsp;&nbsp;<code>property(parentproperty('RunToCompletion Categorize Using'))</code>
<p>&nbsp;</p>
				 SetInvalidDetails('This parameter is required when RunToCompletion is set to True - For Each Category');
Parameter() ne '';
				 SetDisabledDetails('To Enable, Set RunToCompletion to True - For Each Category');
Parameter('RunToCompletion') eq 'True - For Each Category';
			
			 
				 <p>
When set to True, this set of options allows the subprotocol to execute in parallel on one or more independent Pipeline Pilot servers, running locally or remotely.  Additional parameters control the number of data records to send in each process batch, the list of Pipeline Pilot servers to use, the number of protocol processes that can be executed on each server, and whether to preserve the order of the processed data records.
</p><p>
Use this option with care, since it will not increase throughput in all circumstances. Generally speaking, it yields improved performance when the parallelization benefits outweigh the data transfer overhead for the specified batch size.  As a rough guide, performance can be improved when each individual batch requires at least 10 seconds to execute, although this can be affected by the size of each data record.
</p><p>
When running the protocol with debugging, the subprotocol will provide debugging messages to detail each of the various steps of execution.  Also, components located within the parallel subprotocol will display their debugging messages as well.
</p><p>
For more information on the parallel subprotocol options, see <a href="javascript:DoLink('scihelpdocs/user/subprots/subprot_parallel_processing.htm')">Parallel Processing Subprotocols</a>.
</p>

				 Parallel Processing Options Batch Size
				 Parallel Processing Options Server
				 Parallel Processing Options Preserve Order
				 True
				 False
			
			 
				 <p>The number of records to send to the remote server(s) for each subprotocol execution.  In general, performance is optimized when the amount of time required to process each batch is at least 10 seconds (note that this can vary depending on the characteristics of the remote server's hardware).  Use a batch size of -1 to pass all data in a single batch.</p>
<p>When <i>RunToCompletion</i> is set to "True - for each category", the batch sizes will be determined by the number of records in each individual category.  Therefore, the <i>Batch Size</i> parameter is not applicable.
				 #parallel := Parameter('Parallel Processing Options');
if (not #parallel) then
	SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
end if;
#parallel;
			
			 
				 <p>
A comma-separated list of Pipeline Pilot servers on which to execute the parallel subprotocol.  The server names should be in the same format as the Pipeline Pilot Client's change server dialog (that is, server-name:port-number).
</p><p>
Specifying <b>localhost</b> as a server will cause the subprotocol to use its own Pipeline Pilot server.  This can be useful on multi-CPU/multi-core systems (where the subprotocol jobs are spawned on the same machine) and Pipeline Pilot Linux clusters (where 'localhost' requests spawning the subprotocol jobs on the same cluster).
</p>
				 Parallel Processing Options Server Processes
				 Parallel Processing Options Server Run On Grid
				 SetInvalidDetails('This parameter is required.');
Parameter() ne '';
				 SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
Parameter('Parallel Processing Options');
			
			 
				 A comma-separated list of the maximum number of batches that can be simultaneously executed on each remote server.  The number of entries in this parameter must equal the number of servers. If '*' is specified as the number of processes, then that server will only launch as many batches as the administrator of the remote server has permitted.</br></br>For non-Grid Engine job, the number of jobs will be limited to the value for the maximum number of simultaneous subprotocol jobs as defined in the Admin Console even if this value is higher than the value entered here or '*'.</br></br>For Grid Engine jobs, the number of jobs will be limited to the value for the maximum number of simultaneous subprotocol grid jobs as defined in the Admin Console even if this value is higher than the value entered here or '*'.</br></br>
				 /* Server Processes must have the same number of comma separated entries as the Server parameter and must have a value*/
#processes := parameter();
expand(',', #processes);
#servers := parameter('Parallel Processing Options Server');
expand(',', #servers);

if (numvalues(#processes) == 0) then
	SetInvalidDetails('This parameter is required.');
else
	SetInvalidDetails('The number of server processes (' . numvalues(#processes) . ') must equal the number of servers (' . numvalues(#servers) . ').');
end if;
numvalues(#processes) > 0 and numvalues(#processes) == numvalues(#servers);
				 SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
Parameter('Parallel Processing Options');
			
			 
				 Run subprotocol on grid engine if available.  Note: If no grid engine is configured the subprotocol will still run even if this parameter is set to true.
				 Parallel Processing Options Server Run On Grid Queue Name
				 Parallel Processing Options Server Run On Grid Grid Options
				 parameter('Parallel Processing Options');
				 True
				 False
			
			 
				 Select the queue name on the grid to submit jobs to. Leave blank to use default queue name.
				 parameter('Parallel Processing Options Server Run On Grid');
			
			 
				 <p>This is an array of command line options to send to the Grid engine submit command.</p>
<p>If you just include one line, whatever you enter will be sent "as is" to the submission command.</p>
</br>
<b>Example - Just sending options directly to command line - PBS</b>
<p>-l procs=16 -l walltime=08:00:00 -A PROJECTID</p>
</br>
<p>There are a number of parameters that Pipeline Pilot will translate to the correct command line options for whichever supported Grid Engine you are using.</p>
</br>
<b>Example - Supported parameters</b>
<p>Account=&lt;Project/Account name&gt;</p>
<p>Maximum Execution Time=&lt;HH:MM:SS&gt; hours, minutes, seconds - LSF ignores seconds</p>
<p>Number of Cores=&lt;16&gt;</p>
<p>Parallel Environment=&lt;The Parallel Environment to use&gt; - Only needed for SGE</p>
<p>Other=&lt;Additional Parameters sent directly to submit command line&gt;</p>
</br>
<p>Any of these options can be commented out by placing a # in front of them.</p>
</br>
					
				 parameter('Parallel Processing Options Server Run On Grid');
				 Account=
				 Maximum Execution Time=
				 Parallel Environment=
				 Number of Cores=
				 Other=
			
			 
				 Whether to preserve the order of the data as it enters and leaves the remote subprotocol.
				 SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
Parameter('Parallel Processing Options');
				 True
				 False
			
			 
				 <p>A comma-delimited list of global properties, each of which is automatically populated with the name of a file in the job's temporary folder, which always has a unique name.<p/>For each global name, an additional global is created (with the suffix <i>_Filename</i>) that hold only the leaf file name of the temporary file.</p>
			
			 
				 <p>Lists a set of properties (without the @) to create on the global property list for this subprotocol. Separate property names with commas. Such properties can only be accessed within the scope of this subprotocol and its descendent subprotocols.<p/>

<p>Any global property not declared in this way is created on the top-level global property list and is accessible from all subprotocols, but breaks the encapsulation of the subprotocol and may collide with another property of the same name.</p>

<p>Therefore, you should always declare a new global property in the <i>DeclareLocal</i> parameter, to minimize the scope of the global property to the subprotocol where it is used.</p>

<p>The example <i>DeclareLocal</i> value below creates 3 global properties in the subprotocol scope. Note that you can initialize the declared global value with a scalar value using the ":=" syntax, as shown. You can surround text string values with quotes to aid clarity.</p>
<pre>
    SubP_Counter := 0, SubP_NameHash, SubP_TitleText:="Sample 1"
</pre>

			
			 
				 Component Attributes
				 ComponentTakesInput
				 ComponentReturnsPass
				 ComponentReturnsFail
				 ComponentRunsLocal
			
			 
				 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
				 Halt
				 Fail
				 Pass
			
			 
				 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
				 Halt
				 Fail
				 Pass
			
			 
				 Custom Error Message
			
			 
				 Perceive Structure & Stereo
			
			 
				 Protocol AutoLayout
				 1
			
			 
				 0
			
			 
				 CalculatorNode
			
			 
				 Component Revision
				 790
			
			 
				 {0CCE4E33-7B7A-1245-B5BC-DD3CFF81A31F}
			
			 
				 2106 -745
			
			 
				 100
				 Perceive Structure & Stereo
				 
				 Generic
				 
				 Generic
				 Records passing out of any unconnected pass ports of components inside the subprotocol
				 None
				 Records passing out of any unconnected fail ports of components inside the subprotocol
			
			 
				 The server version when this component was registered
				 20.1.0.2208
			
			 
			 
				 Protocol Sticky Notes
			
			 
				 Protocol Scale
				 150
			
			 
				 Protocol Options
				 Owner Access Only
			
			 
				 The user who registered this component.
				 MichaelKappler
			
			 
				 The date this component was registered.
				 Wed Oct 13 23:56:28 2021
			
			 
				 Local Component Identifier
				 279
			
			 
				 OriginalPackage
				 scitegic/coreutils
			
			 
				 By Ref
				 0
			
			 
				 The original path within the database of this component.
				 Components\GitHub\Perceive Structure & Stereo
			
		
		 
			 
				 
					 
						 When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed
						 LeaveData
						 ClearData
						 DeleteData
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 CustomErrorText
					
					 
						 the action to perform
						 PassDataToPort
					
					 
						 the port to pass data to
						 1
					
					 
						 COMPONENTNODE
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Thu Sep 28 16:34:08 2006
					
					 
						 No-op
					
					 
						 The component this component is based upon.
						 Evaluate Expression
					
					 
						 0
					
					 
						 {6E468A38-A6F7-4371-B65B-501A3ED4C0D9}
					
					 
						 2190 -95
					
					 
						 100
						 Sends all incoming records out the Pass port unchanged
						 <p>Useful in subprotocols to capture the point of input. For example, if you wish to perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.</p>

<p>You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, placing a No-op in the middle reduces the number of required connections and clarifies the logic.</p>

						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 6.0.1.1
					
					 
					 
						 Local Component Identifier
						 57
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op
					
				
			
			 
				 
					 
						 When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed
						 LeaveData
						 ClearData
						 DeleteData
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 CustomErrorText
					
					 
						 the action to perform
						 PassDataToPort
					
					 
						 the port to pass data to
						 1
					
					 
						 COMPONENTNODE
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Thu Sep 28 16:34:08 2006
					
					 
						 No-op
					
					 
						 The component this component is based upon.
						 Evaluate Expression
					
					 
						 0
					
					 
						 {6E468A38-A6F7-4371-B65B-501A3ED4C0D9}
					
					 
						 2490 -95
					
					 
						 100
						 Sends all incoming records out the Pass port unchanged
						 <p>Useful in subprotocols to capture the point of input. For example, if you wish to perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.</p>

<p>You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, placing a No-op in the middle reduces the number of required connections and clarifies the logic.</p>

						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 6.0.1.1
					
					 
					 
						 Local Component Identifier
						 58
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op
					
				
			
			 
				 
					 
						 <p>The name of the property to hold the data record count. If the name begins with "@", this is a global property name and is updated each time a data record is received. Otherwise, it is a local property name and a new property by that name will be created on each data record and given the current value (i.e., the count).</p>


						 Start Index
						 Check if Property Already in Use
						 Index
					
					 
						 The index (i.e., number) used to start the sequence.
						 1
					
					 
						 Generates an error if the property already exists. This helps prevent overwriting data created by another component. Default is "True".

						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Tue Sep 13 07:16:44 2016
					
					 
						 {7BF3D951-BF75-70A2-8B2C-AD8909791909}
					
					 
						 Count and Index Data
					
					 
						 COMPONENTNODE
					
					 
						 The component this component is based upon.
						 Count and Index Data
					
					 
						 0
					
					 
						 390 -275
					
					 
						 100
						 Counts the number of data records and puts the count in a property
						 <p>Use this component to create a numerical index of data records and to keep track of the total number of records.  The value of <i>Counter Property</i> is incremented each time a data record enters the component.</p>

<p>This component can be used in two modes:</p>
<ul>
<li>If <i>Counter Property</i> is the name of a local property (does not start with "@"), a new property by that name is created on each data record and given the value of the current count.</li>
<li>If <i>Counter Property</i> is the name of a global property (starts with "@"), then each data record that passes through causes this global record count to be incremented, but values are not added to the passing records.</li>
</ul>
						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 17.1.0.119
					
					 
					 
						 Local Component Identifier
						 59
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Data Manipulators\Count and Index Data
					
				
			
			 
				 
					 
						 When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed
						 LeaveData
						 ClearData
						 DeleteData
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 CustomErrorText
					
					 
						 the action to perform
						 PassDataToPort
					
					 
						 the port to pass data to
						 1
					
					 
						 COMPONENTNODE
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Thu Sep 28 16:34:08 2006
					
					 
						 No-op
					
					 
						 The component this component is based upon.
						 Evaluate Expression
					
					 
						 0
					
					 
						 {6E468A38-A6F7-4371-B65B-501A3ED4C0D9}
					
					 
						 990 -275
					
					 
						 100
						 Sends all incoming records out the Pass port unchanged
						 <p>Useful in subprotocols to capture the point of input. For example, if you wish to perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.</p>

<p>You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, placing a No-op in the middle reduces the number of required connections and clarifies the logic.</p>

						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 6.0.1.1
					
					 
					 
						 Local Component Identifier
						 60
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op
					
				
			
			 
				 
					 
						 Expression (or list of expressions separated by semi-colons) to evaluate.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 if NormalizationActions is defined then
	if PRP_MOL_CHANGES is not defined or PRP_MOL_CHANGES eq '' then
		PRP_MOL_CHANGES := NormalizationActions;
	else
		Append(PRP_MOL_CHANGES,NormalizationActions);
	end if;
else
	PRP_MOL_CHANGES := '';
end if;
					
					 
						 <p>
This expression is executed only the first time data passes into the component.
<p/> 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
This expression is executed only at finalization (after the last data passes out of the component).
<p/> 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Adds any properties calculated in this component to a data record's property list.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 When TRUE, controls which exit port is used for
each data record by evaluating the final expression
(or only one) listed in the "Expression" parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false
						 True
						 False
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:55:43 2008
					
					 
						 Rename Property
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 The component this component is based upon.
						 Custom Manipulator (PilotScript)
					
					 
						 EXPRESSIONNODE
					
					 
						 0
					
					 
						 {0995D675-7EE2-432C-95DF-E91C14052B22}
					
					 
						 2790 -275
					
					 
						 100
						 Applies a PilotScript expression to each data record

						 <p>PilotScript is the native scripting language in Pipeline Pilot.  It is based on PL/SQL and allows you to query or alter the properties on data records.  For example, the expression:

<blockquote>
<code>A := 10;</code>
</blockquote>
creates a property named "A" and sets the value to "10".</p>

<p>For each incoming data record the PilotScript statements in <i>Expression</i> are evaluated.</p>

<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>

<p><b>See Also:</b></p>
<ul>
<li>For more information on PilotScript, see <a href="javascript:DoLink('scihelpdocs/user/pscript/pscript_overview.htm')">PilotScript Overview</a>.</li>
<li>To use PilotScript to filter data records use <a href="javascript:DoLink('{DD58ECD1-516F-48FE-A5DB-8328AED680F2}')">Custom Filter (PilotScript)</a>.</li>
</ul>


						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 7.0.0.35
					
					 
					 
						 Local Component Identifier
						 61
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Manipulators\Custom Manipulator (PilotScript)
					
				
			
			 
				 
					 
						 Options to control which type of stereo centers to perceive.
						 Label Potential Stereo Centers
						 Label Unknown Stereo Centers
						 Use MP Labels for Antirectangular Stereo Centers
						 Treat Unspecified Mass Number As Zero
					
					 
						 If True, perceive potential tetrahedral stereocenters and mark the focus atom as PotentiallyChiral or PotentiallyPseudoChiral.
						 True
						 False
					
					 
						 If True, label the focus atom or bond of any unknown stereocenter with Unknown or UnknownPseudoChiral.
						 True
						 False
					
					 
						 If True, assign the descriptors MChiral, PChiral, MPseudoChiral and PPseudoChiral for antirectangular stereocenters (with axial chirality).If False, assign the descriptors RChiral, SChiral, RPseudoChiral and SPseudoChiral instead.
						 True
						 False
					
					 
						 If False, for those atoms which have no explicitly specified mass number, use the natural isotopic abundance to calculate the atomic mass in CIP sequence rule 2.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 Halt
						 Fail
						 Pass
					
					 
						 Halt
						 Fail
						 Pass
					
					 
					 
						 {1CB95123-DF2E-41B6-B43A-4E447E88A88C}
					
					 
						 True
						 False
					
					 
						 Calculate CIP Chirality
					
					 
						 The component this component is based upon.
						 R and S
					
					 
						 COMPONENTNODE
					
					 
						 3090 -275
					
					 
						 0
					
					 
						 100
						 Determines chirality and configuration for stereo atoms and bonds in the input molecules
						 <p>The results of the CIP chirality calculation (Cahn, Ingold and Prelog priority 
rules) are stored in atom and bond properties named <b>Chirality</b> and <b>CIPGeometry</b>, 
respectively. These atom and bond properties can be displayed with the molecule in the HTML molecular 
viewers.  They can also be accessed by using the <i>Atom Properties</i> and <i>Bond 
Properties</i> components to move the properties to either the atom and bond labels or an array 
property on the molecule.</p><p>Possible values of the <b>Chirality</b> atom 
property are: R, S, R_PseudoChiral, S_PseudoChiral, M, P, M_PseudoChiral, P_PseudoChiral, Unknown, Unknown_PseudoChiral, 
PotentiallyChiral, PotentiallyPseudoChiral, Complex, and NotApplicable.<p>Possible values 
of the <b>CIPGeometry</b> bond property are: Z, E, and Unknown.<p><b>See Also:</b></p><ul><li>To 
manipulate atom properties, use <a href="javascript:DoLink('{B380D0B9-62F9-4b2a-83AE-EEB9465E3F67}')">Atom 
Properties</a></li><li>To manipulate bond properties, use <a href="javascript:DoLink('{6427AFB4-0E0F-42f5-83DF-360BE380C986}')">Bond 
Properties</a></li></ul>
						 Molecule
						 
						 Molecule
						 Molecules with CIP Chirality values
						 Molecule
						 Molecules for which the CIP Chirality calculation failed
					
					 
						 The server version when this component was registered
						 7.5.2.300
					
					 
					 
						 The user who registered this component.
						 scitegic/chemistry
					
					 
						 The date this component was registered.
						 Thu Jan 28 14:04:34 2010
					
					 
						 Local Component Identifier
						 62
					
					 
						 The original path within the database of this component.
						 Components\Chemistry\Utilities\Molecular Utilities\Calculate CIP Chirality
					
				
			
			 
				 
					 
						 The names of properties to remove from each data record entering the component
						 NumAtomsWithCIPValues, NumBondsWithCIPValues
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 the action to perform
						 Remove
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 07 13:23:27 2008
					
					 
						 Remove Properties
					
					 
						 Protocol AutoLayout
						 true
					
					 
						 0
					
					 
						 EXPRESSIONNODE
					
					 
						 Component Revision
						 100
					
					 
						 The component this component is based upon.
						 SubProtocol
					
					 
						 Protocol Scale
						 0
					
					 
						 3390 -275
					
					 
						 {C2ED35FF-5397-4877-AADB-10F1A15D60E2}
					
					 
						 100
						 Removes the specified properties
						 For each data record that enters the component, the properties specified by <i>PropertyList</i> are removed from the  record. To specify more than one property to be removed, use a comma separated list.

<p><b>See Also:</b></p>
<p>To keep only a few properties from a long list, it may be more efficient to instead use <a href="javascript:DoLink('{456195EF-9708-4367-B3DD-21EBF3796604}')">Keep Properties</a>.</p>
						 Generic
						 
						 Generic
						 Data records with the specified properties removed
						 None
						 
					
					 
						 The server version when this component was registered
						 7.0.0.31
					
					 
					 
						 By Ref
						 0
					
					 
						 Protocol Sticky Notes
					
					 
						 Local Component Identifier
						 63
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Manipulators\Remove Properties
					
				
			
			 
				 
					 
						 Expression (or list of expressions separated by semi-colons) to evaluate.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 #numMorgan := 'PRP_NUM_MORGAN'; // Morgan Number
#natoms := MolNumAtoms();

if #natoms < 1000 then
	resize(#index,#natoms);
	resize(#value,#natoms);

	// Initialize values with number of attachments
	for #i in 1 .. #natoms loop
		#index[#i] := #i;
		#value[#i] := AtomNumAtt(#i) + AtomType(#i);
	end loop;
	#pvalue := #value;
	#svalue := #value;

	// Sort index based on value (Morgan string)
	#morgan := #value;
	#mindex := #index;
	SortN(#morgan,#mindex);
	#morder := #mindex[1];
	for #i in 2 .. #natoms loop
		#morder .= '.'.#mindex[#i];
	end loop;
	#porder := #morder;

	/* Informational
	#count := 1;
	#string := #value[1];
	for #i in 2 .. #natoms loop
		#string .= '.'.#value[#i];
	end loop;
	Resize(Index,0);
	Resize(Value,0);
	Append(Index,#morder);
	Append(Value,#string);
	*/

	// Iterate
	#stable := 0;
	#explore := true;
	while #explore loop
		// Initialize iteration from values
		#nindex := #index;
		#nvalue := #value;

		// Update based on values of attachments
		for #i in 1 .. #natoms loop
			#natch := AtomNumAtt(#i);
			for #j in 1 .. #natch loop
				#nvalue[#i] += #value[AtomAttAtom(#i,#j)];
			end loop;
		end loop;
		// Save current unsorted iteration
		#value := #nvalue;

		// Sort index based on value (Morgan string)
		SortN(#nvalue,#nindex);
		#norder := #nindex[1];
		for #i in 2 .. #natoms loop
			#norder .= '.'.#nindex[#i];
		end loop;

		// Compare Morgan Strings; stable is identical or oscilatting
		#stable := #morder eq #norder or #porder eq #norder ? #stable+1 : 0;
		#explore := #stable < 3 ? true : false;

		if not #stable then
			#pvalue := #svalue;
			#svalue := #value;
		elsif #morder eq #norder then
			#pvalue := #svalue;
		end if;
		
		// Save previous and current
		#porder := #morder;
		#morder := #norder;

		/* Informational
		#count += 1;
		#string := #value[1];
		for #i in 2 .. #natoms loop
			#string .= '.'.#value[#i];
		end loop;
		Append(Index,#norder);
		Append(Value,#string);
		*/
	end loop;
	//Iter := #count;

	AtomProperty(#nindex[1],#numMorgan) := 1;
	//AtomSetNumber(#nindex[1],1);
	for #i in 2 .. #natoms loop
		#j := (#nvalue[#i] = #nvalue[#i-1] and AtomType(#nindex[#i]) = AtomType(#nindex[#i-1])) ? AtomProperty(#nindex[#i-1],#numMorgan) : #i;
		AtomProperty(#nindex[#i],#numMorgan) := #j;
		//AtomSetNumber(#nindex[#i],#j);
	end loop;
else
	for #i in 1 .. #natoms loop
		AtomProperty(#i,#numMorgan) := #i;
		//AtomSetNumber(#i,#i);
	end loop;
end if;
					
					 
						 <p>
This expression is executed only the first time data passes into the component.
<p/> 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
This expression is executed only at finalization (after the last data passes out of the component).
<p/> 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Adds any properties calculated in this component to a data record's property list.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 When TRUE, controls which exit port is used for
each data record by evaluating the final expression
(or only one) listed in the "Expression" parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false
						 True
						 False
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:55:43 2008
					
					 
						 Morgan Algorithm
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 The component this component is based upon.
						 Custom Manipulator (PilotScript)
					
					 
						 EXPRESSIONNODE
					
					 
						 0
					
					 
						 {0995D675-7EE2-432C-95DF-E91C14052B22}
					
					 
						 3690 -275
					
					 
						 100
						 Applies a PilotScript expression to each data record

						 <p>PilotScript is the native scripting language in Pipeline Pilot.  It is based on PL/SQL and allows you to query or alter the properties on data records.  For example, the expression:

<blockquote>
<code>A := 10;</code>
</blockquote>
creates a property named "A" and sets the value to "10".</p>

<p>For each incoming data record the PilotScript statements in <i>Expression</i> are evaluated.</p>

<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>

<p><b>See Also:</b></p>
<ul>
<li>For more information on PilotScript, see <a href="javascript:DoLink('scihelpdocs/user/pscript/pscript_overview.htm')">PilotScript Overview</a>.</li>
<li>To use PilotScript to filter data records use <a href="javascript:DoLink('{DD58ECD1-516F-48FE-A5DB-8328AED680F2}')">Custom Filter (PilotScript)</a>.</li>
</ul>


						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 7.0.0.35
					
					 
					 
						 Local Component Identifier
						 64
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Manipulators\Custom Manipulator (PilotScript)
					
				
			
			 
				 
					 
						 Expression (or list of expressions separated by semi-colons) to evaluate.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 // Atom number (includes ties) based on Morgan algorithm
#numMorgan := 'PRP_NUM_MORGAN'; // Morgan Number

// Constants on atom and bond
#Chi := 'PRP_CHI'; // chirality
#Non := 0; // none
#Abs := 1; // absolute
#Uns := 2; // unspecified
#Mix := 3; // mixture
#Pse := 4; // pseudo
#Cpx := 5; // complex
#Atr := 6; // atroposimer
#Unk := -1; // unknown (error)

// Array of atom indices
#idxAtsChiNon := 'PRP_IDX_ATS_CHI_NON'; // atom chirality none
#idxAtsChiAbs := 'PRP_IDX_ATS_CHI_ABS'; // atom chirality absolute
#idxAtsChiUns := 'PRP_IDX_ATS_CHI_UNS'; // atom chirality unspecified
#idxAtsChiMix := 'PRP_IDX_ATS_CHI_MIX'; // atom chirality mixture
#idxAtsChiPse := 'PRP_IDX_ATS_CHI_PSE'; // atom chirality pseudo
#idxAtsChiCpx := 'PRP_IDX_ATS_CHI_CPX'; // atom chirality complex
#idxAtsChiAtr := 'PRP_IDX_ATS_CHI_ATR'; // atom chirality atropisomer
#idxAtsChiUnk := 'PRP_IDX_ATS_CHI_UNK'; // atom chirality unknown
#idxAtsChiBri := 'PRP_IDX_ATS_CHI_BRI'; // atom chirality brigdehead

// Array length of atom indices (for convenience)
#numAtsChiNon := 'PRP_NUM_ATS_CHI_NON'; // count of atom chirality none
#numAtsChiAbs := 'PRP_NUM_ATS_CHI_ABS'; // count of atom chirality absolute
#numAtsChiUns := 'PRP_NUM_ATS_CHI_UNS'; // count of atom chirality unspecified
#numAtsChiMix := 'PRP_NUM_ATS_CHI_MIX'; // count of atom chirality mixture
#numAtsChiPse := 'PRP_NUM_ATS_CHI_PSE'; // count of atom chirality pseuso
#numAtsChiCpx := 'PRP_NUM_ATS_CHI_CPX'; // count of atom chirality complex
#numAtsChiAtr := 'PRP_NUM_ATS_CHI_ATR'; // count of atom chirality atropisomer
#numAtsChiUnk := 'PRP_NUM_ATS_CHI_UNK'; // count of atom chirality unknown
#numAtsChiBri := 'PRP_NUM_ATS_CHI_BRI'; // count of atom chirality bridgehead

Resize(#iAtsChiNon,0);
Resize(#iAtsChiAbs,0);
Resize(#iAtsChiUns,0);
Resize(#iAtsChiMix,0);
Resize(#iAtsChiPse,0);
Resize(#iAtsChiCpx,0);
Resize(#iAtsChiAtr,0);
Resize(#iAtsChiUnk,0);
Resize(#iAtsChiBri,0);

// Atom Perception
if 0 < MolNumAtoms() then
	// Debug
	for #i in 1 .. MolNumAtoms() loop
		if (AtomHasProperty(#i,'Chirality')) then
			#prop := AtomProperty(#i,'Chirality');

			if 'R' = #prop or 'S' = #prop then
				Append(#iAtsChiAbs,#i);
				AtomProperty(#i,#Chi) := #Abs;

			elsif 'PotentiallyChiral' = #prop
				or 'PotentiallyPseudoChiral' = #prop 
				or 'Unknown_PseudoChiral' = #prop then
				// unspecified [a]symmetric, e.g., 1,4-dimethylcyclohexane (NRX-0000095), azetidine (NRX-0389759, achiral), dimethylazetidine (NRX-0389762, mixture)
				// Resolve to 'unspecified' or 'none'

				if AtomIs(#i,'Ring') or AtomIs(#i,'Bridgehead') then
					// Mark bridgehead
					if AtomIs(#i,'Bridgehead') then
						Append(#iAtsChiBri,#i);
					end if;
					// Determine symmetry of cage substructure using an simplex method.
					// 1) From a bridgehead, identify an adjacent bridgehead within 3 bonds.
					// 2) For each bridgehead, contruct a sorted list of attached atoms and bonds.
					// 3) Compare the sorted lists to each other.  A difference break the symmetry (chiral)
					// Works for N1CC2OCC(C2)1 and CC12CCC(C)(CC2)CC1.

					if 'PotentiallyPseudoChiral' = #prop
						or 'Unknown_PseudoChiral' = #prop then
						#Ste := #Pse; // Pseudo-stereocenter
					else
						#Ste := #Uns; // Default: unspecified stereocenter
					end if;
					#pair := 0;
					#atom := #i;
					//#mixture := false;
					//#mixture := false;
					#natch1 := AtomNumAtt(#atom);
					for #j in 1 .. #natch1 loop
						#atch1 := AtomAttAtom(#atom,#j);
						#bond1 := AtomAttBond(#atom,#j);
						#prop1 := AtomHasProperty(#atch1,'Chirality') ? AtomProperty(#atch1,'Chirality') : 'none';
						if BondIs(#bond1,'Ring') and (AtomIs(#atch1,'Bridgehead') or 'PotentiallyPseudoChiral' = #prop1 or 'Unknown_PseudoChiral' = #prop1) then
							#pair := #atch1;
							break;
						end if;
						#natch2 := AtomNumAtt(#atch1);
						for #k in 1 .. #natch2 loop
							#atch2 := AtomAttAtom(#atch1,#k);
							#bond2 := AtomAttBond(#atch1,#k);
							#prop2 := AtomHasProperty(#atch2,'Chirality') ? AtomProperty(#atch2,'Chirality') : 'none';
							if #atom != #atch2 and BondIs(#bond2,'Ring') and (AtomIs(#atch2,'Bridgehead') or 'PotentiallyPseudoChiral' = #prop2 or 'Unknown_PseudoChiral' = #prop2) then
								#pair := #atch2;
								break;
							end if;
							#natch3 := AtomNumAtt(#atch2);
							for #l in 1 .. #natch3 loop
								#atch3 := AtomAttAtom(#atch2,#l);
								#bond3 := AtomAttBond(#atch2,#l);
								#prop3 := AtomHasProperty(#atch3,'Chirality') ? AtomProperty(#atch3,'Chirality') : 'none';
								if #atom != #atch3 and #atch1 != #atch3 and BondIs(#bond3,'Ring') and (AtomIs(#atch3,'Bridgehead') or 'PotentiallyPseudoChiral' = #prop3 or 'Unknown_PseudoChiral' = #prop3) then
									#pair := #atch3;
									break;
								end if;
							end loop;
							if 0 < #pair then
								break;
							end if;
						end loop;
						if 0 < #pair then
							break;
						end if;
					end loop;
					if #pair then // resolve symmetry of stereocenter pair
						if 'PotentiallyChiral' = #prop and AtomIs(#i,'Bridgehead') then // not fused bicyclic and not 1,4-dimethylhexanes, which are "unspecified" by default
							Resize(#duplex,0);
							Append(#duplex,#atom);
							Append(#duplex,#pair);
							Resize(#atom1a,0); Resize(#atom2a,0); Resize(#bond1a,0); Resize(#bond2a,0); Resize(#hybr1a,0); Resize(#hybr2a,0);
							Resize(#atom1b,0); Resize(#atom2b,0); Resize(#bond1b,0); Resize(#bond2b,0); Resize(#hybr1b,0); Resize(#hybr2b,0);
							Resize(#atom1c,0); Resize(#atom2c,0); Resize(#bond1c,0); Resize(#bond2c,0); Resize(#hybr1c,0); Resize(#hybr2c,0);
							for #r in 1 .. 2 loop
								#atom := #duplex[#r];				
								#natch1 := AtomNumAtt(#atom);
								for #j in 1 .. #natch1 loop
									#atch1 := AtomAttAtom(#atom,#j);
									#bond1 := AtomAttBond(#atom,#j);
									if BondIs(#bond1,'Ring') then
										if #r = 1 then
											Append(#atom1a,AtomType(#atch1)); Append(#bond1a,BondType(#bond1)); Append(#hybr1a,AtomNumAtt(#atch1));
										else
											Append(#atom2a,AtomType(#atch1)); Append(#bond2a,BondType(#bond1)); Append(#hybr2a,AtomNumAtt(#atch1));
										end if;
										#natch2 := AtomNumAtt(#atch1);
										for #k in 1 .. #natch2 loop
											#atch2 := AtomAttAtom(#atch1,#k);
											#bond2 := AtomAttBond(#atch1,#k);
											if BondIs(#bond2,'Ring') then
												if #atch2 ne #atom then
													if #r = 1 then
														Append(#atom1b,AtomType(#atch2)); Append(#bond1b,BondType(#bond2)); Append(#hybr1b,AtomNumAtt(#atch2));
													else
														Append(#atom2b,AtomType(#atch2)); Append(#bond2b,BondType(#bond2)); Append(#hybr2b,AtomNumAtt(#atch2));
													end if;
													#natch3 := AtomNumAtt(#atch2);
													for #l in 1 .. #natch3 loop
														#atch3 := AtomAttAtom(#atch2,#l);
														#bond3 := AtomAttBond(#atch2,#l);
														if BondIs(#bond3,'Ring') then
															if #atch3 ne #atch1 then
																if #r = 1 then
																	Append(#atom1c,AtomType(#atch3)); Append(#bond1c,BondType(#bond3)); Append(#hybr1c,AtomNumAtt(#atch3));
																else
																	Append(#atom2c,AtomType(#atch3)); Append(#bond2c,BondType(#bond3)); Append(#hybr2c,AtomNumAtt(#atch3));
																end if;
															end if;
														end if;
													end loop;
												end if;
											end if;
										end loop;
									end if;
								end loop;
							end loop;
							Sort(#atom1a); Sort(#atom2a); Sort(#bond1a); Sort(#bond2a); Sort(#hybr1a); Sort(#hybr2a);
							Sort(#atom1b); Sort(#atom2b); Sort(#bond1b); Sort(#bond2b); Sort(#hybr1b); Sort(#hybr2b);
							Sort(#atom1c); Sort(#atom2c); Sort(#bond1c); Sort(#bond2c); Sort(#hybr1c); Sort(#hybr2c);
							#pchi1 := AtomProperty(#duplex[1],#numMorgan);
							#pchi1 .= ' '.ArrayNumRows(#atom1a) = 0 ? '' : #atom1a[1].' '.#bond1a[1].' '.#hybr1a[1];
							for #r in 2 .. ArrayNumRows(#atom1a) loop
								#pchi1 .= ' '.#atom1a[#r].' '.#bond1a[#r].' '.#hybr1a[#r];
							end loop;
							for #r in 1 .. ArrayNumRows(#atom1b) loop
								#pchi1 .= ' '.#atom1b[#r].' '.#bond1b[#r].' '.#hybr1b[#r];
							end loop;
							for #r in 1 .. ArrayNumRows(#atom1c) loop
								#pchi1 .= ' '.#atom1c[#r].' '.#bond1c[#r].' '.#hybr1c[#r];
							end loop;
							#pchi2 := AtomProperty(#duplex[2],#numMorgan);
							#pchi2 .= ' '.ArrayNumRows(#atom2a) = 0 ? '' : #atom2a[1].' '.#bond2a[1].' '.#hybr2a[1];
							for #r in 2 .. ArrayNumRows(#atom2a) loop
								#pchi2 .= ' '.#atom2a[#r].' '.#bond2a[#r].' '.#hybr2a[#r];
							end loop;
							for #r in 1 .. ArrayNumRows(#atom2b) loop
								#pchi2 .= ' '.#atom2b[#r].' '.#bond2b[#r].' '.#hybr2b[#r];
							end loop;
							for #r in 1 .. ArrayNumRows(#atom2c) loop
								#pchi2 .= ' '.#atom2c[#r].' '.#bond2c[#r].' '.#hybr2c[#r];
							end loop;

							// Mixture is #pchi1 ne #pchi2
							if #pchi1 eq #pchi2 then // chiral cage, NRX-0389733, NRX0389754
								#Ste := #Non;
							end if;
						else //if 'PotentiallyPseudoChiral' = #prop
							if AtomIs(#i,'Bridgehead') then
								#Ste := #Non;
							//else // 1,4-dimethylcyclohexane
							end if;
						end if;

					else // single stereocenter in a ring
						for #j in 1 .. AtomNumAtt(#i)-1 loop
							#atch1 := AtomAttAtom(#i,#j);
							for #k in #j+1 .. AtomNumAtt(#i) loop
								#atch2 := AtomAttAtom(#i,#k);
								if AtomProperty(#atch1,#numMorgan) = AtomProperty(#atch2,#numMorgan) then
									#Ste := #Non;
									break;
								end if;
							end loop;
						end loop;
					end if;
					
					if #Ste eq #Pse then
						Append(#iAtsChiPse,#i);
						AtomProperty(#i,#Chi) := #Pse;
					elsif #Ste eq #Uns then
						Append(#iAtsChiUns,#i);
						AtomProperty(#i,#Chi) := #Uns;
					else
						Append(#iAtsChiNon,#i);
						AtomProperty(#i,#Chi) := #Non;
					end if;
				else // not in ring or bridgehead
					Append(#iAtsChiUns,#i);
					AtomProperty(#i,#Chi) := #Uns;
				end if;

			elsif 'R_PseudoChiral' = #prop or 'S_PseudoChiral' = #prop then // specified symmetric, e.g., 1,4-dimethylcyclohexane
				// Mark pseudo-stereo for informational purposes only
				Append(#iAtsChiPse,#i);
				AtomProperty(#i,#Chi) := #Pse;
				if AtomIs(#i,'Bridgehead') then
					Append(#iAtsChiBri,#i);
				end if;

				// Geometric stereoisomer, e.g., NRX-0252955, NRX-0253334	
				//Append(#iAtsChiAbs,#i);
				//AtomProperty(#i,#Chi) := #Abs;

			elsif 'Complex' = #prop then // geometric stereoisomer, symetrical spiro, bridgehead, endo/exo bridge, e.g., NRX-0252955, NRX-0253334, NRX-0327535
				Append(#iAtsChiCpx,#i);
				AtomProperty(#i,#Chi) := #Cpx;
				if AtomIs(#i,'Bridgehead') then
					Append(#iAtsChiBri,#i);
				end if;

			elsif 'Unknown' = #prop then // Either R or S
				#tet := true;
				if AtomNumAtt(#i) < 4 then
					for #j in 1 .. AtomNumAtt(#i) loop
						#k := AtomAttBond(#i, #j);
						if BondType(#k) not eq 1 then
							#tet := false;
							break;
						end if;
					end loop;
					if #tet then
						Append(#iAtsChiMix,#i);
						AtomProperty(#i,#Chi) := #Mix;
					else
						Append(#iAtsChiNon,#i);
						AtomProperty(#i,#Chi) := #Non;
					end if;
				else
					Append(#iAtsChiMix,#i);
					AtomProperty(#i,#Chi) := #Mix;
				end if;

			elsif 'M' = #prop or 'P' = #prop then
				Append(#iAtsChiAtr,#i);
				AtomProperty(#i,#Chi) := #Atr;

			else
				Append(#iAtsChiUnk,#i);
				AtomProperty(#i,#Chi) := #Unk;
			end if;

		else
			Append(#iAtsChiNon,#i);
			AtomProperty(#i,#Chi) := #Non;
		end if;
	end loop;

	// Molecule Properties (hidden on atom 1)
	AtomProperty(1,#idxAtsChiNon) := #iAtsChiNon;
	AtomProperty(1,#idxAtsChiAbs) := #iAtsChiAbs;
	AtomProperty(1,#idxAtsChiUns) := #iAtsChiUns;
	AtomProperty(1,#idxAtsChiMix) := #iAtsChiMix;
	AtomProperty(1,#idxAtsChiPse) := #iAtsChiPse;
	AtomProperty(1,#idxAtsChiCpx) := #iAtsChiCpx;
	AtomProperty(1,#idxAtsChiAtr) := #iAtsChiAtr;
	AtomProperty(1,#idxAtsChiUnk) := #iAtsChiUnk;
	AtomProperty(1,#idxAtsChiBri) := #iAtsChiBri;
	AtomProperty(1,#numAtsChiNon) := NumValues(#iAtsChiNon);
	AtomProperty(1,#numAtsChiAbs) := NumValues(#iAtsChiAbs);
	AtomProperty(1,#numAtsChiUns) := NumValues(#iAtsChiUns);
	AtomProperty(1,#numAtsChiMix) := NumValues(#iAtsChiMix);
	AtomProperty(1,#numAtsChiPse) := NumValues(#iAtsChiPse);
	AtomProperty(1,#numAtsChiCpx) := NumValues(#iAtsChiCpx);
	AtomProperty(1,#numAtsChiAtr) := NumValues(#iAtsChiAtr);
	AtomProperty(1,#numAtsChiUnk) := NumValues(#iAtsChiUnk);
	AtomProperty(1,#numAtsChiBri) := NumValues(#iAtsChiBri);
end if;
					
					 
						 <p>
This expression is executed only the first time data passes into the component.
<p/> 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
This expression is executed only at finalization (after the last data passes out of the component).
<p/> 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Adds any properties calculated in this component to a data record's property list.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 When TRUE, controls which exit port is used for
each data record by evaluating the final expression
(or only one) listed in the "Expression" parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false
						 True
						 False
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:55:43 2008
					
					 
						 Analyze Atoms
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 The component this component is based upon.
						 Custom Manipulator (PilotScript)
					
					 
						 EXPRESSIONNODE
					
					 
						 0
					
					 
						 {0995D675-7EE2-432C-95DF-E91C14052B22}
					
					 
						 3990 -275
					
					 
						 100
						 Applies a PilotScript expression to each data record

						 <p>PilotScript is the native scripting language in Pipeline Pilot.  It is based on PL/SQL and allows you to query or alter the properties on data records.  For example, the expression:

<blockquote>
<code>A := 10;</code>
</blockquote>
creates a property named "A" and sets the value to "10".</p>

<p>For each incoming data record the PilotScript statements in <i>Expression</i> are evaluated.</p>

<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>

<p><b>See Also:</b></p>
<ul>
<li>For more information on PilotScript, see <a href="javascript:DoLink('scihelpdocs/user/pscript/pscript_overview.htm')">PilotScript Overview</a>.</li>
<li>To use PilotScript to filter data records use <a href="javascript:DoLink('{DD58ECD1-516F-48FE-A5DB-8328AED680F2}')">Custom Filter (PilotScript)</a>.</li>
</ul>


						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 7.0.0.35
					
					 
					 
						 Local Component Identifier
						 65
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Manipulators\Custom Manipulator (PilotScript)
					
				
			
			 
				 
					 
						 Expression (or list of expressions separated by semi-colons) to evaluate.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 // Constants on bond
#Chi := 'PRP_CHI'; // chirality
#Non := 0; // none
#Abs := 1; // absolute
#Uns := 2; // unspecified
#Mix := 3; // mixture
#Atr := 4; // atropisomer
#Unk := -1; // unknown (error)

// Array of bond indices
#idxBdsChiNon := 'PRP_IDX_BDS_CHI_NON'; // bond chirality none
#idxBdsChiAbs := 'PRP_IDX_BDS_CHI_ABS'; // bond chirality absolute
#idxBdsChiMix := 'PRP_IDX_BDS_CHI_MIX'; // bond chirality mixture
#idxBdsChiAtr := 'PRP_IDX_BDS_CHI_ATR'; // bond chirality atropisomer
#idxBdsChiUns := 'PRP_IDX_BDS_CHI_UNS'; // bond chirality atropisomer (unspecified)
#idxBdsChiVal := 'PRP_IDX_BDS_CHI_VAL'; // bond chirality atropisomer (value)
#idxBdsChiUnk := 'PRP_IDX_BDS_CHI_UNK'; // bond chirality unknown
#idxBdsChiRng := 'PRP_IDX_BDS_CHI_RNG'; // bond chirality in ring

// Array length of bond indices (for convenience)
#numBdsChiNon := 'PRP_NUM_BDS_CHI_NON'; // count of bond chirality none
#numBdsChiAbs := 'PRP_NUM_BDS_CHI_ABS'; // count of bond chirality absolute
#numBdsChiMix := 'PRP_NUM_BDS_CHI_MIX'; // count of bond chirality mixture
#numBdsChiAtr := 'PRP_NUM_BDS_CHI_ATR'; // count of bond chirality atropisomer
#numBdsChiUns := 'PRP_NUM_BDS_CHI_UNS'; // count of bond chirality atropisomer (unspecified)
#numBdsChiVal := 'PRP_NUM_BDS_CHI_VAL'; // count of bond chirality atropsiomer (value)
#numBdsChiUnk := 'PRP_NUM_BDS_CHI_UNK'; // count of bond chirality unknown
#numBdsChiRng := 'PRP_NUM_BDS_CHI_RNG'; // count of bond chirality in ring

Resize(#iBdsChiNon,0);
Resize(#iBdsChiAbs,0);
Resize(#iBdsChiMix,0);
Resize(#iBdsChiAtr,0);
Resize(#iBdsChiUns,0);
Resize(#iBdsChiVal,0);
Resize(#iBdsChiUnk,0);
Resize(#iBdsChiRng,0);

// Bond Perception
if 0 < MolNumBonds() then
	// Debug
	//ChiBds := '';

	// Lookup of reduced atropisomers, favored over loop of MolAtropisomerBond(#j)
	Resize(#aBdsChiUns,MolNumBonds());
	for #j in 1 .. ArrayNumValues(#aBdsChiUns) loop
		#aBdsChiUns[#j] := false;
	end loop;
	// Unspecified Atropisomer
	for #i in 1 .. MolNumAtropisomerCenters() loop
		if not MolAtropisomerStereoParity(#i) then
			#j := MolAtropisomerBond(#i);
			#aBdsChiUns[#j] := true;
			Append(#iBdsChiUns,#j);
			Append(#iBdsChiVal,0);
			BondProperty(#j,#Chi) := #Uns;
		end if;
	end loop;

	for #i in 1 .. MolNumBonds() loop
		// Reduce 'either' (cross bond) in rings
		if BondStereo(#i) eq 'Unknown' and BondType(#i)=2 and BondIs(#i,'Ring') then
			BondSetStereo(#i,'None');
		end if;

		// Ring Bonds
		// Perception
		if BondHasProperty(#i,'CIPGeometry') then
			#prop := BondProperty(#i,'CIPGeometry');
			if 'E' = #prop or 'Z' = #prop then
				Append(#iBdsChiAbs,#i);
				BondProperty(#i,#Chi) := #Abs;
			elsif 'Unknown' = #prop then
				Append(#iBdsChiUnk,#i);
				BondProperty(#i,#Chi) := #Unk;
			elsif 'R' = #prop or 'S' = #prop then
				// Atropisomer
				#isatro := false;
				#numAtr := MolNumAtropisomerCenters();
				for #j in 1 .. #numAtr loop
					if #i == MolAtropisomerBond(#j) then
						#isatro := true;
						break;
					end if;
				end loop;
				if #isatro then
					Append(#iBdsChiAtr,#i);
					BondProperty(#i,#Chi) := #Atr;
				else
					Append(#iBdsChiUnk,#i);
					BondProperty(#i,#Chi) := #Unk;
				end if;
			else
				Append(#iBdsChiUnk,#i);
				BondProperty(#i,#Chi) := #Unk;
			end if;
			if BondIs(#i,'Ring') then
				Append(#iBdsChiRng,#i);
			end if;
			// Debug
			//ChiBds := ChiBds + '#' + #i + '=' + #prop + ' ';
		elsif BondIs(#i,'Stereo') then
			if BondIs(#i,'Ring') then
				Append(#iBdsChiRng,#i);
				Append(#iBdsChiAbs,#i);
				BondProperty(#i,#Chi) := #Abs;
			else
				Append(#iBdsChiUnk,#i);
				BondProperty(#i,#Chi) := #Unk;
			end if;
			// Debug
			//ChiBds := ChiBds + '#' + #i + '=' + '?' + ' ';
		elsif not #aBdsChiUns[#i] then
			#pro1 := '';
			#pro2 := '';
			if BondType(#i) eq 2 then
				#j := BondAttAtom(#i, 1);
				if AtomType(#j) == 6 and AtomHasProperty(#j,'Chirality') then
					#pro1 := AtomProperty(#j,'Chirality');
				end if;
				if #pro1 eq '' then
					#k := BondAttAtom(#i, 2);
					if AtomType(#k) == 6 and AtomHasProperty(#k,'Chirality') then
						#pro2 := AtomProperty(#k,'Chirality');
					end if;
				end if;
			end if;
			if 'Unknown' = #pro1 or 'Unknown' = #pro2 then
				Append(#iBdsChiMix,#i);
				BondProperty(#i,#Chi) := #Mix;
			else
				Append(#iBdsChiNon,#i);
				BondProperty(#i,#Chi) := #Non;
			end if;
		end if;
	end loop;

	// Molecule Properties (hidden on bond 1)
	BondProperty(1,#idxBdsChiNon) := #iBdsChiNon;
	BondProperty(1,#idxBdsChiAbs) := #iBdsChiAbs;
	BondProperty(1,#idxBdsChiMix) := #iBdsChiMix;
	BondProperty(1,#idxBdsChiAtr) := #iBdsChiAtr;
	BondProperty(1,#idxBdsChiUns) := #iBdsChiUns;
	BondProperty(1,#idxBdsChiVal) := #iBdsChiVal;
	BondProperty(1,#idxBdsChiUnk) := #iBdsChiUnk;
	BondProperty(1,#idxBdsChiRng) := #iBdsChiRng;
	BondProperty(1,#numBdsChiNon) := NumValues(#iBdsChiNon);
	BondProperty(1,#numBdsChiAbs) := NumValues(#iBdsChiAbs);
	BondProperty(1,#numBdsChiMix) := NumValues(#iBdsChiMix);
	BondProperty(1,#numBdsChiAtr) := NumValues(#iBdsChiAtr);
	BondProperty(1,#numBdsChiUns) := NumValues(#iBdsChiUns);
	BondProperty(1,#numBdsChiVal) := NumValues(#iBdsChiVal);
	BondProperty(1,#numBdsChiUnk) := NumValues(#iBdsChiUnk);
	BondProperty(1,#numBdsChiRng) := NumValues(#iBdsChiRng);
end if;
					
					 
						 <p>
This expression is executed only the first time data passes into the component.
<p/> 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
This expression is executed only at finalization (after the last data passes out of the component).
<p/> 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Adds any properties calculated in this component to a data record's property list.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 When TRUE, controls which exit port is used for
each data record by evaluating the final expression
(or only one) listed in the "Expression" parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false
						 True
						 False
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:55:43 2008
					
					 
						 Analyze Bonds
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 The component this component is based upon.
						 Custom Manipulator (PilotScript)
					
					 
						 EXPRESSIONNODE
					
					 
						 0
					
					 
						 {0995D675-7EE2-432C-95DF-E91C14052B22}
					
					 
						 4290 -275
					
					 
						 100
						 Applies a PilotScript expression to each data record

						 <p>PilotScript is the native scripting language in Pipeline Pilot.  It is based on PL/SQL and allows you to query or alter the properties on data records.  For example, the expression:

<blockquote>
<code>A := 10;</code>
</blockquote>
creates a property named "A" and sets the value to "10".</p>

<p>For each incoming data record the PilotScript statements in <i>Expression</i> are evaluated.</p>

<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>

<p><b>See Also:</b></p>
<ul>
<li>For more information on PilotScript, see <a href="javascript:DoLink('scihelpdocs/user/pscript/pscript_overview.htm')">PilotScript Overview</a>.</li>
<li>To use PilotScript to filter data records use <a href="javascript:DoLink('{DD58ECD1-516F-48FE-A5DB-8328AED680F2}')">Custom Filter (PilotScript)</a>.</li>
</ul>


						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 7.0.0.35
					
					 
					 
						 Local Component Identifier
						 66
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Manipulators\Custom Manipulator (PilotScript)
					
				
			
			 
				 
					 
						 Expression (or list of expressions separated by semi-colons) to evaluate.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 // Atom number (includes ties) based on Morgan algorithm
#numMorgan := 'PRP_NUM_MORGAN'; // Morgan Number

// Constants on atom and bond
#chiflg_prop := 'PRP_MOL_CHIFLG'; // false=not chiral, true=chiral
#cansmi_prop := 'PRP_MOL_CANSMI'; // unique SMILES string
#gensmi_prop := 'PRP_MOL_GENSMI'; // unique SMILES string for racemate generation
#racsmi_prop := 'PRP_MOL_RACSMI'; // unique SMILES string for racemate selection
#struct_prop := 'PRP_MOL_STRUCT'; // restriction on mixture, and relative structure
#stereo_prop := 'PRP_MOL_STEREO'; // restriction on absolute, enantiomer, and diastereomer stereo
#excess_prop := 'PRP_MOL_EXCESS'; // d.e./e.e. percentage
#isomer_prop := 'PRP_MOL_ISOMER'; // arbirary label A/B
#ismeso_prop := 'PRP_MOL_ISMESO'; // meso (true|false)
#versio_prop := 'PRP_MOL_VERSIO'; // stereochemical analysis version

// Structure
#Non := 0; // None (default)
#One := 1; // Singlular
#Mix := 2; // Mixture
#Arb := 3; // Arbitrary
#Rel := 4; // Relative
// Stereo
#Mes := 5; // Meso
#Ena := 6; // Enantiomer
#Dia := 7; // Diastereomer
#Ste := 8; // Stereoisomer
#Atr := 9; // Atropisomer
// Default
#Unk := -1; // Unknown

// Structure
#PrpMolStrOne := 'Singular';
#PrpMolStrArb := 'Arbitrary';
#PrpMolStrRel := 'Relative';
#PrpMolStrMix := 'Mixture';
#PrpMolStrUnk := 'Unknown';
// Stereo
#PrpMolSteNon := 'None';
#PrpMolSteMes := 'Meso'; // Special Case
#PrpMolSteEna := 'Enantiomer';
#PrpMolSteDia := 'Diastereomer';
#PrpMolSteSte := 'Stereoisomer';
#PrpMolSteAtr := 'Atropisomer';
#PrpMolSteUnk := 'Unknown';

// Array of atom indices
#idxAtsChiNon := 'PRP_IDX_ATS_CHI_NON'; // atom chirality none
#idxAtsChiAbs := 'PRP_IDX_ATS_CHI_ABS'; // atom chirality absolute
#idxAtsChiUns := 'PRP_IDX_ATS_CHI_UNS'; // atom chirality unspecified
#idxAtsChiMix := 'PRP_IDX_ATS_CHI_MIX'; // atom chirality mixture
#idxAtsChiPse := 'PRP_IDX_ATS_CHI_PSE'; // atom chirality pseudo
#idxAtsChiCpx := 'PRP_IDX_ATS_CHI_CPX'; // atom chirality complex
#idxAtsChiAtr := 'PRP_IDX_ATS_CHI_ATR'; // atom chirality atropisomer
#idxAtsChiUnk := 'PRP_IDX_ATS_CHI_UNK'; // atom chirality unknown
#idxAtsChiBri := 'PRP_IDX_ATS_CHI_BRI'; // atom chirality brigdehead

// Array length of atom indices (for convenience)
#numAtsChiNon := 'PRP_NUM_ATS_CHI_NON'; // count of atom chirality none
#numAtsChiAbs := 'PRP_NUM_ATS_CHI_ABS'; // count of atom chirality absolute
#numAtsChiUns := 'PRP_NUM_ATS_CHI_UNS'; // count of atom chirality unspecified
#numAtsChiMix := 'PRP_NUM_ATS_CHI_MIX'; // count of atom chirality mixture
#numAtsChiPse := 'PRP_NUM_ATS_CHI_PSE'; // count of atom chirality pseudo
#numAtsChiCpx := 'PRP_NUM_ATS_CHI_CPX'; // count of atom chirality complex
#numAtsChiAtr := 'PRP_NUM_ATS_CHI_ATR'; // count of atom chirality atropisomer
#numAtsChiUnk := 'PRP_NUM_ATS_CHI_UNK'; // count of atom chirality unknown
#numAtsChiBri := 'PRP_NUM_ATS_CHI_BRI'; // count of atom chirality bridgehead

// Array of bond indices
#idxBdsChiNon := 'PRP_IDX_BDS_CHI_NON'; // bond chirality none
#idxBdsChiAbs := 'PRP_IDX_BDS_CHI_ABS'; // bond chirality absolute
#idxBdsChiMix := 'PRP_IDX_BDS_CHI_MIX'; // bond chirality mixture
#idxBdsChiAtr := 'PRP_IDX_BDS_CHI_ATR'; // bond chirality atropisomer
#idxBdsChiUns := 'PRP_IDX_BDS_CHI_UNS'; // bond chirality atropisomer (unspecified)
#idxBdsChiVal := 'PRP_IDX_BDS_CHI_VAL'; // bond chirality atropisomer (value)
#idxBdsChiUnk := 'PRP_IDX_BDS_CHI_UNK'; // bond chirality unknown
#idxBdsChiRng := 'PRP_IDX_BDS_CHI_RNG'; // bond chirality in ring

// Array length of bond indices (for convenience)
#numBdsChiNon := 'PRP_NUM_BDS_CHI_NON'; // count of bond chirality none
#numBdsChiAbs := 'PRP_NUM_BDS_CHI_ABS'; // count of bond chirality absolute
#numBdsChiMix := 'PRP_NUM_BDS_CHI_MIX'; // count of bond chirality mixture
#numBdsChiAtr := 'PRP_NUM_BDS_CHI_ATR'; // count of bond chirality atropisomer
#numBdsChiUns := 'PRP_NUM_BDS_CHI_UNS'; // count of bond chirality atropisomer (unspecified)
#numBdsChiVal := 'PRP_NUM_BDS_CHI_VAL'; // count of bond chirality atropsiomer (value)
#numBdsChiUnk := 'PRP_NUM_BDS_CHI_UNK'; // count of bond chirality unknown
#numBdsChiRng := 'PRP_NUM_BDS_CHI_RNG'; // count of bond chirality in ring

// Molecule Chiral Flag (hidden on atom 1)
#chiflg := Property(#chiflg_prop);
// Canonical and Racemate SMILES
#cansmi := MolToText('CanonicalSMILES');
#gensmi := #cansmi;
#racsmi := #cansmi;
Resize(#smiles,0);

if 0 < MolNumAtoms() and 0 < MolNumBonds() then
	// Molecule Properties (hidden on atom 1)
	#nAtsChiAbs := AtomProperty(1,#numAtsChiAbs);
	#nAtsChiUns := AtomProperty(1,#numAtsChiUns);
	#nAtsChiMix := AtomProperty(1,#numAtsChiMix);
	#nAtsChiPse := AtomProperty(1,#numAtsChiPse);
	#nAtsChiCpx := AtomProperty(1,#numAtsChiCpx);
	#nAtsChiAtr := AtomProperty(1,#numAtsChiAtr);
	#nAtsChiBri := AtomProperty(1,#numAtsChiBri);
	#nAtsChiCnt := #nAtsChiAbs + #nAtsChiUns + #nAtsChiMix + #nAtsChiPse + #nAtsChiCpx + #nAtsChiAtr ; // Informational: #nAtsChiBri;

	// Molecule Properties (hidden on bond 1)
	#nBdsChiAbs := BondProperty(1,#numBdsChiAbs);
	#nBdsChiMix := BondProperty(1,#numBdsChiMix);
	#nBdsChiAtr := BondProperty(1,#numBdsChiAtr);
	#nBdsChiUns := BondProperty(1,#numBdsChiUns);
	#nBdsChiVal := BondProperty(1,#numBdsChiVal);
	#nBdsChiRng := BondProperty(1,#numBdsChiRng);
	#nBdsChiCnt := #nBdsChiAbs + #nBdsChiUns + #nBdsChiMix + #nBdsChiAtr - #nBdsChiRng;

	// Structure
	#struct := #One;
	// Excess
	#excess := 100;
	if 0 < #nAtsChiUns + #nAtsChiMix + #nBdsChiMix + #nBdsChiUns then // #nBdsChiUnk not included because terminal dimethyl alkenes
		#struct := #Mix;
		#excess := 0;
	end if;
	#ismeso := false; // Meso

	// Stereo
	#stereo := #Unk;
	if 0 = #nAtsChiCnt + #nBdsChiCnt then
		#stereo := #Non; // None
	elsif 1 <= #nAtsChiCnt + #nBdsChiCnt then
		if 0 < #nAtsChiCpx + #nBdsChiCnt then
			#stereo := #Dia; // Diastereomer, Atropisomer
		elsif 1 = #nAtsChiCnt then
			#stereo := #Ena; // Enantiomer
		else // if 2 <= #nAtsChiCnt then
			#stereo := #Dia; // Diastereomer
		end if;

		// Array of atom indices
		if #nAtsChiAbs then
			#iAtsChiAbs := AtomProperty(1,#idxAtsChiAbs);
			Resize(#vAtsChiAbs,0);
		end if;
		if #nAtsChiUns then
			#iAtsChiUns := AtomProperty(1,#idxAtsChiUns);
			Resize(#vAtsChiUns,0);
		end if;
		if #nAtsChiMix then
			#iAtsChiMix := AtomProperty(1,#idxAtsChiMix);
			Resize(#vAtsChiMix,0);
		end if;
		if #nAtsChiPse then
			#iAtsChiPse := AtomProperty(1,#idxAtsChiPse);
			Resize(#vAtsChiPse,0);
		end if;
		if #nAtsChiCpx then
			#iAtsChiCpx := AtomProperty(1,#idxAtsChiCpx);
			Resize(#vAtsChiCpx,0);
		end if;
		if #nAtsChiAtr then
			#iAtsChiAtr := AtomProperty(1,#idxAtsChiAtr);
			Resize(#vAtsChiAtr,0);
		end if;
		if #nAtsChiBri then
			#iAtsChiBri := AtomProperty(1,#idxAtsChiBri);
			Resize(#vAtsChiBri,0);
		end if;
		// Lookup of reduced bridgeheads, favored over AtomIs(#j,'Bridgehead')
		Resize(#aAtsChiBri,MolNumAtoms());
		for #j in 1 .. ArrayNumValues(#aAtsChiBri) loop
			#aAtsChiBri[#j] := false;
		end loop;
		for #j in 1 .. #nAtsChiBri loop
			#aAtsChiBri[#iAtsChiBri[#j]] := true;
		end loop;
		if #nBdsChiUns then
			#iBdsChiUns := BondProperty(1,#idxBdsChiUns);
			Resize(#vBdsChiUns,0);
		end if;
		// Repurpose #iBdsChiVal for Atropisomer Guess
		if #nBdsChiVal then
			#iBdsChiVal := BondProperty(1,#idxBdsChiVal);
			Resize(#vBdsChiVal,0);
		end if;

		// Save for Undo Operation
		for #i in 1 .. #nAtsChiAbs loop
			#j := #iAtsChiAbs[#i];
			Append(#vAtsChiAbs,AtomStereo(#j));
		end loop;
		for #i in 1 .. #nAtsChiUns loop
			#j := #iAtsChiUns[#i];
			Append(#vAtsChiUns,AtomStereo(#j));
		end loop;
		for #i in 1 .. #nAtsChiMix loop
			#j := #iAtsChiMix[#i];
			Append(#vAtsChiMix,AtomStereo(#j));
		end loop;
		for #i in 1 .. #nAtsChiPse loop
			#j := #iAtsChiPse[#i];
			Append(#vAtsChiPse,AtomStereo(#j));
		end loop;
		for #i in 1 .. #nAtsChiCpx loop
			#j := #iAtsChiCpx[#i];
			Append(#vAtsChiCPx,AtomStereo(#j));
		end loop;
		for #i in 1 .. #nAtsChiAtr loop
			#j := #iAtsChiAtr[#i];
			Append(#vAtsChiAtr,AtomStereo(#j));
		end loop;
		for #i in 1 .. #nBdsChiUns loop
			#j := #i; // MolAtropisomerStereoParity() is based on array index, not bond number
			Append(#vBdsChiUns,MolAtropisomerStereoParity(#j));
		end loop;

		// Init to 1 in 4 pairs: 00, 10, 01, 11 ('Even' or 'Odd')
		Resize(#TwoBit,0);
		Append(#TwoBit,0);Append(#TwoBit,0);
		Append(#TwoBit,1);Append(#TwoBit,0);
		Append(#TwoBit,0);Append(#TwoBit,1);
		Append(#TwoBit,1);Append(#TwoBit,1);
		// Lookup SMILES
		#cntsmi := HashContains(@HashSMI,#cansmi) ? HashFind(@HashSMI,#cansmi) : 0;
		HashAdd(@HashSMI,#cansmi,++#cntsmi);
		// Parity Starter
		#parity := Mod(2*#cntsmi-1,8);
		if @Debug is defined and @Parity is defined and @Parity then
			#debugPrefix := 'Num='.(#nAtsChiAbs+#nAtsChiUns+#nAtsChiMix+#nAtsChiPse).', Cnt='.#cntsmi.', Idx='.#parity;
			#debugParity := '';
		end if;
		// Generate stereo projection
		for #i in 1 .. #nAtsChiUns loop
			#j := #iAtsChiUns[#i];
			if #aAtsChiBri[#j] = false then
				if @Debug is defined and @Parity is defined and @Parity then #debugParity .= ', Uns='.#TwoBit[#parity]; end if;
				if #TwoBit[#parity]=0 then AtomSetStereo(#j,'Even'); else AtomSetStereo(#j,'Odd'); end if;
				#parity := (Mod(#parity,8)>0 ? #parity+1 : 1);
			end if;
		end loop;
		for #i in 1 .. #nAtsChiMix loop
			#j := #iAtsChiMix[#i];
			if #aAtsChiBri[#j] = false then
				if @Debug is defined and @Parity is defined and @Parity then #debugParity .= ', Mix='.#TwoBit[#parity]; end if;
				if #TwoBit[#parity]=0 then AtomSetStereo(#j,'Even'); else AtomSetStereo(#j,'Odd'); end if;
				#parity := (Mod(#parity,8)>0 ? #parity+1 : 1);
			end if;
		end loop;
		for #i in 1 .. #nAtsChiPse loop
			#j := #iAtsChiPse[#i];
			#atster := AtomStereo(#j);
			if #aAtsChiBri[#j] = false and (#atster eq 'None' or #atster eq 'Unknown') then
				if @Debug is defined and @Parity is defined and @Parity then #debugParity .= ', Pse='.#TwoBit[#parity]; end if;
				if #TwoBit[#parity]=0 then AtomSetStereo(#j,'Even'); else AtomSetStereo(#j,'Odd'); end if;
				#parity := (Mod(#parity,8)>0 ? #parity+1 : 1);
			end if;
		end loop;
		for #i in 1 .. #nBdsChiUns loop
			#j := #i; // MolAtropisomerStereoParity() is based on array index, not bond number
			if not MolAtropisomerStereoParity(#j) then
				if @Debug is defined and @Parity is defined and @Parity then #debugParity .= ', Atr='.#TwoBit[#parity]; end if;
				if #TwoBit[#parity]=0 then #apm := 1; else #apm := 2; end if;
				MolSetAtropisomerStereoParity(#j,#apm);
				#iBdsChiVal[#i] := #apm;
				#parity := (Mod(#parity,8)>0 ? #parity+1 : 1);
			end if;
		end loop;
		#gensmi := MolToText('CanonicalSMILES');
		if @Debug is defined and @Parity is defined and @Parity and #debugParity ne '' then
			Property('UDM.MOL.DEBUG.Parity') := #debugPrefix.#debugParity;
		end if;

		// Reflect isomer through mirror
		for #i in 1 .. #nAtsChiAbs loop
			#j := #iAtsChiAbs[#i];
			if #aAtsChiBri[#j] = false then
				AtomInvertStereo(#j);
		end if;
		end loop;
		for #i in 1 .. #nAtsChiUns loop
			#j := #iAtsChiUns[#i];
			if #aAtsChiBri[#j] = false then
				AtomInvertStereo(#j);
			end if;
		end loop;
		for #i in 1 .. #nAtsChiMix loop
			#j := #iAtsChiMix[#i];
			if #aAtsChiBri[#j] = false then
				AtomInvertStereo(#j);
			end if;
		end loop;
		for #i in 1 .. #nAtsChiPse loop
			#j := #iAtsChiPse[#i];
			if #aAtsChiBri[#j] = false then
				AtomInvertStereo(#j);
			end if;
		end loop;
		for #i in 1 .. #nBdsChiUns loop
			#j := #i; // MolAtropisomerStereoParity() is based on array index, not bond number
			#apm := 3 - MolAtropisomerStereoParity(#j);
			MolSetAtropisomerStereoParity(#j,#apm);
		end loop;
		#mirror := MolToText('CanonicalSMILES');

		// Determine Meso
		if #gensmi eq #mirror and not #nBdsChiAtr+#nBdsChiUns then
			#ismeso := true; // Meso
		end if;
		// Determine Projection
		if #gensmi ne #cansmi or #nBdsChiUns then
			#struct := #Mix; // Mixture
		end if;

		// Select fully-defined canonical racemate
		if 0 < #nAtsChiAbs + #nAtsChiUns + #nAtsChiMix + #nAtsChiPse then
			#mirror := MolToText('CanonicalSMILES');
			append(#smiles,#gensmi);
			append(#smiles,#mirror);
			sortN(#smiles);
			#racsmi := #smiles[1];
		end if;

		// Undo operation, bridgeheads may be cleared by above
		for #i in 1 .. #nAtsChiAbs loop
			#j := #iAtsChiAbs[#i];
			AtomSetStereo(#j,#vAtsChiAbs[#i]);
		end loop;
		for #i in 1 .. #nAtsChiUns loop
			#j := #iAtsChiUns[#i];
			if @'MixtureStyle' eq 'Any' then
				AtomSetStereo(#j,#vAtsChiUns[#i]);
			elsif @'MixtureStyle' eq 'Squiggle' then
				AtomSetStereo(#j,'Unknown');
			else
				AtomSetStereo(#j,'None');
				#n := AtomNumAtt(#j);
				for #k in 1 .. #n loop
					#bond := AtomAttBond(#j,#k);
					BondSetStereo(#bond,'None');
				end loop;
			end if;
		end loop;
		for #i in 1 .. #nAtsChiMix loop
			#j := #iAtsChiMix[#i];
			if @'MixtureStyle' eq 'Any' then
				AtomSetStereo(#j,#vAtsChiMix[#i]);
			elsif @'MixtureStyle' eq 'Squiggle' then
				AtomSetStereo(#j,'Unknown');
			else
				AtomSetStereo(#j,'None');
				#n := AtomNumAtt(#j);
				for #k in 1 .. #n loop
					#bond := AtomAttBond(#j,#k);
					BondSetStereo(#bond,'None');
				end loop;
			end if;
		end loop;

		#MorganVar := 0;
		#MorganAvg := 0;
		#oAtsChiPse := 0;
		for #i in 1 .. #nAtsChiPse loop
			#j := #iAtsChiPse[#i];
			#MorganVar := #aAtsChiBri[#j] ? AtomProperty(#j,#numMorgan) : 0;
			#MorganAvg += #MorganVar;
		end loop;
		#MorganAvg /= #nAtsChiPse ? #nAtsChiPse : 1;
		#MorganVar := #nAtsChiPse > 2 and (#MorganVar = #MorganAvg ? true : false);
		for #i in 1 .. #nAtsChiPse loop
			#j := #iAtsChiPse[#i];
			if @'MixtureStyle' eq 'Any' then
				AtomSetStereo(#j,#vAtsChiPse[#i]);
			elsif #MorganVar then
				AtomSetStereo(#j,'None');
				#oAtsChiPse++;
			elsif @'MixtureStyle' eq 'Complex' and #vAtsChiPse[#i] eq 'None' then
				AtomSetStereo(#j,'Unknown');
			elsif @'MixtureStyle' ne 'Complex' and #vAtsChiPse[#i] eq 'Unknown' then
				AtomSetStereo(#j,'None');
				#n := AtomNumAtt(#j);
				for #k in 1 .. #n loop
					#bond := AtomAttBond(#j,#k);
					BondSetStereo(#bond,'None');
				end loop;
			else
				AtomSetStereo(#j,#vAtsChiPse[#i]);
			end if;
		end loop;

		#oAtsChiCpx := 0;
		for #i in 1 .. #nAtsChiCpx loop
			#j := #iAtsChiCpx[#i];
			if @'MixtureStyle' eq 'Any' then
				AtomSetStereo(#j,#vAtsChiCpx[#i]);
			elsif #ismeso then
				AtomSetStereo(#j,'None');
				#oAtsChiCpx++;
			elsif @'MixtureStyle' eq 'Complex' and #vAtsChiCpx[#i] eq 'None' then
				AtomSetStereo(#j,'Unknown');
			elsif @'MixtureStyle' ne 'Complex' and #vAtsChiCpx[#i] eq 'Unknown' then
				AtomSetStereo(#j,'None');
				#n := AtomNumAtt(#j);
				for #k in 1 .. #n loop
					#bond := AtomAttBond(#j,#k);
					BondSetStereo(#bond,'None');
				end loop;
			else
				AtomSetStereo(#j,#vAtsChiCpx[#i]);
			end if;
		end loop;

		for #i in 1 .. #nAtsChiAtr loop
			#j := #iAtsChiAtr[#i];
			AtomSetStereo(#j,#vAtsChiAtr[#i]);
		end loop;

		if 0 < #oAtsChiPse + #oAtsChiCpx then
			#cansmi := MolToText('CanonicalSMILES');
			if 0 = #nAtsChiCnt - #oAtsChiPse - #oAtsChiCpx then
				#stereo := #Non; // None
			elsif 1 = #nAtsChiCnt - #oAtsChiPse - #oAtsChiCpx then
				#stereo := #Ena; // Enantiomer
			else // if 2 <= #nAtsChiCnt then
				#stereo := #Dia; // Diastereomer
			end if;
		end if;

		for #i in 1 .. #nBdsChiUns loop
			#j := #i; // MolAtropisomerStereoParity() is based on array index, not bond number
			MolSetAtropisomerStereoParity(#i,#vBdsChiUns[#j]);
		end loop;

		if #nBdsChiVal then
			BondProperty(1,#idxBdsChiVal) := #iBdsChiVal;
			BondProperty(1,#numBdsChiVal) := NumValues(#iBdsChiVal);
		end if;

	elsif 0 < #nAtsChiCpx + #nBdsChiCnt then
		#stereo := #Dia; // Diastereomer
	end if;

	#isomer := 'X';
	if 1 <= #nBdsChiCnt then
		#stereo := #Dia; // Diastereomer
		if #nBdsChiAtr or #nBdsChiUns then
			#stereo := #Atr; // Atropisomer
			#isomer := '';
			// Array of bond indices
			#iBdsChiAtr := BondProperty(1,#idxBdsChiAtr);		
			for #i in 1 .. #nBdsChiAtr loop
				//#j := #iBdsChiAtr[#i];
				#value := MolAtropisomerStereoParity(#i);
				if #value == 1 then
					#isomer .= 'M';
				elsif #value == 2 then
					#isomer .= 'P';
				else // #value == 0
					#isomer .= 'A';
				end if;
			end loop;
			#isomer := #isomer ne '' ? #isomer : 'X';
		end if;
	end if;

	AtomProperty(1,#chiflg_prop) := #chiflg;
	AtomProperty(1,#cansmi_prop) := #cansmi;
	AtomProperty(1,#gensmi_prop) := #gensmi;
	AtomProperty(1,#racsmi_prop) := #racsmi;
	AtomProperty(1,#struct_prop) := #struct;
	AtomProperty(1,#stereo_prop) := #stereo;
	AtomProperty(1,#excess_prop) := #excess;
	AtomProperty(1,#isomer_prop) := #isomer;
	AtomProperty(1,#ismeso_prop) := #ismeso;
	AtomProperty(1,#versio_prop) := Parameter('Version');
elsif 0 < MolNumAtoms() then
	AtomProperty(1,#chiflg_prop) := #chiflg;
	AtomProperty(1,#cansmi_prop) := #cansmi;
	AtomProperty(1,#gensmi_prop) := #gensmi;
	AtomProperty(1,#racsmi_prop) := #racsmi;
	AtomProperty(1,#struct_prop) := #One;
	AtomProperty(1,#stereo_prop) := #Non;
	AtomProperty(1,#excess_prop) := 100;
	AtomProperty(1,#isomer_prop) := 'X';
	AtomProperty(1,#ismeso_prop) := false;
	AtomProperty(1,#versio_prop) := Parameter('Version');
end if;
					
					 
						 <p>
This expression is executed only the first time data passes into the component.
<p/> 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
This expression is executed only at finalization (after the last data passes out of the component).
<p/> 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Adds any properties calculated in this component to a data record's property list.
						 True
						 False
					
					 
						 Version
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 When TRUE, controls which exit port is used for
each data record by evaluating the final expression
(or only one) listed in the "Expression" parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false
						 True
						 False
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:55:43 2008
					
					 
						 Analyze Molecule
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 The component this component is based upon.
						 Custom Manipulator (PilotScript)
					
					 
						 EXPRESSIONNODE
					
					 
						 0
					
					 
						 {0995D675-7EE2-432C-95DF-E91C14052B22}
					
					 
						 4590 -275
					
					 
						 100
						 Applies a PilotScript expression to each data record
						 <p>PilotScript is the native scripting language in Pipeline Pilot.  It is based on PL/SQL and allows you to query or alter the properties on data records.  For example, the expression:

<blockquote>
<code>A := 10;</code>
</blockquote>
creates a property named "A" and sets the value to "10".</p>

<p>For each incoming data record the PilotScript statements in <i>Expression</i> are evaluated.</p>

<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>

<p><b>See Also:</b></p>
<ul>
<li>For more information on PilotScript, see <a href="javascript:DoLink('scihelpdocs/user/pscript/pscript_overview.htm')">PilotScript Overview</a>.</li>
<li>To use PilotScript to filter data records use <a href="javascript:DoLink('{DD58ECD1-516F-48FE-A5DB-8328AED680F2}')">Custom Filter (PilotScript)</a>.</li>
</ul>


						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 7.0.0.35
					
					 
					 
						 Local Component Identifier
						 67
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Manipulators\Custom Manipulator (PilotScript)
					
				
			
			 
				 
					 
						 Expression (or list of expressions separated by semi-colons) to evaluate.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 // Constants on atom and bond
#chiflg_prop := 'PRP_MOL_CHIFLG'; // false=not chiral, true=chiral
#cansmi_prop := 'PRP_MOL_CANSMI'; // unique SMILES string
#gensmi_prop := 'PRP_MOL_GENSMI'; // unique SMILES string for racemate generation
#racsmi_prop := 'PRP_MOL_RACSMI'; // unique SMILES string for racemate selection
#struct_prop := 'PRP_MOL_STRUCT'; // restriction on mixture, and relative structure
#stereo_prop := 'PRP_MOL_STEREO'; // restriction on absolute, enantiomer, and diastereomer stereo
#excess_prop := 'PRP_MOL_EXCESS'; // d.e./e.e. percentage
#isomer_prop := 'PRP_MOL_ISOMER'; // arbirary label A/B
#ismeso_prop := 'PRP_MOL_ISMESO'; // meso (true|false)
#versio_prop := 'PRP_MOL_VERSIO'; // stereochemical analysis version
// Atropisomer bonds for enhanced stereochemistry
#idxBdsChiAtr := 'PRP_IDX_BDS_CHI_ATR'; // bond chirality atropisomer
#idxBdsChiUns := 'PRP_IDX_BDS_CHI_UNS'; // bond chirality atropisomer (unspecified)
#idxBdsChiVal := 'PRP_IDX_BDS_CHI_VAL'; // bond chirality atropisomer (value)
#bds_chi_atr_prop := 'PRP_MOL_BDS_CHI_ATR'; // bond chirality atropisomer
#bds_chi_uns_prop := 'PRP_MOL_BDS_CHI_UNS'; // bond chirality atropisomer (unspecified)
#bds_chi_val_prop := 'PRP_MOL_BDS_CHI_VAL'; // bond chirality atropisomer (value)

// Properties
Property(#chiflg_prop) := AtomProperty(1,#chiflg_prop);
Property(#cansmi_prop) := AtomProperty(1,#cansmi_prop);
Property(#gensmi_prop) := AtomProperty(1,#gensmi_prop);
Property(#racsmi_prop) := AtomProperty(1,#racsmi_prop);
Property(#struct_prop) := AtomProperty(1,#struct_prop);
Property(#stereo_prop) := AtomProperty(1,#stereo_prop);
Property(#excess_prop) := AtomProperty(1,#excess_prop);
Property(#isomer_prop) := AtomProperty(1,#isomer_prop);
Property(#ismeso_prop) := AtomProperty(1,#ismeso_prop);
Property(#versio_prop) := AtomProperty(1,#versio_prop);
Property(#bds_chi_atr_prop) := BondProperty(1,#idxBdsChiAtr);
Property(#bds_chi_uns_prop) := BondProperty(1,#idxBdsChiUns);
Property(#bds_chi_val_prop) := BondProperty(1,#idxBdsChiVal);
					
					 
						 <p>
This expression is executed only the first time data passes into the component.
<p/> 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
This expression is executed only at finalization (after the last data passes out of the component).
<p/> 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Adds any properties calculated in this component to a data record's property list.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 When TRUE, controls which exit port is used for
each data record by evaluating the final expression
(or only one) listed in the "Expression" parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false
						 True
						 False
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:55:43 2008
					
					 
						 Get Structure Properties
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 The component this component is based upon.
						 Custom Manipulator (PilotScript)
					
					 
						 EXPRESSIONNODE
					
					 
						 0
					
					 
						 {0995D675-7EE2-432C-95DF-E91C14052B22}
					
					 
						 4890 -275
					
					 
						 100
						 Applies a PilotScript expression to each data record

						 <p>PilotScript is the native scripting language in Pipeline Pilot.  It is based on PL/SQL and allows you to query or alter the properties on data records.  For example, the expression:

<blockquote>
<code>A := 10;</code>
</blockquote>
creates a property named "A" and sets the value to "10".</p>

<p>For each incoming data record the PilotScript statements in <i>Expression</i> are evaluated.</p>

<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>

<p><b>See Also:</b></p>
<ul>
<li>For more information on PilotScript, see <a href="javascript:DoLink('scihelpdocs/user/pscript/pscript_overview.htm')">PilotScript Overview</a>.</li>
<li>To use PilotScript to filter data records use <a href="javascript:DoLink('{DD58ECD1-516F-48FE-A5DB-8328AED680F2}')">Custom Filter (PilotScript)</a>.</li>
</ul>


						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 7.0.0.35
					
					 
					 
						 Local Component Identifier
						 68
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Manipulators\Custom Manipulator (PilotScript)
					
				
			
			 
				 
					 
						 Name of the property to hold the name string
						 PRP_MOL_NAME
					
					 
						 The language to use for the chemical name.
						 English
						 British
						 Chinese
						 Danish
						 Dutch
						 French
						 German
						 Greek
						 Hungarian
						 Irish
						 Italian
						 Japanese
						 Polish
						 Portuguese
						 Romanian
						 Russian
						 Slovak
						 Spanish
						 Swedish
					
					 
						 The character set to use for the chemical name.
<ul>
<li><b>Default</b>: An ASCII character set with markup for italics, superscripts and subscripts added with curly-bracket escapes.</li>
<li><b>ASCII</b>: An ASCII character set without markup.</li>
<li><b>HTML</b>: Full markup of unicode characters, italics, superscripts and subscripts with HTML formatting.</li> 
<li><b>UTF8</b>: Unicode characters with no markup for italics, superscripts and subscripts.</li>
<li><b>UTF8 Markup</b>: Unicode characters with markup for italics, superscripts and subscripts added with curly-bracket escapes.</li>
</ul>

						 Default
						 ASCII
						 HTML
						 UTF8
						 UTF8 Markup
					
					 
						 The style used to generate the chemical name.
						 OpenEye
						 Traditional
						 Systematic
						 IUPAC
						 CAS
						 CASIndex
						 AutoNom
						 IUPAC79
						 IUPAC93
						 ACDName
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 Halt
						 Fail
						 Pass
					
					 
						 Halt
						 Fail
						 Pass
					
					 
					 
						 Name of the property that will hold the image
						 ChemicalName
					
					 
						 The user who registered this component.
						 scitegic/chemistry
					
					 
						 The date this component was registered.
						 Fri May 01 08:32:19 2015
					
					 
						 {DE11236D-EC3C-4952-9EFC-878A6CFC389B}
					
					 
						 Molecule to Chemical Name
					
					 
						 The component this component is based upon.
						 Chime
					
					 
						 CALCULATORNODE
					
					 
						 5190 -275
					
					 
						 0
					
					 
						 100
						 Creates a text property containing a name for the molecule using OpenEye
						 Calls OpenEye libraries to generate a chemical name for the input molecules. If the name could not be generated (or if the name contains 'BLAH'), the data record is sent to the Fail port. 
						 Molecule
						 
						 Molecule
						 Molecular data records augmented with a property containing the chemical name
						 Molecule
						 Molecular data records for which a chemical name could not be generated
					
					 
						 The server version when this component was registered
						 9.6.0.881
					
					 
					 
						 Local Component Identifier
						 69
					
					 
						 The original path within the database of this component.
						 Components\Chemistry\Data Access and Manipulation\Converters\Molecule To Text\Molecule to Chemical Name
					
				
				 
					 Molecular Formats
				
			
			 
				 
					 
						 The PilotScript expression used to filter the data.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 Index is not defined
					
					 
						 <p>
An expression evaluated only when the component
is first initialized (when the first data record enters).
<p/>
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
An expression evaluated only when the
component is finalized (once the last data
record has passed).
<p/>
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Allows any properties that were calculated in
"Expression" to be included with the exiting
record.
Otherwise, these properties are removed after
the evaluation is complete.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:57:16 2008
					
					 
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 FILTERNODE
					
					 
						 The component this component is based upon.
						 Custom Filter (PilotScript)
					
					 
						 0
					
					 
						 {DD58ECD1-516F-48FE-A5DB-8328AED680F2}
					
					 
						 90 -455
					
					 
						 100
						 Passes data records for which a PilotScript expression evaluates to True


						 <p>For each incoming data record, the PilotScript statements in <i>Expression</i> are evaluated. If the last statement in the expression evaluates to True or non-zero, the record is sent out the Pass port. Otherwise it is sent out the Fail port.</p>
<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>
</ul>

						 Generic
						 
						 Generic
						 Data records for which the final expression in the PilotScript evaluates to True or non-zero
						 Generic
						 Data records for which the final expression in the PilotScript evaluates to False or zero
					
					 
					 
						 Local Component Identifier
						 70
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Filters\Custom Filter (PilotScript)
					
				
				 
					 7.0.0.35
				
			
			 
				 
					 
						 The PilotScript expression used to filter the data.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 PRP_MOL_CANSMI is not defined
					
					 
						 <p>
An expression evaluated only when the component
is first initialized (when the first data record enters).
<p/>
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
An expression evaluated only when the
component is finalized (once the last data
record has passed).
<p/>
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Allows any properties that were calculated in
"Expression" to be included with the exiting
record.
Otherwise, these properties are removed after
the evaluation is complete.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:57:16 2008
					
					 
						 Cansmi is not defined
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 FILTERNODE
					
					 
						 The component this component is based upon.
						 Custom Filter (PilotScript)
					
					 
						 0
					
					 
						 {DD58ECD1-516F-48FE-A5DB-8328AED680F2}
					
					 
						 690 -455
					
					 
						 100
						 Passes data records for which a PilotScript expression evaluates to True


						 <p>For each incoming data record, the PilotScript statements in <i>Expression</i> are evaluated. If the last statement in the expression evaluates to True or non-zero, the record is sent out the Pass port. Otherwise it is sent out the Fail port.</p>
<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>
</ul>

						 Generic
						 
						 Generic
						 Data records for which the final expression in the PilotScript evaluates to True or non-zero
						 Generic
						 Data records for which the final expression in the PilotScript evaluates to False or zero
					
					 
					 
						 Local Component Identifier
						 71
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Filters\Custom Filter (PilotScript)
					
				
				 
					 7.0.0.35
				
			
			 
				 
					 
						 Expression (or list of expressions separated by semi-colons) to evaluate.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 // Constants on atom
#chiflg_prop := 'PRP_MOL_CHIFLG'; // false=not chiral, true=chiral
// Chiral Flag (molfile)
Property(#chiflg_prop) := MolInfo('IsChiral');

PRP_MOL_CHIFLG := Property(#chiflg_prop);
					
					 
						 <p>
This expression is executed only the first time data passes into the component.
<p/> 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
This expression is executed only at finalization (after the last data passes out of the component).
<p/> 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Adds any properties calculated in this component to a data record's property list.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 When TRUE, controls which exit port is used for
each data record by evaluating the final expression
(or only one) listed in the "Expression" parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false
						 True
						 False
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:55:43 2008
					
					 
						 Chiral Flag
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 The component this component is based upon.
						 Custom Manipulator (PilotScript)
					
					 
						 EXPRESSIONNODE
					
					 
						 0
					
					 
						 {0995D675-7EE2-432C-95DF-E91C14052B22}
					
					 
						 1290 -455
					
					 
						 100
						 Applies a PilotScript expression to each data record

						 <p>PilotScript is the native scripting language in Pipeline Pilot.  It is based on PL/SQL and allows you to query or alter the properties on data records.  For example, the expression:

<blockquote>
<code>A := 10;</code>
</blockquote>
creates a property named "A" and sets the value to "10".</p>

<p>For each incoming data record the PilotScript statements in <i>Expression</i> are evaluated.</p>

<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>

<p><b>See Also:</b></p>
<ul>
<li>For more information on PilotScript, see <a href="javascript:DoLink('scihelpdocs/user/pscript/pscript_overview.htm')">PilotScript Overview</a>.</li>
<li>To use PilotScript to filter data records use <a href="javascript:DoLink('{DD58ECD1-516F-48FE-A5DB-8328AED680F2}')">Custom Filter (PilotScript)</a>.</li>
</ul>


						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 7.0.0.35
					
					 
					 
						 Local Component Identifier
						 72
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Manipulators\Custom Manipulator (PilotScript)
					
				
			
			 
				 
					 
						 The PilotScript expression used to filter the data.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 MolNumAtoms() ? true : false
					
					 
						 <p>
An expression evaluated only when the component
is first initialized (when the first data record enters).
<p/>
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
An expression evaluated only when the
component is finalized (once the last data
record has passed).
<p/>
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Allows any properties that were calculated in
"Expression" to be included with the exiting
record.
Otherwise, these properties are removed after
the evaluation is complete.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:57:16 2008
					
					 
						 Molecule Atom Count
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 FILTERNODE
					
					 
						 The component this component is based upon.
						 Custom Filter (PilotScript)
					
					 
						 0
					
					 
						 {DD58ECD1-516F-48FE-A5DB-8328AED680F2}
					
					 
						 1590 -455
					
					 
						 100
						 Passes data records for which a PilotScript expression evaluates to True


						 <p>For each incoming data record, the PilotScript statements in <i>Expression</i> are evaluated. If the last statement in the expression evaluates to True or non-zero, the record is sent out the Pass port. Otherwise it is sent out the Fail port.</p>
<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>
</ul>

						 Generic
						 
						 Generic
						 Data records for which the final expression in the PilotScript evaluates to True or non-zero
						 Generic
						 Data records for which the final expression in the PilotScript evaluates to False or zero
					
					 
					 
						 Local Component Identifier
						 73
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Filters\Custom Filter (PilotScript)
					
				
				 
					 7.0.0.35
				
			
			 
				 
					 
						 Specify the molecular attributes to normalize:
<ul>
<li><b>Charges</b>: normalize formal charges, converting functional groups such as nitro and quaternary nitrogens to a standard form.</li>
<li><b>Stereo</b>: normalize stereo, including setting stereo from 2D stereo marks or 3D coordinates, checking stereo marks and detecting unmarked true stereo atoms. </li>
<li><b>Query Features</b>: remove any query features from atoms and bonds.</li>
<li><b>Triple Bonds</b>: looks for triple bonds with bond angles to attachments that deviate from linearity by more than 5 degrees and makes them linear.</li>
<li><b>Allenes</b>: looks for allene substructures with bond angles that deviate from linearity by more than 5 degrees and makes them linear.</li>
<li><b>Resolve Bumps</b>: look for overlapping atoms and try to resolve them by flipping torsions, bending bond angles, etc.</li>
<li><b>Remove Explicit Hydrogens</b>: remove any explicit hydrogen atoms from the molecule.</li>
<li><b>Pi Systems</b>: Checks for pi systems and tries to convert them to a kekulized representation with single/double bonds and a net radical or charge. Any query aromatic bond in the pi system is converted to single or double type. Pi systems represented by the old representation using radicals are converted to one-to-many haptic bonds.</li>
<li><b>2D Coords</b>: calculate 2D coordinates for the molecule. The original coordinates are not taken into account.</li>
<li><b>Clean Molecule</b>: invokes a template-based enhanced clean algorithm used by BIOVIA Draw. This algorithm tries to preserve the original 2D Coords as much as possible.</li>
<li><b>Canonical Tautomer</b>: if the molecule can tautomerize, convert it to the canonical tautomer.</li>
</ul>
<p>
When a molecule is modified by any of these actions, the specific actions are added to <b>NormalizationActions</b>.
						 2D Coords For Zero Coords Only
						 Mark Unknown Stereo Centers
						 Reposition Stereo Bonds
						 Remove Explicit Valences
						 Charges
						 Stereo
						 Query Features
						 Triple Bonds
						 Allenes
						 Resolve Bumps
						 Remove Explicit Hydrogens
						 Pi Systems
						 2D Coords
						 Clean Molecule
						 Canonical Tautomer
					
					 
						 Only calculate 2D Coords for molecules with no coordinates, leaving molecules with 2D or 3D coordinates unchanged.
						 contains(parameter('Normalize'), '2D Coords')
						 True
						 False
					
					 
						 When normalizing stereo, look for true stereo centers missing stereo marks (wedge bonds) and mark them as Unknown Stereo atoms, with their corresponding 'wiggly' bonds.
						 contains(parameter('Normalize'), 'Stereo')
						 True
						 False
					
					 
						 Whether to check the location of Up and Down bond wedges on stereo centers when normalizing stereo, and reposition them in more appropriate bonds if necessary.
						 contains(parameter('Normalize'), 'Stereo')
						 True
						 False
					
					 
						 Remove explicit valence values from atoms when clearing query infomation
						 contains(parameter('Normalize'), 'Query Features')
						 True
						 False
					
					 
						 Specify the molecular attributes to check:
<ul>
<li><b>Valence</b>: check that atoms have legal valences.</li>
<li><b>Stereo</b>: check that tetrahedral stereo is well defined (2D structures only).</li>
<li><b>Isotopes</b>: check that all isotope values are valid.</li>
<li><b>Atom Overlap</b>: check that atoms are not overlapping.</li>
<li><b>Triple Bond Geometry</b>: check that triple bonds have linear geometry.</li>
<li><b>Allene Geometry</b>: check that allene substructures (A=C=A) have linear geometry.</li>
<li><b>Nonzero Coordinates</b>: check that molecules have 2D or 3D coordinates.</li>
<li><b>Query Features</b>: check that molecules have no query features.</li>
<li><b>Empty Structure</b>: check that the molecules have at least one atom.</li>
</ul>
<p>
When a molecule fails any of these checks, the specific reasons are added to <b>NormalizationErrors</b> and it is sent to the Fail port.
						 Fail Atoms With Unknown Stereo
						 Allow These Non-Standard Elements
						 Allow Markush Structures
						 Allow Link Atoms
						 Valence
						 Stereo
						 Isotopes
						 Atom Overlap
						 Triple Bond Geometry
						 Allene Geometry
						 Nonzero Coordinates
						 Query Features
						 Empty Structure
					
					 
						 Check the molecule for atoms that are true stereo centers but are not marked as stereo. 
						 contains(parameter('Check'), 'Stereo')
						 True
						 False
					
					 
						 Comma-separated list of non-standard element symbols or non-standard element labels to allow when checking for the presence of query features, even though these are normally considered to be query features.
<br>
This list may include the element symbols Z, R, X, Q, A, AA, NN, M, and  star atoms ('*') with 'Pol' or 'Mod' as the non-standard element labels. For example, to allow R atoms and Pol atoms enter R,Pol.
						 contains(parameter('Check'), 'Query Features')
						 R,*,Pol,Mod
					
					 
						 Specify whether or not to allow Markush structures (molecules with RGroups).
<p>
When set to False, any molecule with numbered R atoms is sent to the Fail port with the R atoms flagged.
<p>
When set to True, any molecule with numbered R atoms is checked to make sure each R atom has a corresponding list of fragments. If they do, the molecule is allowed to pass, if not, the offending R atoms are flagged and the molecule is sent to the Fail port.
						 True
						 False
					
					 
						 Specify whether or not to allow molecules with 'Link Atoms'. A link atom is a single atom that is repeated 1 to N times. 
						 True
						 False
					
					 
						 Remove all salt fragments from the molecule based on the salts defined in <i>Salts File</i>.
<p>
When salts are stripped from the molecule, the value 'StripSalts' is added to <b>NormalizationActions</b>.
						 Salts File
						 True
						 False
					
					 
						 File or files that contain the salt queries
						 parameter('Strip Salts')
						 data\Salts\Scitegic\Salts.sd
					
					 
						 When checked, the input molecules are transformed based on the reactions defined in <i>Transformation Reactions</i>.
<p>
When a molecule is successfully transformed by one or more reactions, the value 'TransformationReaction' is added to <b>NormalizationActions</b>.
						 Transformation Reactions
						 Recover Molecule After Failed Transformation
						 True
						 False
					
					 
						 Files with transformation reactions, in BIOVIA RXN (.rxn) or Daylight SMIRKS (.smk) format.
						 parameter('Apply Transformation Reactions')
						 data\Normalization\Transformations\Transformations.rd
					
					 
						 After applying a transformation to a molecule, it is checked to see if all atoms have valid valences. This option controls what to do when the valence check fails, either to recover the original molecule and report 'FailedTransformationReaction' in <b>NormalizationActions</b>, or to keep the transformed molecule and send it to the Fail port, setting 'FailedTransformationReaction' as the failure reason in <b>NormalizationErrors</b>.
						 parameter('Apply Transformation Reactions')
						 True
						 False
					
					 
						 Check for the presence of the structures specified in <i>Invalid Structures</i> as substructures in the input molecules.
<p>
When invalid structures are found, the value 'InvalidStructure' is added to <b>NormalizationErrors</b>, and the molecule is sent to the Fail port.
						 Invalid Structures
						 True
						 False
					
					 
						 Molecular files with the invalid or unwanted structures. 
						 parameter('Check Invalid Structures')
						 data\Normalization\Invalid Structures\InvalidStructures.sd
					
					 
						 <p>A comma delimited list of global properties, each of which will automatically hold the name of a file in the job's temporary folder, whose name is guaranteed to be unique.<p/>For each global name, an additional global is created (with the suffix <i>_Filename</i>) that hold just the leaf file name of the temporary file.</p>
					
					 
						 <p>Lists a set of properties (without the @) to create on the global property list for this subprotocol. Such properties can only be accessed within the scope of this subprotocol and its descendent subprotocols.<p/>Any global property not declared in this way is created on the top level global property list and is accessible from all protocols, but may collide with another property of the same name.</p><p>Scoping global properties to the subprotocol where they are used is highly recommended.</p>
						 CheckEmptyStructure, CheckValence, CheckStereo, CheckIsotopes, CheckAtomOverlap, CheckTripleBonds, CheckNonZeroCoords, CheckQueryFeatures, NormalizeCharges, NormalizeStereo, NormalizeQueryFeatures, Normalize2DCoordsAlways, Normalize2DCoordsZeroOnly, NormalizeCanonicalTautomer, NormalizeTripleBonds, NormalizeResolveBumps, NormalizeRemoveHydrogens, NormalizeCleanMolecule, NormalizePiSystems, CheckAllenes, NormalizeAllenes
					
					 
						 When <i>RunToCompletion</i> is set to "True - For Each Data Record", the subprotocol is re-initialized and executed in its entirety for each individual data record it processes.
<p>
When set to "True - For Each Category", the data records are divided into categories based on the value of the Categorize Using parameter and then the subprotocol is re-initialized and executed in its entirety for each category of data records. When used in conjunction with <i>Parallel Processing Options</i>, each category of data records will be sent to the remote server as part of one single batch.
						 RunToCompletion Categorize Using
						 False
						 True - For Each Data Record
						 True - For Each Category
					
					 
						 Required when RunToCompletion is set to <i>True - For Each Category</i>, this parameter specifies the property or properties used to define the categories.
						 SetInvalidDetails('This parameter is required when RunToCompletion is set to True - For Each Category');
Parameter() ne '';
						 SetDisabledDetails('To Enable, Set RunToCompletion to True - For Each Category');
Parameter('RunToCompletion') eq 'True - For Each Category';
					
					 
						 <p>
When set to True, this set of options allow the subprotocol to execute in parallel on one or more independent Pipeline Pilot servers, running local or remote.  Additional parameters control the number of data records to send in each process batch, the list of Pipeline Pilot servers to use, the number of protocol processes that can be executed on each server, and whether to preserve the order of the processed data records.
</p><p>
Use this option judiciously, since it will not increase throughput in all circumstances. In general, it will yield improved performance when the parallelization benefits outweigh the data transfer overhead for the specified batch size.  As a rough guide, performance can be improved when each individual batch requires at least 10 seconds to execute, although this can be affected by the size of each data record.
</p><p>
When running the protocol with debugging, the subprotocol will provide debugging messages to detail each of the various steps of execution.  Also, components located within the parallel subprotocol will display their debugging messages as well.
</p><p>
For more information on the parallel subprotocol options, see <a href="javascript:DoLink('scihelpdocs/user/subprots/subprot_parallel_processing.htm')">Parallel Processing Subprotocols</a>.
</p>

						 Parallel Processing Options Batch Size
						 Parallel Processing Options Server
						 Parallel Processing Options Preserve Order
						 True
						 False
					
					 
						 <p>The number of records to send to the remote server(s) for each subprotocol execution.  In general, performance is optimized when the amount of time required to process each batch is at least 10 seconds (note that this can vary depending on the characteristics of the remote server's hardware).  Use a batch size of -1 to pass all data in a single batch.</p>
<p>When <i>RunToCompletion</i> is set to "True - for each category", the batch sizes will be determined by the number of records in each individual category.  Therefore, the <i>Batch Size</i> parameter is not applicable.
						 #parallel := Parameter('Parallel Processing Options');
#rtcForEachCategory := (Parameter('RunToCompletion') eq 'True - For Each Category');
if (not #parallel) then
	SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
elsif (#rtcForEachCategory) then
	SetDisabledDetails("This parameter is not applicable when 'RunToCompletion' is set to 'True - For Each Category'");
end if;
#parallel and not #rtcForEachCategory;
					
					 
						 <p>
Comma separated list of Pipeline Pilot servers on which to execute the parallel subprotocol.  The server names should be in the same format as the Pipeline Pilot Client's change server dialog (server-name:port-number).
</p><p>
Specifying <b>localhost</b> as a server will cause the subprotocol to use its own Pipeline Pilot server.  This can be helpful on multi-CPU/multi-core systems (where the subprotocol jobs are spawned on the same machine) and Pipeline Pilot Linux clusters (where 'localhost' requests spawning the subprotocol jobs on the same cluster).
</p>
						 Parallel Processing Options Server Processes
						 Parallel Processing Options Server Run On Grid
						 SetInvalidDetails('This parameter is required.');
Parameter() ne '';
						 SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
Parameter('Parallel Processing Options');
					
					 
						 Comma separated list of maximum number of batches that can be simultaneously executed on each remote server.  The number of entries in this parameter must equal the number of servers. If '*' is specified as the number of processes, then that server will only launch as many batches as the administrator of the remote server has permitted.
						 /* Server Processes must have the same number of comma separated entries as the Server parameter and must have a value*/
#processes := parameter();
expand(',', #processes);
#servers := parameter('Parallel Processing Options Server');
expand(',', #servers);

if (numvalues(#processes) == 0) then
	SetInvalidDetails('This parameter is required.');
else
	SetInvalidDetails('The number of server processes (' . numvalues(#processes) . ') must equal the number of servers (' . numvalues(#servers) . ').');
end if;
numvalues(#processes) > 0 and numvalues(#processes) == numvalues(#servers);
						 SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
Parameter('Parallel Processing Options');
					
					 
						 Run subprotocol on grid engine if available.
						 Parallel Processing Options Server Run On Grid Queue Name
						 parameter('Parallel Processing Options');
						 True
						 False
					
					 
						 Select the queue name on the grid to submit jobs to. Leave blank to use default queue name.
						 parameter('Parallel Processing Options Server Run On Grid');
					
					 
						 Whether to preserve the order of the data as it enters and leaves the remote subprotocol.
						 SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
Parameter('Parallel Processing Options');
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 Halt
						 Fail
						 Pass
					
					 
						 Halt
						 Fail
						 Pass
					
					 
					 
						 Check and Normalize Structure
					
					 
						 Protocol AutoLayout
						 1
					
					 
						 0
					
					 
						 FilterNode
					
					 
						 Component Revision
						 790
					
					 
						 {83A90A57-205B-4F8D-AC7B-2898428F70B6}
					
					 
						 1890 -455
					
					 
						 By Ref
						 1
					
					 
						 100
						 Checks structures and normalizes them based on user-specified options
						 Performs several checks and normalizations on the input molecules based on the options specified in <i>Check</i> and <i>Normalize</i>. The molecules are also optionally stripped of salt fragments and checked for the presence of invalid structures, specified by the files entered in <i>Invalid Structures</i>. Finally, the input molecules can be transformed using the reactions specified by the files in <i>Transformation Reactions</i>.
<p>
The input molecules are first modified by the selected normalization actions, salt-stripping and transformation reactions. After this is done, the modified molecules are checked for the presence of specified invalid structures and  based on the selected check options. Molecules that fail any of the specified checks are sent to the Fail port. The property <b>NormalizationErrors</b> is added to these molecules, containing the reason for the failure. Additional properties with more details, including the atoms or bonds that failed, are added by the individual checks. All other molecules are sent to the Pass port. The molecules changed by the normalization can be identified by the property <b>NormalizationActions</b>, which contains the specific normalizations applied to each molecule.
						 Molecule
						 Input molecules
						 Molecule
						 Molecules that passed the checks, with possible modifications due to normalizations
						 Molecule
						 Molecules that didn't pass the checks
					
					 
						 The server version when this component was registered
						 17.2.0.1260
					
					 
					 
						 Protocol Sticky Notes
					
					 
						 Protocol Scale
						 100
					
					 
						 Protocol Options
						 Owner Access Only
					
					 
						 The user who registered this component.
						 scitegic/chemistry
					
					 
						 The date this component was registered.
						 Mon Sep 12 15:51:15 2016
					
					 
						 Local Component Identifier
						 74
					
					 
						 Subprotocol Made Link Into Copy
						 0
					
					 
						 Subprotocol Modified
						 0
					
					 
						 The original path within the database of this component.
						 Components\Chemistry\Data Access and Manipulation\Filters\Check and Normalize Structure
					
				
				 
			
			 
				 
					 
						 Algorithm to use to calculate the 2D coords:
<ul>
<li><strong>Auto</strong>: the Pipeline Pilot algorithm is used for all molecules except those containing Pi-bonded complexes, such as organometallics.</li>
<li><strong>Always Pipeline Pilot</strong>: the Pipeline Pilot algorithm is used for all molecules.</li>
<li><strong>Always Accord</strong>: the Accord algorithm is used for all molecules.</li>
</ul>
						 Auto
						 Always Pipeline Pilot
						 Always Accord
					
					 
						 Options for the Pipeline Pilot algorithm
						 UseTemplates
						 ResolveBumps
						 Orient to Initial Structure
						 Non-Circular Big Rings
						 Length of Terminal Bonds
						 Length of Terminal Bonds to Hydrogen
						 parameter("2D Coords Algorithm") eq 'Auto' or
parameter("2D Coords Algorithm") eq 'Always Pipeline Pilot'
					
					 
						 Look for predefined 2D templates of ring and bridge assemblies and use their 2D coordinates to build the molecule.
<p>
The predefined 2D templates are in chemistrydata/dataroot/data/Templates2D/Scitegic.
						 User Templates Folder
						 ShowTemplateSmiles
						 True
						 False
					
					 
						 
							 
								 User Templates Folder
							
							 UsingParent
						
						 Folder with tdt  files with additional 2D Templates created by the user. These 2D Templates can be created using the <i>Learn 2D Templates</i> component. You can specify just the folder name, in which case all tdt files in the folder will be read, or select a specific tdt file.
					
					 
						 
							 
								 ShowTemplateSmiles
							
							 UsingParent
						
						 Add a property to each incoming molecule showing the SMILES of each 2D template used to construct the molecule, if any. The property name is "TemplateSmiles".
						 True
						 False
					
					 
						 Resolve bumps among atoms present in the 2D coords
						 True
						 False
					
					 
						 
							 
								 Orient to Initial Structure
							
							 UsingParent
						
						 When set to True, the final structure with the calculated 2D Coords is fitted to the original input structure to try to preserve as much as possible the original orientation of the molecule.
<p>
This is only attempted if the input structure has 2D coordinates 
						 True
						 False
					
					 
						 
							 
								 Non-Circular Big Rings
							
							 UsingParent
						
						 When set to True, rings with 10 or more atoms are drawn using an algorithm that creates 'zigzag' structures instead of regular polygons that tend to look like big circles when the number of atoms is large.
						 True
						 False
					
					 
						 
							 
								 Length of Terminal Bonds
							
							 UsingParent
						
						 Sets the distance between the two atoms in a terminal bond.
<p>
Use 1.5 in order to get the same bond length for terminal bonds as for internal bonds in chains and rings. The default value up to the 2018 releases was 1.2.
						 1.5
					
					 
						 
							 
								 Length of Terminal Bonds to Hydrogen
							
							 UsingParent
						
						 Sets the distance between the two atoms in a terminal bond when one of the atoms is a Hydrogen.
<p>
Use 1.5 in order to get the same bond length for terminal bonds to Hydrogen as for internal bonds in chains and rings. The default value up to the 2018 releases was 1.0.
						 1.5
					
					 
						 Options for the Accord algorithm
						 Optimization Level
						 Template Queries
						 parameter("2D Coords Algorithm") eq 'Auto' or
parameter("2D Coords Algorithm") eq 'Always Accord'
					
					 
						 Level of optimization to use in the coordinate generation process, from 0 to 4. Higher levels require more computation time.
						 0
						 1
						 2
						 3
						 4
					
					 
						 Query structures from which fixed atom coordinates are taken.

					
					 
						 </p>A comma delimited list of global properties, each of which will automatically hold the name of a file in the job's temporary folder, whose name is guaranteed to be unique.<p/>For each global name, an additional global is created (with the suffix <i>_Filename</i>) that hold just the leaf file name of the temporary file.<p/>
					
					 
						 <p>Lists a set of properties (without the @) to create on the global property list for this subprotocol. Such properties can only be accessed within the scope of this subprotocol and its descendent subprotocols.<p/>Any global property not declared in this way is created on the top level global property list and is accessible from all protocols, but may collide with another property of the same name.<p/>Scoping global properties to the subprotocol where they are used is highly recommended.</p>
					
					 
						 When RunToCompletion is set to True, the subprotocol is re-initialized and executed in its entirety for each record it processes.
						 True
						 False
					
					 
						 <p>
When set to True, this set of options allow the subprotocol to execute in parallel on one or more independent Pipeline Pilot servers, running local or remote.  Additional parameters control the number of data records to send in each process batch, the list of Pipeline Pilot servers to use, the number of protocol processes that can be executed on each server, and whether to preserve the order of the processed data records.
</p><p>
Use this option judiciously, since it will not increase throughput in all circumstances. In general, it will yield improved performance when the parallelization benefits outweigh the data transfer overhead for the specified batch size.  As a rough guide, performance can be improved when each individual batch requires at least 10 seconds to execute, although this can be affected by the size of each data record.
</p><p>
When running the protocol with debugging, the subprotocol will provide debugging messages to detail each of the various steps of execution.  Also, components located within the parallel subprotocol will display their debugging messages as well.
</p><p>
For more information on the parallel subprotocol options, see <a href="javascript:DoLink('scihelpdocs/user/subprots/subprot_parallel_processing.htm')">Parallel Processing Subprotocols</a>.
</p>

						 Parallel Processing Options Batch Size
						 Parallel Processing Options Server
						 Parallel Processing Options Preserve Order
						 True
						 False
					
					 
						 The number of records to send to the remote server(s) for each subprotocol execution.  In general, performance is optimized when the amount of time required to process each batch is at least 10 seconds (note that this can vary depending on the characteristics of the remote server's hardware).  Use a batch size of -1 to pass all data in a single batch.
						 SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
Parameter('Parallel Processing Options');
						 25
					
					 
						 <p>
Comma separated list of Pipeline Pilot servers on which to execute the parallel subprotocol.  The server names should be in the same format as the Pipeline Pilot Client's change server dialog (server-name:port-number).
</p><p>
Specifying <b>localhost</b> as a server will cause the subprotocol to use its own Pipeline Pilot server.  This can be helpful on multi-CPU/multi-core systems (where the subprotocol jobs are spawned on the same machine) and Pipeline Pilot Linux clusters (where 'localhost' requests spawning the subprotocol jobs on the same cluster).
</p>
						 Parallel Processing Options Server Processes
						 Parallel Processing Options Server Run On Grid
						 SetInvalidDetails('This parameter is required.');
Parameter() ne '';
						 SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
Parameter('Parallel Processing Options');
					
					 
						 Comma separated list of maximum number of batches that can be simultaneously executed on each remote server.  The number of entries in this parameter must equal the number of servers. If '*' is specified as the number of processes, then that server will only launch as many batches as the administrator of the remote server has permitted.
						 /* Server Processes must have the same number of comma separated entries as the Server parameter and must have a value*/
#processes := parameter();
expand(',', #processes);
#servers := parameter('Parallel Processing Options Server');
expand(',', #servers);

if (numvalues(#processes) == 0) then
	SetInvalidDetails('This parameter is required.');
else
	SetInvalidDetails('The number of server processes (' . numvalues(#processes) . ') must equal the number of servers (' . numvalues(#servers) . ').');
end if;
numvalues(#processes) > 0 and numvalues(#processes) == numvalues(#servers);
						 SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
Parameter('Parallel Processing Options');
					
					 
						 Run subprotocol on grid engine if available.
						 Parallel Processing Options Server Run On Grid Queue Name
						 parameter('Parallel Processing Options');
						 True
						 False
					
					 
						 Select the queue name on the grid to submit jobs to. Leave blank to use default queue name.
						 parameter('Parallel Processing Options Server Run On Grid');
					
					 
						 Whether to preserve the order of the data as it enters and leaves the remote subprotocol.
						 SetDisabledDetails("This parameter is only applicable if 'Parallel Processing Options' is 'True'");
Parameter('Parallel Processing Options');
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 Halt
						 Fail
						 Pass
					
					 
						 Halt
						 Fail
						 Pass
					
					 
					 
						 COMPONENTNODE
					
					 
						 Component Revision
						 100
					
					 
						 The component this component is based upon.
						 SubProtocol
					
					 
						 {FDA12113-B157-4d95-98A9-E64359AE3302}
					
					 
						 2490 -455
					
					 
						 By Ref
						 1
					
					 
						 100
						 Generates 2D coordinates for each input molecule using Pipeline Pilot or Accord algorithms
						 Calculates two-dimensional structural coordinates (2D depiction) for each incoming molecular data record using either the original Pipeline Pilot algorithm or the algorithm used in various Accord applications such as Accord for Excel and the Accord SDK.
<p>
The algorithm to use is specified by <i>2D Coords Algorithm</i>:
<ul>
<li><strong>Auto</strong>: the Pipeline Pilot algorithm is used for all molecules except those containing Pi-bonded complexes, such as organometallics.</li>
<li><strong>Always Pipeline Pilot</strong>: the Pipeline Pilot algorithm is used for all molecules.</li>
<li><strong>Always Accord</strong>: the Accord algorithm is used for all molecules.</li>
</ul>
<p>
<strong>Notes:</strong>
<ul>
<li>In order to avoid excessive computational times, macromolecules (proteins, DNA, RNA and other complex structures with chains and residues) with more than 500 atoms are sent directly to the Fail port without calculating 2D Coords. The property <b>Error</b> with the value "Too many atoms in Macromolecule to calculate 2D Coords" is added to these macromolecules.</li>
</ul>
						 Molecule
						 
						 Molecule
						 Molecules with calculated 2D coords
						 Generic
						 Records passing out of any unconnected fail ports of components inside the subprotocol
					
					 
						 The server version when this component was registered
						 19.1.0.1606
					
					 
					 
						 Protocol Sticky Notes
					
					 
						 Protocol Scale
						 100
					
					 
						 Protocol Options
						 Make Shortcut by Default
						 Owner Access Only
					
					 
						 The user who registered this component.
						 scitegic/chemistry
					
					 
						 The date this component was registered.
						 Wed Nov 01 11:48:10 2017
					
					 
						 2D Coords (Advanced)
					
					 
						 Protocol AutoLayout
						 1
					
					 
						 0
					
					 
						 Local Component Identifier
						 75
					
					 
						 Subprotocol Made Link Into Copy
						 0
					
					 
						 The original path within the database of this component.
						 Components\Chemistry\Data Access and Manipulation\Manipulators\2D Coords (Advanced)
					
				
				 
			
			 
				 
					 
						 When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed
						 LeaveData
						 ClearData
						 DeleteData
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 CustomErrorText
					
					 
						 the action to perform
						 PassDataToPort
					
					 
						 the port to pass data to
						 1
					
					 
						 COMPONENTNODE
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Thu Sep 28 16:34:08 2006
					
					 
						 No-op
					
					 
						 The component this component is based upon.
						 Evaluate Expression
					
					 
						 0
					
					 
						 {6E468A38-A6F7-4371-B65B-501A3ED4C0D9}
					
					 
						 390 -635
					
					 
						 100
						 Sends all incoming records out the Pass port unchanged
						 <p>Useful in subprotocols to capture the point of input. For example, if you wish to perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.</p>

<p>You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, placing a No-op in the middle reduces the number of required connections and clarifies the logic.</p>

						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 6.0.1.1
					
					 
					 
						 Local Component Identifier
						 76
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op
					
				
			
			 
				 
					 
						 The names of properties to remove from each data record entering the component
						 PRP_MOL_CANSMI
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 the action to perform
						 Remove
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Tue Sep 13 07:18:43 2016
					
					 
						 Remove Cansmi
					
					 
						 Automatically update the component display name when the "PropertyList" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #propertyList := Parameter('PropertyList');
#displayName := '';
for #i in 1 .. numvalues(#propertyList) loop
  #prop := trim(#propertyList[#i]);
  if (strlength(#prop) > 0) then
    if (strlength(#displayName) > 0) then
	  #displayName .= ', ';
	end if;
    #displayName .= #prop;
  end if;
end loop;
if(strlength(#displayName) > 0) then		
	'Remove ' . #displayName;
else
	"";
end if;
					
					 
						 Protocol AutoLayout
						 true
					
					 
						 0
					
					 
						 EXPRESSIONNODE
					
					 
						 Component Revision
						 100
					
					 
						 The component this component is based upon.
						 SubProtocol
					
					 
						 Protocol Scale
						 0
					
					 
						 990 -635
					
					 
						 {C2ED35FF-5397-4877-AADB-10F1A15D60E2}
					
					 
						 100
						 Removes the specified properties
						 For each data record that enters the component, the properties specified by <i>PropertyList</i> are removed from the  record. 

<p><b>See Also:</b></p>
<p>To keep only a few properties from a long list, it may be more efficient to instead use <a href="javascript:DoLink('{456195EF-9708-4367-B3DD-21EBF3796604}')">Keep Properties</a>.</p>
						 Generic
						 
						 Generic
						 Data records with the specified properties removed
						 None
						 
					
					 
						 The server version when this component was registered
						 17.1.0.119
					
					 
					 
						 By Ref
						 0
					
					 
						 Protocol Sticky Notes
					
					 
						 Local Component Identifier
						 77
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Manipulators\Remove Properties
					
				
			
			 
				 
					 
						 The PilotScript expression used to filter the data.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 if NormalizationErrors eq 'OverlappingAtoms' or 
	NormalizationErrors eq 'NonLinearCentralTripleBonds' or
	NormalizationErrors eq 'BadValenceAtoms' then
	Remove('NormalizationErrors');
	true;
else
	false;
end if;
					
					 
						 <p>
An expression evaluated only when the component
is first initialized (when the first data record enters).
<p/>
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
An expression evaluated only when the
component is finalized (once the last data
record has passed).
<p/>
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Allows any properties that were calculated in
"Expression" to be included with the exiting
record.
Otherwise, these properties are removed after
the evaluation is complete.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:57:16 2008
					
					 
						 Overlap or Nonlinear #
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 FILTERNODE
					
					 
						 The component this component is based upon.
						 Custom Filter (PilotScript)
					
					 
						 0
					
					 
						 {DD58ECD1-516F-48FE-A5DB-8328AED680F2}
					
					 
						 2190 -635
					
					 
						 100
						 Passes data records for which a PilotScript expression evaluates to True


						 <p>For each incoming data record, the PilotScript statements in <i>Expression</i> are evaluated. If the last statement in the expression evaluates to True or non-zero, the record is sent out the Pass port. Otherwise it is sent out the Fail port.</p>
<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>
</ul>

						 Generic
						 
						 Generic
						 Data records for which the final expression in the PilotScript evaluates to True or non-zero
						 Generic
						 Data records for which the final expression in the PilotScript evaluates to False or zero
					
					 
					 
						 Local Component Identifier
						 78
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Filters\Custom Filter (PilotScript)
					
				
				 
					 7.0.0.35
				
			
			 
				 
					 
						 Expression (or list of expressions separated by semi-colons) to evaluate.
						 Initial Expression
						 Final Expression
						 Keep Calculated Properties
						 Error('Index '.Index.' ('.NormalizationErrors.')');
					
					 
						 <p>
This expression is executed only the first time data passes into the component.
<p/> 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 <p>
This expression is executed only at finalization (after the last data passes out of the component).
<p/> 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
</p>
					
					 
						 Adds any properties calculated in this component to a data record's property list.
						 True
						 False
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 Custom Error Message
					
					 
						 When TRUE, controls which exit port is used for
each data record by evaluating the final expression
(or only one) listed in the "Expression" parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false
						 True
						 False
					
					 
						 Version of expression parser to use.
						 2
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Mon Jan 21 09:55:43 2008
					
					 
						 Normalization Error
					
					 
						 Automatically update the component display name when the "Expression" property is changed. This feature is turned off after the user manually changes the display name of the component in Protocol workspace.
						 #displayName := trim(Parameter('Expression', 2));
if(strlength(#displayName) > 0) then	
	/* Find the first line break */
	#nl := FindSubstring(#displayName, "\r");
	if #nl <= 0 then
		#nl := FindSubstring(#displayName, "\n");
	end if;

	/* Keep the first line only */
	if (#nl > 0) then
		StrErase(#displayName, #nl);
	end if;
	
	#displayName;
else
	"";
end if;
					
					 
						 The component this component is based upon.
						 Custom Manipulator (PilotScript)
					
					 
						 EXPRESSIONNODE
					
					 
						 0
					
					 
						 {0995D675-7EE2-432C-95DF-E91C14052B22}
					
					 
						 2790 -635
					
					 
						 100
						 Applies a PilotScript expression to each data record

						 <p>PilotScript is the native scripting language in Pipeline Pilot.  It is based on PL/SQL and allows you to query or alter the properties on data records.  For example, the expression:

<blockquote>
<code>A := 10;</code>
</blockquote>
creates a property named "A" and sets the value to "10".</p>

<p>For each incoming data record the PilotScript statements in <i>Expression</i> are evaluated.</p>

<p><b>Notes:</b>
<ul>
<li>To initialize global variables such as counters, use <i>Initial Expression</i>.</li> 
<li>To clean up global variables or calculate final results use <i>Final Expression</i>.</li>
<li>Parameters on Custom Manipulators do not become global variables that can be accessed via <i>@ParameterName</i> syntax.  They must be accessed by using the <i>Parameter('ParameterName')</i> function or by using token substitution via <i>$(ParameterName)</i> syntax.</li>
</ul>

<p><b>See Also:</b></p>
<ul>
<li>For more information on PilotScript, see <a href="javascript:DoLink('scihelpdocs/user/pscript/pscript_overview.htm')">PilotScript Overview</a>.</li>
<li>To use PilotScript to filter data records use <a href="javascript:DoLink('{DD58ECD1-516F-48FE-A5DB-8328AED680F2}')">Custom Filter (PilotScript)</a>.</li>
</ul>


						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 7.0.0.35
					
					 
					 
						 Local Component Identifier
						 79
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Property Manipulators\Custom Manipulator (PilotScript)
					
				
			
			 
				 
					 
						 When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed
						 LeaveData
						 ClearData
						 DeleteData
					
					 
						 Component Attributes
						 ComponentTakesInput
						 ComponentReturnsPass
						 ComponentReturnsFail
						 ComponentRunsLocal
					
					 
						 When an expected data type is not found during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 When an recoverable error occurs during processing:  
  Halt: Terminate the execution of the network
  Fail: Continue execution of the network, passing data out the Fail(red) port
  Pass: Continue execution of the network, passing data out the Pass(green) port
						 Halt
						 Fail
						 Pass
					
					 
						 CustomErrorText
					
					 
						 the action to perform
						 PassDataToPort
					
					 
						 the port to pass data to
						 1
					
					 
						 COMPONENTNODE
					
					 
						 The user who registered this component.
						 scitegic/generic
					
					 
						 The date this component was registered.
						 Thu Sep 28 16:34:08 2006
					
					 
						 No-op
					
					 
						 The component this component is based upon.
						 Evaluate Expression
					
					 
						 0
					
					 
						 {6E468A38-A6F7-4371-B65B-501A3ED4C0D9}
					
					 
						 2490 -815
					
					 
						 100
						 Sends all incoming records out the Pass port unchanged
						 <p>Useful in subprotocols to capture the point of input. For example, if you wish to perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.</p>

<p>You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, placing a No-op in the middle reduces the number of required connections and clarifies the logic.</p>

						 Generic
						 
						 Generic
						 
						 None
						 
					
					 
						 The server version when this component was registered
						 6.0.1.1
					
					 
					 
						 Local Component Identifier
						 80
					
					 
						 The original path within the database of this component.
						 Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op
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 %VERSION 3%
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 WARNING! This is a Pipeline Pilot protocol written in version 8.0 or later. It contains features that are not supported in earlier versions of Pipeline Pilot.
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UDM Template  Activation.csv


UDM Template Activation.csv
UDM Template Activation

		UDM.MOL.ID		UDM.MOL.BAT.ID		UDM.MOL.BAT.Synonym		UDM.ASY.Date		UDM.ASY.Protocol		UDM.DOC.Query		UDM.ELN.Query		UDM.COM.Person		UDM.PRJ.Code		UDM.ASY.CND.Format		UDM.ASY.CND.Target		UDM.ASY.CND.Conc (uM)		UDM.ASY.DAT.Control		UDM.ASY.DAT.Value		UDM.ASY.DAT.Comment		UDM.ASY.RES.Emax (%)		UDM.ASY.RES.FoldActive

		TEXT		TEXT		TEXT		DATE		LIST		TEXT		TEXT		LIST		LIST		LIST		LIST		NMBR		TEXT		NMBR		TEXT		NMBR		NMBR
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UDM Template Binding.csv
UDM Template Binding

		UDM.MOL.ID		UDM.MOL.BAT.ID		UDM.MOL.BAT.Synonym		UDM.ASY.Date		UDM.ASY.Protocol		UDM.DOC.Query		UDM.ELN.Query		UDM.COM.Person		UDM.PRJ.Code		UDM.ASY.CND.Format		UDM.ASY.CND.Target		UDM.ASY.CND.Species		UDM.ASY.CND.Time (hr)		UDM.ASY.DAT.Control		UDM.ASY.DAT.Value		UDM.ASY.DAT.Comment		UDM.ASY.RES.Bound (%)		UDM.ASY.RES.Recovery (%)		UDM.ASY.RES.Remaining (%)		UDM.ASY.RES.Free (%)

		TEXT		TEXT		TEXT		DATE		LIST		TEXT		TEXT		LIST		LIST		LIST		LIST		LIST		NMBR		TEXT		TEXT		TEXT		TEXT		NMBR		NMBR		NMBR
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UDM Template Induction.csv
UDM Template Induction

		UDM.MOL.ID		UDM.MOL.BAT.ID		UDM.MOL.BAT.Synonym		UDM.ASY.Date		UDM.ASY.Protocol		UDM.DOC.Query		UDM.ELN.Query		UDM.COM.Person		UDM.PRJ.Code		UDM.ASY.CND.Format		UDM.ASY.CND.Target		UDM.ASY.CND.Conc (uM)		UDM.ASY.CND.Species		UDM.ASY.DAT.Control		UDM.ASY.DAT.Value		UDM.ASY.DAT.Comment		UDM.ASY.RES.Emax (%)		UDM.ASY.RES.FoldInduct

		TEXT		TEXT		TEXT		DATE		LIST		TEXT		TEXT		LIST		LIST		LIST		LIST		NMBR		LIST		TEXT		NMBR		TEXT		NMBR		NMBR
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UDM Template Inhibition.csv
UDM Template Inhibition

		UDM.MOL.ID		UDM.MOL.BAT.ID		UDM.MOL.BAT.Synonym		UDM.ASY.Date		UDM.ASY.Protocol		UDM.DOC.Query		UDM.ELN.Query		UDM.COM.Person		UDM.PRJ.Code		UDM.ASY.CND.Format		UDM.ASY.CND.Target		UDM.ASY.CND.Conc (uM)		UDM.ASY.CND.Species		UDM.ASY.CND.Time (hr)		UDM.ASY.DAT.Control		UDM.ASY.DAT.Value		UDM.ASY.DAT.Control2		UDM.ASY.DAT.Value2		UDM.ASY.DAT.Comment		UDM.ASY.RES.Percent (%)		UDM.ASY.RES.Fit		UDM.ASY.RES.Q		UDM.ASY.RES.IC50 (uM)

		TEXT		TEXT		TEXT		DATE		LIST		TEXT		TEXT		LIST		LIST		LIST		LIST		NMBR		LIST		NMBR		TEXT		TEXT		TEXT		NMBR		TEXT		TEXT		TEXT		TEXT		TEXT
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UDM Template Oxidation.csv
UDM Template Oxidation

		UDM.MOL.ID		UDM.MOL.BAT.ID		UDM.MOL.BAT.Synonym		UDM.ASY.Date		UDM.ASY.Protocol		UDM.DOC.Query		UDM.ELN.Query		UDM.COM.Person		UDM.PRJ.Code		UDM.ASY.CND.Format		UDM.ASY.CND.Target		UDM.ASY.CND.Conc (uM)		UDM.ASY.CND.Time (hr)		UDM.ASY.CND.Species		UDM.ASY.DAT.Control		UDM.ASY.DAT.Value		UDM.ASY.DAT.Comment		UDM.ASY.RES.Extraction (%)		UDM.ASY.RES.Clearance (L/h/kg)		UDM.ASY.RES.Remaining (%)

		TEXT		TEXT		TEXT		DATE		LIST		TEXT		TEXT		LIST		LIST		LIST		LIST		NMBR		NMBR		LIST		TEXT		NMBR		TEXT		NMBR		NMBR		NMBR
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UDM Template Permeability.csv
UDM Template Permeability

		UDM.MOL.ID		UDM.MOL.BAT.ID		UDM.MOL.BAT.Synonym		UDM.ASY.Date		UDM.ASY.Protocol		UDM.DOC.Query		UDM.ELN.Query		UDM.COM.Person		UDM.PRJ.Code		UDM.ASY.CND.Format		UDM.ASY.CND.Target		UDM.ASY.CND.Conc (uM)		UDM.ASY.CND.Species		UDM.ASY.DAT.Control		UDM.ASY.DAT.Value		UDM.ASY.DAT.Control2		UDM.ASY.DAT.Value2		UDM.ASY.DAT.Comment		UDM.ASY.RES.Efflux (Ratio)		UDM.ASY.RES.PappA-B (10-6 cm/s)		UDM.ASY.RES.PappB-A (10-6 cm/s)		UDM.ASY.RES.RecoveryAP-BL (%)		UDM.ASY.RES.RecoveryBL-AP (%)

		TEXT		TEXT		TEXT		DATE		LIST		TEXT		TEXT		LIST		LIST		LIST		LIST		NMBR		LIST		TEXT		NMBR		TEXT		NMBR		TEXT		TEXT		TEXT		TEXT		TEXT		TEXT
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UDM Template Pharmacokinetics.csv
UDM Template Pharmacokinetics

		UDM.MOL.ID		UDM.MOL.BAT.ID		UDM.MOL.BAT.Synonym		UDM.ASY.Date		UDM.ASY.Protocol		UDM.DOC.Query		UDM.ELN.Query		UDM.COM.Person		UDM.PRJ.Code		UDM.ASY.CND.Species		UDM.ASY.CND.Strain		UDM.ASY.CND.Gender		UDM.ASY.CND.Disease		UDM.ASY.CND.Matrix		UDM.ASY.CND.Route		UDM.ASY.CND.Dose (mg/kg)		UDM.ASY.DAT.Vehicle		UDM.ASY.DAT.Conc (mg/mL)		UDM.ASY.DAT.Comment		UDM.ASY.RES.Fit		UDM.ASY.RES.Cmax (ng/mL)		UDM.ASY.RES.Half-Life (hr)		UDM.ASY.RES.Tlast (hr)		UDM.ASY.RES.Tmax (hr)		UDM.ASY.RES.F (%)		UDM.ASY.RES.AUClast (ng.h/mL)		UDM.ASY.RES.AUCinf (ng.h/mL)		UDM.ASY.RES.Cl (mL/min/kg)		UDM.ASY.RES.Vd (L/kg)

		TEXT		TEXT		TEXT		DATE		LIST		TEXT		TEXT		LIST		LIST		LIST		LIST		LIST		LIST		LIST		LIST		NMBR		LIST		NMBR		TEXT		TEXT		NMBR		NMBR		NMBR		NMBR		NMBR		NMBR		NMBR		NMBR		NMBR
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UDM Template PhysChemProperty.csv
UDM Template PhysChemProperty

		UDM.MOL.ID		UDM.MOL.BAT.ID		UDM.MOL.BAT.Synonym		UDM.ASY.Date		UDM.ASY.Protocol		UDM.DOC.Query		UDM.ELN.Query		UDM.COM.Person		UDM.PRJ.Code		UDM.ASY.CND.Format		UDM.ASY.CND.Target		UDM.ASY.CND.Species		UDM.ASY.CND.Conc (uM)		UDM.ASY.CND.Time (hr)		UDM.ASY.DAT.Control		UDM.ASY.DAT.Value		UDM.ASY.DAT.Comment		UDM.ASY.RES.Value

		TEXT		TEXT		TEXT		DATE		LIST		TEXT		TEXT		LIST		LIST		LIST		LIST		LIST		NMBR		NMBR		TEXT		NMBR		TEXT		NMBR
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UDM Template Stability.csv
UDM Template Stability

		UDM.MOL.ID		UDM.MOL.BAT.ID		UDM.MOL.BAT.Synonym		UDM.ASY.Date		UDM.ASY.Protocol		UDM.DOC.Query		UDM.ELN.Query		UDM.COM.Person		UDM.PRJ.Code		UDM.ASY.CND.Format		UDM.ASY.CND.Target		UDM.ASY.CND.Species		UDM.ASY.CND.Gender		UDM.ASY.CND.Conc (uM)		UDM.ASY.CND.Time (hr)		UDM.ASY.DAT.Control		UDM.ASY.DAT.Value		UDM.ASY.DAT.Control2		UDM.ASY.DAT.Value2		UDM.ASY.DAT.Comment		UDM.ASY.RES.Extraction (%)		UDM.ASY.RES.Half-Life (min)		UDM.ASY.RES.Intrinsic Clearance (uL/min/mg protein)		UDM.ASY.RES.Scaled Clearance (mL/min/kg)		UDM.ASY.RES.Clearance (L/h/kg)		UDM.ASY.RES.Clearance (uL/min/pmol)		UDM.ASY.RES.Baseline (%)		UDM.ASY.RES.Remaining (%)

		TEXT		TEXT		TEXT		DATE		LIST		TEXT		TEXT		LIST		LIST		LIST		LIST		LIST		LIST		NMBR		NMBR		TEXT		NMBR		TEXT		NMBR		TEXT		TEXT		TEXT		TEXT		TEXT		TEXT		TEXT		NMBR		NMBR
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UDM Template Toxicity.csv
UDM Template Toxicity

		UDM.MOL.ID		UDM.MOL.BAT.ID		UDM.MOL.BAT.Synonym		UDM.ASY.Date		UDM.ASY.Protocol		UDM.DOC.Query		UDM.ELN.Query		UDM.COM.Person		UDM.PRJ.Code		UDM.ASY.CND.Format		UDM.ASY.CND.Target		UDM.ASY.CND.Conc (uM)		UDM.ASY.DAT.Control		UDM.ASY.DAT.Value		UDM.ASY.DAT.Comment		UDM.ASY.RES.Percent (%)		UDM.ASY.RES.Fit		UDM.ASY.RES.Q		UDM.ASY.RES.IC50 (uM)

		TEXT		TEXT		TEXT		DATE		LIST		TEXT		TEXT		LIST		LIST		LIST		LIST		NMBR		TEXT		NMBR		TEXT		NMBR		TEXT		TEXT		NMBR
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UDM Canonical Tautomer RDKit.smk
		[O,S,Se,Te;X1:1]=[Cz1H0:2][C:5]=[C:6][CX4z0,NX3;H1:3]>>[O,S,Se,Te;X2;!H0:1][Cz1:2]=[C:5][C:6]=[Cz0,N:3]		PT_02_00

		[#1,a,O:5][NX2:1]=[Cz{1-2}:2][CX4R{0-2};H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]		PT_03_00

		[Cz0R0X3:1]([C:5])=[C:2][Nz0;H1:3]>>[Cz0R0X4;!H0:1]([C:5])[c:2]=[nz0:3]		PT_04_00

		[NH1:1][C;e6:2]=[O,NX2:3]>>[NX2,nX2:1]=[C,c;e6:2][O,N;!H0:3]		PT_05_00

		[CX{2-3}z{0-1},N,n,S,s,O,o,Se,Te:1]=[NX2,nX2,CX3,c,P,p:2][N,n,S,O,Se,Te;H1:3]>>[CX4z{0-1},N,n,S,O,Se,Te;!H0:1][NX2,nX2,CX3z{0-1},c,P,p:2]=[N,n,S,s,O,o,Se,Te:3]		PT_06_00

		[nX2,NX2,S,O,Se,Te:1]=[C,c,nX2,NX2:6][C,c:5]=[C,c,nX2:2][N,n,S,s,O,o,Se,Te;H1:3]>>[N,n,S,O,Se,Te;!H0:1][C,c,nX2,NX2:6]=[C,c:5][C,c,nX2:2]=[NX2,S,O,Se,Te:3]		PT_07_00

		[n,s,o:1]=[c,n:6][c:5]=[c,n:2][n,s,o;H1:3]>>[n,s,o;!H0:1][c,n:6]=[c:5][c,n:2]=[n,s,o:3]		PT_08_00

		[nX2,NX2,S,O,Se,Te,Cz0X3:1]=[c,C,NX2,nX2:6][C,c,NX2,nX2:5]=[C,c,NX2,nX2:2][C,c,NX2,nX2:7]=[C,c,NX2,nX2:8][N,n,S,s,O,o,Se,Te,CX4z0;H1:3]>>[#1:4][N,n,S,O,Se,Te,Cz0X4;!H0:1][C,c,NX2,nX2:6]=[C,c:5][C,c,NX2,nX2:2]=[C,c,NX2,nX2:7][C,c,NX2,nX2:8]=[NX2,S,O,Se,Te,CX3z0:3]		PT_09_00

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2:5]=[c,nX2:6][c,nX2:7]=[c,nX2:8][c,nX2,C:9]=[n,N,O:10]>>[N,n,O:2]=[C,c,nX2:3][c,nX2:4]=[c,nX2:5][c,nX2:6]=[c,nX2:7][c,nX2:8]=[c,nX2:9][n,O;!H0:10]		PT_10_00

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2:5]=[c,C,nX2:6][c,C,nX2:7]=[c,C,nX2:8][c,nX2,C:9]=[c,C,nX2:10][c,C,nX2:11]=[nX2,NX2,O:12]>>[NX2,nX2,O:2]=[C,c,nX2:3][c,C,nX2:4]=[c,C,nX2:5][c,C,nX2:6]=[c,C,nX2:7][c,C,nX2:8]=[c,C,nX2:9][c,C,nX2:10]=[c,C,nX2:11][nX2,O;!H0:12]		PT_11_00

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2,C:5]=[c,nX2,C:6][c,nX2:7]=[c,C,nX2:8][c,C,nX2,NX2:9]=[c,C,nX2:10][c,nX2,C:11]=[c,C,nX2:12][c,C,nX2:13]=[nX2,NX2,O:14]>>[NX2,nX2,O:2]=[c,nX2,C:3][c,nX2,C:4]=[C,c,nX2:5][c,C,nX2:6]=[c,C,nX2,NX2:7][c,C,nX2:8]=[c,C,nX2,NX2:9][c,C,nX2:10]=[c,C,nX2:11][c,C,nX2:12]=[c,C,nX2:13][nX2,O;!H0:14]		PT_11_01

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2,C:5]=[c,nX2,C,NX2:6][c,nX2:7]=[c,C,nX2:8][c,C,nX2,NX2:9]=[c,C,nX2,NX2:10][c,nX2,C:11]=[c,C,nX2:12][c,C,nX2:13]=[c,C,nX2:14][c,C,nX2,NX2:15]=[nX2,NX2,O:16]>>[NX2,nX2,O:2]=[c,nX2,C:3][c,nX2,C:4]=[C,c,nX2:5][c,C,nX2,NX2:6]=[c,C,nX2,NX2:7][c,C,nX2:8]=[c,C,nX2,NX2:9][c,C,nX2,NX2:10]=[c,C,nX2:11][c,C,nX2:12]=[c,C,nX2:13][c,C,nX2:14]=[c,C,nX2,NX2:15][nX2,O,N;!H0:16]		PT_11_02

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2,C:5]=[c,nX2,C:6][c,nX2:7]=[c,C,nX2:8][c,C,nX2,NX2:9]=[c,C,nX2:10][c,nX2,C:11]=[c,C,nX2:12][c,C,nX2:13]=[c,C,nX2:14][c,C,nX2:15]=[c,C,nX2:16][c,C,nX2:17]=[nX2,NX2,O:18]>>[NX2,nX2,O:2]=[c,nX2,C:3][c,nX2,C:4]=[C,c,nX2:5][c,C,nX2:6]=[c,C,nX2,NX2:7][c,C,nX2:8]=[c,C,nX2,NX2:9][c,C,nX2:10]=[c,C,nX2:11][c,C,nX2:12]=[c,C,nX2:13][c,C,nX2:14]=[c,C,nX2:15][c,C,nX2:16]=[c,C,nX2:17][nX2,O;!H0:18]		PT_11_03

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2,C:5]=[c,nX2,C,NX2:6][c,nX2:7]=[c,C,nX2:8][c,C,nX2,NX2:9]=[c,C,nX2,NX2:10][c,nX2,C:11]=[c,C,nX2:12][c,C,nX2:13]=[c,C,nX2:14][c,C,nX2,NX2:15]=[c,C,nX2:16][c,C,nX2:17]=[c,C,nX2:18][c,C,nX2:19]=[nX2,NX2,O:20]>>[NX2,nX2,O:2]=[c,nX2,C:3][c,nX2,C:4]=[C,c,nX2:5][c,C,nX2,NX2:6]=[c,C,nX2,NX2:7][c,C,nX2:8]=[c,C,nX2,NX2:9][c,C,nX2,NX2:10]=[c,C,nX2:11][c,C,nX2:12]=[c,C,nX2:13][c,C,nX2:14]=[c,C,nX2,NX2:15][c,C,nX2:16]=[c,C,nX2:17][c,C,nX2:18]=[c,C,nX2:19][nX2,O;!H0:20]		PT_11_04

		[O,S,N;H1:2][c,C;z2;r5:3]=[C,c;r5:4][c,C;r5:5]>>[O,S,N:2]=[Cz2r5:3][C&r5R{0-2};!H0:4][C,c;r5:5]		PT_12_00

		[O,S,Se,Te;X1:1]=[C:2]=[C;H1:3]>>[O,S,Se,Te;X2;!H0:1][C:2]#[C:3]		PT_13_00

		[C;H1:2][N+:3]([O-:5])=[O:4]>>[C:2]=[N+:3]([O-:5])[O;!H0:4]		PT_14_00

		[C;H1:2][N:3](=[O:5])=[O:4]>>[C:2]=[N:3](=[O:5])[O;!H0:4]		PT_15_00

		[O;!R;H1:2][N+0z1:3]=[CX3:4]>>[O;!R:2]=[N+0z1:3][CX4;!H0:4]		PT_16_00

		[O;H1:2][Nz1:3]=[C:4][C:5]=[C:6][C:7]=[O:8]>>[O:2]=[Nz1:3][c:4]=[c:5][c:6]=[c:7][O;!H0:8]		PT_17_00

		[O;H1:2][C:3]#[N:4]>>[O:2]=[C:3]=[N;!H0:4]		PT_18_00

		[O,N;H1:2][C:3]=[S,Se,Te:4]=[O:5]>>[O,N:2]=[C:3][S,Se,Te;v{2-4}:4][O;!H0:5]		PT_19_00

		[C0;H1:2]#[N0:3]>>[C-:2]#[N+;H1:3]		PT_20_00

		[O,NX3;H1:2][P;v3:3]>>[O,NX2:2]=[P;v5;!H0:3]		PT_21_00

		[CX4;H1:2][NX2:3]=[CX3:4]>>[CX3:2]=[NX2:3][CX4;!H0:4]		PT_22_00

		[O,S,NX3;H1:2][cX3;z2;r5:3]=[c;r5:4][c;r5:5]=[c;z{1-2};r5;R{1-2}:6]>>[O,S,NX2:2]=[CX3;z2;r5:3][C;r5:4]=[C;r5:5][Cz{1-2};r5;R{1-2};!H0:6]		PT_23_00

		[OX2;H1:2][N;z{1-2};X3!$(N=O);H0:3][CX3,c,n,NX2;r5:4]=[n,NX2,CX3;r5:5]>>[O&-:2][N+;z{1-2};X3;H0:3]=[c,CX3,n,NX2;r5:4][n,NX3,CX4;r5;!H0:5]		PT_24_00

		[OX2;H1:2][NX3r5:3][c,C;r5:4]=[c,C;r5:5][CX3,NX2r5:6]=[NX2:7]>>[O&-&H0:2][NX3z2&+;r5:3]=[c,C;r5:4][c,C;r5:5]=[CX3,NX2r5:6][NX3;!H0:7]		PT_25_00

		[O;H1:2][NX3r6:3][C;r6:4]=[C;r6:5][C;z1;r6:6]=[O,NX2,S:7]>>[O&-&H0:2][n&+,N&+;X3;z1;r6:3]=[c,C;r6:4][c,C;r6:5]=[c,C;z1;r6:6][O,NX3,S;!H0:7]		PT_26_00

		[OX2,CX4;H1:1][c:2]1=[cR{2-}a3:3]([c:4])[cR{2-}a3:6]([c:5])=[c:7][cR{2-}a3:8](=[c:9])[cR{2-}a3:11]1=[c:10]>>[C;!H0:7]1[cR{2-}:6]([c:5])=[cR{2-}:3]([c:4])[C:2](=[O,CX3:1])[cR{2-}:11](=[c:10])[cR{2-}:8]1=[c:9]		PT_27_00

		[O;H1:11][c:10]1=[c;a3;r5:9]([c,s;r5:6])[c;a3;r5:8]([c,s;r5:7])=[c:5][c;a3:4]([c,s:1])=[c;a3:3]1[c,s:2]>>[C;!H0:5]1[c;a2:4]([c,s:1])=[c;a2:3]([c,s:2])[C:10](=[O:11])[c;a2;r5:9]([c,s;r5:6])=[c;a2;r5:8]1[c,s;r5:7]		PT_27_01

		[CX4;H1:2][c;r6:3]=[c;r6:4][c;r6:5]=[c;r6:6][N+:7]([O-:9])=[O:8]>>[CX3:2]=[C;r6:3][C;r6:4]=[C;r6:5][C;r6:6]=[N+:7]([O-:9])[O;!H0:8]		PT_28_00

		[CX4;H1:2][c;r6:3]=[c;r6:4][NX3+:5]([O-:7])=[O:6]>>[CX3:2]=[C;r6:3][C;r6:4]=[NX3+:5]([O-:7])[O;!H0:6]		PT_29_00

		[CX4;H1:2][c;r6:3]=[c;r6:4][CX3:5]([#1:7])=[OX1:6]>>[CX3:2]=[C;r6:3][C;r6:4]=[CX3:5]([#1:7])[OX2;!H0:6]		PT_29_01

		[N;H1:2][N+:3]([O-:5])=[O:4]>>[N:2]=[N+:3]([O-:5])[O;!H0:4]		PT_30_00

		[CX4z1;H1:2]1[CX3:3]=[CX3:4][CX3:5]=[CX3;!a:6][SX4:7]1(=[O])(=[O])>>[CX3z1;!a:2]1=[CX3:3][CX3:4]=[CX3:5][CX4;!H0:6][SX4:7]1(=[O])(=[O])		PT_31_00

		[CX4;$([C][CX{3-4}]=,-[OX{1-2}]);H1:2][CX2:3]#[NX1:4]>>[CX3;$([C][CX{3-4}]=,-[OX{1-2}]):2]=[C:3]=[NX2;!H0:4]		PT_32_00

		[CX4;H1:2][CX3:3]=[C;$([CX3][CX{2-3}]=,#[N,O]):4][CX2:5]#[NX1:6]>>[CX3:2]=[CX3:3][C;$([CX3][CX{2-3}]=,#[N,O]):4]=[C:5]=[NX2;!H0:6]		PT_33_00

		[CX4;H1:2][PX4:3]=[C;$([CX{2-3}z2]~[PX{3-4}]):4]>>[CX3:2]=[PX4:3][C;$([CX{3-4}z2]~[PX{3-4}]);!H0:4]		PT_34_00

		[Sv2X2:1][OX2;H1:2]>>[Sv4X3;!H0:1]=[OX1:2]		PT_35_00

		[CX3:1]=[NX2:2][OX2;H1:3]>>[CX3:1]=[NX3+:2][OX1-;!H0:3]		PT_36_00

		[NX2:1]=[CX3z{2-3}:2][SX2:3][OX2;H1:4]>>[NX3;!H0:1][CX3z{2-3}:2]=[SX2+:3][OX-:4]		PT_37_00

		[CX4;!a;H1:2][CX3;!a:3]=[NX3+:4][SiX4-:5]([NX3:7])([NX3:8])=[O:6]>>[CX3;!a:2]=[CX3;!a:3][NX3:4][SiX4:5]([NX3:7])([NX3:8])[OX2;!H0:6]		PT_38_00

		[CX3,NX2:1]=[NX3+:2]([O-:3])[CX4;H1:4]>>[CX4,NX3;!H0:1][NX3+:2]([O-:3])=[CX3:4]		PT_39_00

		[PX4;H1:2]=[C;$([CX3][PX4+]):3][CX3z1:4]=[O:5]>>[PX3:2][C;$([CX3][PX4+]):3]=[CX3z1:4][OX2;!H0:5]		PT_40_00

		[SX2,NX3,OX2;!R;H1:2][CX3,c;r{5-6}:3]=[NX3+r{5-6}:4][OX1-:5]>>[SX1,NX2,OX1;!R:2]=[CX3,c;r{5-6}:3][NX3r{5-6}:4][OX2;!H0:5]		PT_41_00

		[CX4;H1:4]1[NX3,O,S,Se:5][CX3:6](=[O:7])[CX3:2]=[CX3;a0:3]1>>[CX4;!H0:2]1[CX3;a0:3]=[CX3:4][NX3,O,S,Se:5][CX3:6]1=[O:7]		PT_42_00

		[CX4;H1:2][c:5]1=[c:9]2[c:8]=[c:7][c:6]=[c:11][c:10]2=[c:4][#8:3]1>>[CX4;!H0:4]1[#8:3][CX3:5](=[CX3!c:2])[c:9]2=[c:10]1[c:11]=[c:6][c:7]=[c:8]2		PT_43_00

		[CX4;$([C][C]#[N]),$([C][C](=[O])[O]);H1:6][c:5]1=[cR1:4][c:3]=[c:2][nX3:1]1>>[CX4R1;!H0:4]1[CX3:3]=[CX3:2][NX3:1][CX3:5]1=[CX3;$([C][C]#[N]),$([C][C](=[O])[O]):6]		PT_44_00

		[CX4;H1:2]([CH3:3])([CH3:4])[CX3R1r{5-8}!c;z0:5]=[CX3R1r{5-8}!c:6][CR{1-};!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r{5-8};z0:5][CX4R1r{5-8}:6][CR{1-};!H0:7]		PT_45_00

		[CX4;$(C[S](=[O])[O]);H1:7][C:1]1=[C:6][C:5]=[NX2+0:4][C:3]=[C:2]1>>[N;!H0:4]1[C:3]=[C:2][C:1](=[CX3;$(C[S](=[O])[O]):7])[C:6]=[C:5]1		PT_46_00

		[CX4;H1:8]1[#7X2:9]=[CX3:7][c:6]2=[c:5]1[c:4]=[c:3][c:2]=[c:1]2>>[#7X3;!H0:9]1[c:7]=[c:6]2[c:1]=[c:2][c:3]=[c:4][c:5]2=[c:8]1		PT_47_00

		[OX2;H1:10][c:2]1=[c:3][c:4]=[c:5][c:6]2=[c:1]1[C:8](=[O:11])[O:7][C:9]2>>[OX1:10]=[C:2]1[C:3]=[C:4][CX4;!H0:5][C:6]2=[C:1]1[C:8](=[O:11])[O:7][C:9]2		PT_48_00

		[OX2;H1:8][NX3R1r5:1]([aR{1-}r{5-}:2])[cR1r5:5]=[cR1r5:4]([aR{1-}r{5-}:3])[CX3:6]=[O:7]>>[OX1-:8][NX3+R1r5:1]([a,AR{1-}r{5-}:2])=[CR1r5:5][CX3R1r5:4]([a,AR{1-}r{5-}:3])=[CX3:6][OX2;!H0:7]		PT_49_00

		[O,N,S,Se,Te;H1:2][#6R1;!c;z2:3]1[#6;!c;R1:4][O,N,S,Se,Te;R1:5]1>>[O,N,S,Se,Te:2]=[C;!R;z1:3][#6;!R:4][O,N,S,Se,Te;!R;!H0:5]		RC_01_00

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[#6;R1:4]~[C;R1:6][O,N,S,Se,Te;R1:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][C;!R:4][C;!R:6][O,N,S,Se,Te;!R;!H0:5]		RC_02_00

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R{0-1}:4]~[R{0-1}:7][!R:6][O,N,S,Se,Te;!H0:5]		RC_03_00

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R{0-1}:7][R{0-1}:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[R:6][O,N,S,Se,Te;R1:5]1		RC_03_01

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7][R{0-1}:6][N,nx3;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[R:6][N,nx3:5]1		RC_03_02

		[OX2;H1:2][BX3:3]([OX2])[cr6:4][cr6:5][CX3:6]=[OX1:7]>>[OX2:2]1[BX3:3]([OX2])[cr{5-6}:4][cr{5-6}:5][CX4:6]1[OX2;!H0:7]		RC_03_03

		[OX2;H1:2][CX4;!R:3][CX4:4][CX4:5][CX3;!c:6]=[CX3!c;$([C][CX3](=[OX1])[OX2]):7]>>[OX2:2]1[CX4:3][CX4:4][CX4:5][CX4:6]1[CX4;$([C][CX3](=[OX1])[OX2]);!H0:7]		RC_03_04

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[C;R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R{0-1}:4]~[R{0-1}:7]~[!R:8]~[!C:6][O,N,S,Se,Te;!H0:5]		RC_04_00

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R{0-1}:7]~[R{0-1}:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[R1:6][O,N,S,Se,Te;R:5]1		RC_04_01

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[R{0-1}:8]~[R{0-1}:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[R:6][O,N,S,Se,Te;R1:5]1		RC_04_02

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[R{0-1}:6][N;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[R:6][N:5]1		RC_04_03

		[NX3!R;H1:2][SX4:3](=[O:4])(=[O:5])[c:6]=[c:7][NX3:8][CX3!c:9]=[CX3!c:10]>>[NX3:2]1[SX4:3](=[O:4])(=[O:5])[c:6]=[c:7][NX3:8][CX4:9]1[CX4;!H0:10]		RC_04_04

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[*;R1:9]~[R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R{0-1}:4]~[R{0-1}:7]~[!R:8]~[!R:9]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_05_00

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R{0-1}:7]~[R{0-1}:8]~[!R:9]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[*;R1:9]~[R1:6][O,N,S,Se,Te;R:5]1		RC_05_01

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[R{0-1}:8]~[R{0-1}:9]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[*:9]~[R1:6][O,N,S,Se,Te;R:5]1		RC_05_02

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[R{0-1}:9]~[R{0-1}:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*:9]~[R:6][O,N,S,Se,Te;R1:5]1		RC_05_03

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[!R:9]~[R{0-1}:6][N;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*;R1:9]~[R:6][N:5]1		RC_05_04

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R{0-1}:4]~[R{0-1}:7]~[#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_06_00

		[N;X1:2]#[C;!R:3][!R:4]~[R{0-1}:7]~[#6;R{0-1}:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_06_01

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[#6;R{0-1}:6][N;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[#6R:6][N:5]1		RC_06_02

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R{0-1}:4]~[R{0-1}:7]~[*;!R:8]~[#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_07_00

		[N;X1:2]#[C;!R:3][!R:4]~[R{0-1}:7]~[*;R{0-1}:8]~[#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_07_01

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[*;R{0-1}:8]~[#6;R{0-1}:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_07_02

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[!R:8]~[#6;R{0-1}:6][N;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[#6R:6][N:5]1		RC_07_03

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[*;R1:9]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R{0-1}:4][R{0-1}:7][*;!R:8][*;!R:9][#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_08_00

		[N;X1:2]#[C;!R:3][!R:4][R{0-1}:7][*;R{0-1}:8][*;!R:9][#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[*;R1:9]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_08_01

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;R{0-1}:8][*;R{0-1}:9][#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[*:9]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_08_02

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;!R:8][*;R{0-1}:9][#6;R{0-1}:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*:9]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_08_03

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;!R:8][*;!R:9][#6;R{0-1}:6][N;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*;R1:9]~[#6R:6][N:5]1		RC_08_04

		[N;R1;X3;H1:3]1[!a:4]~[R:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R,X2;+0:3][*:4]~[*:6][O,N,S,Se,Te;!R;!H0:5]		RC_09_00

		[C;!R;z1;X3:2]=[N;!R,X2;+0:3][!R:4]~[*:6][N;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[R:6][N:5][#6R;z2;X4:2]1		RC_09_01

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:7])[*:4]~[*:6][O,N,S,Se,Te;!R;H1:5]>>[O;!H0:7][N;R1:3]1[!a:4]~[R:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_09_02

		[N;R1;X3;H1:3]1[!a:4]~[*:7]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R;+0:3][R{0-1}:4]~[*;R{0-1}:7]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_10_00

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;R{0-1}:7]~[R{0-1}:6][O,N,S,Se,Te;!R;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*:7]~[*:6][O,N,S,Se,Te;R1:5][#6R;z2;X4:2]1		RC_10_01

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[R{0-1}:6][N;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*:6][N:5][#6R;z2;X4:2]1		RC_10_02

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:8])[R{0-1}:4]~[*;R{0-1}:7]~[!R:6][O,N,S,Se,Te;H1:5]>>[O;!H0:8][N;R1;X3:3]1[!a:4]~[*:7]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_10_03

		[N;R1;X3;H1:3]1[!a:4]~[*:7]~[*;R1:8]~[R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R;+0:3][R{0-1}:4]~[*;R{0-1}:7]~[*;!R:8]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_11_00

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;R{0-1}:7]~[*;R{0-1}:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*:7]~[*:8]~[R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_01

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[*;R{0-1}:8]~[R{0-1}:6][O,N,S,Se,Te;!R;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*:8]~[R:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_02

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[*;!R:8]~[R{0-1}:6][N;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*;R1:8]~[R:6][N:5][#6R;z2;X4:2]1		RC_11_03

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:9])[R{0-1}:4]~[*;R{0-1}:7]~[*:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[O;!H0:9][N;R1;X3:3]1[!a:4]~[*:7]~[*:8]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_04

		[OX2;R:2]1[*R:3]~[*R:4][NX3;H1:5][PX5R;z2:6]1>>[O;!R;!H0:2][*:3]~[*:4][NX2;!R;+0:5]=[PX4;!R;z1:6]		RC_12_00

		[OX:2]=[CX2;z2:3]=[NX2;!R:4][c;R{0-1};!$(*=[#7,#8,#16]):5]~[c;R{0-1}:6]!:[C;R{0-1}:7][NX3;!R;H1:8]>>[O:2]=[CX3;z3;R:3]1[NX3;R;!H0:4][c;R{1-2};!$(*=[#7,#8,#16]):5]~[c;R{1-3}:6]!:[C;R{1-2}:7][NX3;R:8]1		RC_13_00

		[NX3;H1:2][CX{2-3}:3][NX3:4][CX3;R1:5]1[SX2;R1:6][NX3;R1:7][CX3;R1:8](=[O:9])[NX2:10]=1>>[NX3;R:2]1[CX{2-3};R:3][NX3;R:4][CX3;R:5](=[NX2:10][CX3:8](=[O:9])[NX3;!H0:7])[SX2;R1:6]1		RC_14_00

		[NX3,OX2;H1:2][CX4!R:3][CX4:4][CX4:5][CX3!c:6]=[NX3+:7][OX1-:8]>>[NX3,OX2:2]1[CX4:3][CX4:4][CX4:5][CX4:6]1[NX3:7][OX2;!H0:8]		RC_15_00

		[OX2;H1:2][CX4:3][PX3:4][CX4:5][OX2:6][BX3:7]>>[OX2:2]1[CX4:3][PX3:4][CX4:5][OX2:6][BX4-;!H0:7]1		RC_16_00

		[OX2:2]1[CX4:3][PX4;$(P=[O,S,Se]):4][CX4:5][OX2:6][BX4-:7]1.[NX4+;H1:8]>>[OX2;!H0:2][CX4:3][PX4;$(P=[O,S,Se]):4][CX4:5][OX2:6][BX4-:7][NX4+:8]		RC_17_00

		[OX2;H1:2][CX4:3][c:4]=[c:5][P:6]=[OX1:7]>>[OX2:2]1[CX4:3][c:4]=[c:5][P:6]1[OX2;!H0:7]		RC_18_00

		[CX4;H1:2]([NX3+:3]([O-:5])=[O:4])[CX4:6][CX4:7][CX3:8]=[CX3:9]>>[CX3:2](=[NX3+:3]([O-:5])[O:4]1)[CX4:6][CX4:7][CX4:8]1[CX4;!H0:9]		RC_19_00

		[OX2,NX3;H1:2][CX4!R,CD4!R2:3][CX4:4][NX3+:5]([OX1-:7])=[CX3:6]>>[OX2,NX3:2]1[CX4:3][CX4:4][NX3:5]([OX2;!H0:7])[CX4:6]1		RC_20_00

		[CX4;H1:2]([NX3+:3]([O-:5])=[O:4])[CX4:6][CX4:7][CX3:8]=[CX3:9]>>[CX4:2]1([NX3+:3]([O-:5])=[O:4])[CX4:6][CX4:7][CX4:8]1[CX4;!H0:9]		RC_21_00

		[OX2;H1:2][NX2:3]=[CX3:4][CX4:5][NX3+:6]([OX1-:7])=[CX3:8]>>[OX1-:2][NX3+:3]1=[CX3:4][CX4:5][NX3:6]([OX2;!H0:7])[CX4:8]1		RC_22_00

		[OX2;H1:2][CX4:3][CX4:4][CX4:5][NX3+:6]([OX1-:7])=[CX3:8]>>[OX2:2]1[CX4:3][CX4:4][CX4:5][NX3:6]([OX2;!H0:7])[CX4:8]1		RC_23_00

		[O;H1:10][C:9][cr6:6]=[cr6:1][PX3z0:7]>>[PX5z1;!H0:7]1[O:10][C:9][cr{5-6}:6]=[cr{5-6}:1]1		RC_24_00

		[OX1:1]=[CX3R1:2][CX3R1:3]=[SX{1-2}z{0-1};!R:4]>>[OX2:1]1[c:2]=[c:3][SX{2-3}z{1-2}:4]1		VT_01_00

		[SX1:1]=[CX3:2][CX3:3]=[SX1]>>[SX2:1]1[C:2]=[C:3][SX2:4]1		VT_01_01

		[NX2,nX2:1]=[CX3,cz{2-3}:2][NX2z1:3]=[NX2z2+:4]=[NX1-:5]>>[NX3:1]1[Cz{2-3}:2]=[NX2z1:3][NX2z2:4]=[NX2z2:5]1		VT_02_00

		[SX1:1]=[Cz2X2:2]=[NX2:3][cr6:4]=[cr6:5][NX2:6]=[NX2:7]>>[SX1:1]=[Cz3X3:2]1[NX2:3]=[C:4][C:5]=[NX2:6][NX3:7]1		VT_03_00

		[NX3:1]1[N:2]=[CR2:3]2[C:4]=[C:5][C:6]=[CR2:7]2[N:8]=[N:9]1>>[NX2:1]=[NX2:2][C:3]1=[C:4][C:5]=[C:6][C:7]1=[NX2+:8]=[NX1-:9]		VT_04_00

		[nX3;$([n][C]#[N]),$([n][N+](=[O])[O-]),$([n][SX4](=[O])=[O]):1]1[c:2]=[c:3][nX2:4]=[nX2:5]1>>[NX2;$([N][C]#[N]),$([N][N+](=[O])[O-]),$([N][SX4](=[O])=[O]):1]=[C:2][C:3]=[NX2+:4]=[NX1-:5]		VT_05_00

		[CX4,OX2,NX3:1]1[CX4:2]2[CX3:3]=[CX3:4][CX3:5]=[CX3:6][CX4:7]21>>[CX4,OX2,NX3:1]1[CX3:2]=[CX3:3][CX3:4]=[CX3:5][CX3:6]=[CX3:7]1		VT_06_00

		[PX4:1]=[CX3:2][NX3:3][CX3:4]=[OX1:5]>>[PX5:1]1[CX3-:2][NX3+:3]=[CX3:4][OX2:5]1		VT_07_00

		[NX2:1]=[NX2:2][cr6:3][cr6:4][NX2+:5]#[NX1:6]>>[NX3+:1]1=[NX2:2][cr6:3][cr6:4][NX2:5]=[NX2:6]1		VT_08_00

		[NX3:10][Pv3:9]([NX3:11])[N:8]=[CX3:7][c:5]1=[N:4][c:3]=[c:2][c:1]=[c:6]1>>[NX3:10][Pv5:9]1([NX3:11])=[N:8][CX3:7]=[C:5]2[N:4]1[C:3]=[C:2][C:1]=[C:6]2		VT_09_00

		[NX2z1:9]=[NX2:8][c:6]1=[c:1]([c:2]=[c:3][c:4]=[c:5]1)[PX3:7]>>[PX4+:7]1[Nz2:9][N-:8][c:6]2=[c:1]1[c:2]=[c:3][c:4]=[c:5]2		VT_10_00




image2.emf
UDM Canonical  Tautomer Pipeline Pilot.smk


UDM Canonical Tautomer Pipeline Pilot.smk
		[O,S,Se,Te;X1:1]=[Cz1H0:2][C:5]=[C:6][CX4z0,NX3;H1:3]>>[O,S,Se,Te;X2;!H0:1][Cz1:2]=[C:5][C:6]=[Cz0,N:3]		PT_02_00

		[#1,a,O:5][NX2:1]=[Cz1:2][CX4R0;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]		PT_03_00

		[#1,a,O:5][NX2:1]=[Cz1:2][CX4R1;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]		PT_03_01

		[#1,a,O:5][NX2:1]=[Cz1:2][CX4R2;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]		PT_03_02

		[#1,a,O:5][NX2:1]=[Cz2:2][CX4R0;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]		PT_03_03

		[#1,a,O:5][NX2:1]=[Cz2:2][CX4R1;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]		PT_03_04

		[#1,a,O:5][NX2:1]=[Cz2:2][CX4R2;H1:3]>>[#1,a,O:5][NX3;!H0:1][Cz:2]=[C:3]		PT_03_05

		[Cz0R0X3:1]([C:5])=[C:2][Nz0;H1:3]>>[Cz0R0X3;!H0:1]([C:5])[#6:2]=[#7z0:3]		PT_04_00

		[CX2z0,N,n,S,s,O,o,Se,Te:1]=[NX2,nX2,CX3,c,P,p:2][N,n,S,O,Se,Te;H1:3]>>[CX2z0,N,n,S,O,Se,Te;!H0:1][NX2,nX2,CX3z0,c,P,p:2]=[N,n,S,s,O,o,Se,Te:3]		PT_06_00

		[CX2z1,N,n,S,s,O,o,Se,Te:1]=[NX2,nX2,CX3,c,P,p:2][N,n,S,O,Se,Te;H1:3]>>[CX2z1,N,n,S,O,Se,Te;!H0:1][NX2,nX2,CX3z0,c,P,p:2]=[N,n,S,s,O,o,Se,Te:3]		PT_06_01

		[CX2z0,N,n,S,s,O,o,Se,Te:1]=[NX2,nX2,CX3,c,P,p:2][N,n,S,O,Se,Te;H1:3]>>[CX2z0,N,n,S,O,Se,Te;!H0:1][NX2,nX2,CX3z1,c,P,p:2]=[N,n,S,s,O,o,Se,Te:3]		PT_06_02

		[CX2z1,N,n,S,s,O,o,Se,Te:1]=[NX2,nX2,CX3,c,P,p:2][N,n,S,O,Se,Te;H1:3]>>[CX2z1,N,n,S,O,Se,Te;!H0:1][NX2,nX2,CX3z1,c,P,p:2]=[N,n,S,s,O,o,Se,Te:3]		PT_06_03

		[CX3z0,N,n,S,s,O,o,Se,Te:1]=[NX2,nX2,CX3,c,P,p:2][N,n,S,O,Se,Te;H1:3]>>[CX3z0,N,n,S,O,Se,Te;!H0:1][NX2,nX2,CX3z1,c,P,p:2]=[N,n,S,s,O,o,Se,Te:3]		PT_06_04

		[CX3z1,N,n,S,s,O,o,Se,Te:1]=[NX2,nX2,CX3,c,P,p:2][N,n,S,O,Se,Te;H1:3]>>[CX3z1,N,n,S,O,Se,Te;!H0:1][NX2,nX2,CX3z1,c,P,p:2]=[N,n,S,s,O,o,Se,Te:3]		PT_06_05

		[CX3z0,N,n,S,s,O,o,Se,Te:1]=[NX2,nX2,CX3,c,P,p:2][N,n,S,O,Se,Te;H1:3]>>[CX3z0,N,n,S,O,Se,Te;!H0:1][NX2,nX2,CX3z1,c,P,p:2]=[N,n,S,s,O,o,Se,Te:3]		PT_06_06

		[CX3z1,N,n,S,s,O,o,Se,Te:1]=[NX2,nX2,CX3,c,P,p:2][N,n,S,O,Se,Te;H1:3]>>[CX3z1,N,n,S,O,Se,Te;!H0:1][NX2,nX2,CX3z1,c,P,p:2]=[N,n,S,s,O,o,Se,Te:3]		PT_06_07

		[nX2,NX2,S,O,Se,Te:1]=[C,c,nX2,NX2:6][C,c:5]=[C,c,nX2:2][N,n,S,s,O,o,Se,Te;H1:3]>>[N,n,S,O,Se,Te;!H0:1][C,c,nX2,NX2:6]=[C,c:5][C,c,nX2:2]=[NX2,S,O,Se,Te:3]		PT_07_00

		[n,s,o:1]=[c,n:6][c:5]=[c,n:2][n,s,o;H1:3]>>[n,s,o;!H0:1][c,n:6]=[c:5][c,n:2]=[n,s,o:3]		PT_08_00

		[nX2,NX2,S,O,Se,Te,Cz0X3:1]=[c,C,NX2,nX2:6][C,c,NX2,nX2:5]=[C,c,NX2,nX2:2][C,c,NX2,nX2:7]=[C,c,NX2,nX2:8][N,n,S,s,O,o,Se,Te,CX4z0;H1:3]>>[N,n,S,O,Se,Te,Cz0X4;!H0:1][C,c,NX2,nX2:6]=[C,c:5][C,c,NX2,nX2:2]=[C,c,NX2,nX2:7][C,c,NX2,nX2:8]=[NX2,S,O,Se,Te,CX3z0:3]		PT_09_00

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2:5]=[c,nX2:6][c,nX2:7]=[c,nX2:8][c,nX2,C:9]=[n,N,O:10]>>[N,n,O:2]=[C,c,nX2:3][c,nX2:4]=[c,nX2:5][c,nX2:6]=[c,nX2:7][c,nX2:8]=[c,nX2:9][n,O;!H0:10]		PT_10_00

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2:5]=[c,C,nX2:6][c,C,nX2:7]=[c,C,nX2:8][c,nX2,C:9]=[c,C,nX2:10][c,C,nX2:11]=[nX2,NX2,O:12]>>[NX2,nX2,O:2]=[C,c,nX2:3][c,C,nX2:4]=[c,C,nX2:5][c,C,nX2:6]=[c,C,nX2:7][c,C,nX2:8]=[c,C,nX2:9][c,C,nX2:10]=[c,C,nX2:11][nX2,O;!H0:12]		PT_11_00

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2,C:5]=[c,nX2,C:6][c,nX2:7]=[c,C,nX2:8][c,C,nX2,NX2:9]=[c,C,nX2:10][c,nX2,C:11]=[c,C,nX2:12][c,C,nX2:13]=[nX2,NX2,O:14]>>[NX2,nX2,O:2]=[c,nX2,C:3][c,nX2,C:4]=[C,c,nX2:5][c,C,nX2:6]=[c,C,nX2,NX2:7][c,C,nX2:8]=[c,C,nX2,NX2:9][c,C,nX2:10]=[c,C,nX2:11][c,C,nX2:12]=[c,C,nX2:13][nX2,O;!H0:14]		PT_11_01

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2,C:5]=[c,nX2,C,NX2:6][c,nX2:7]=[c,C,nX2:8][c,C,nX2,NX2:9]=[c,C,nX2,NX2:10][c,nX2,C:11]=[c,C,nX2:12][c,C,nX2:13]=[c,C,nX2:14][c,C,nX2,NX2:15]=[nX2,NX2,O:16]>>[NX2,nX2,O:2]=[c,nX2,C:3][c,nX2,C:4]=[C,c,nX2:5][c,C,nX2,NX2:6]=[c,C,nX2,NX2:7][c,C,nX2:8]=[c,C,nX2,NX2:9][c,C,nX2,NX2:10]=[c,C,nX2:11][c,C,nX2:12]=[c,C,nX2:13][c,C,nX2:14]=[c,C,nX2,NX2:15][nX2,O,N;!H0:16]		PT_11_02

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2,C:5]=[c,nX2,C:6][c,nX2:7]=[c,C,nX2:8][c,C,nX2,NX2:9]=[c,C,nX2:10][c,nX2,C:11]=[c,C,nX2:12][c,C,nX2:13]=[c,C,nX2:14][c,C,nX2:15]=[c,C,nX2:16][c,C,nX2:17]=[nX2,NX2,O:18]>>[NX2,nX2,O:2]=[c,nX2,C:3][c,nX2,C:4]=[C,c,nX2:5][c,C,nX2:6]=[c,C,nX2,NX2:7][c,C,nX2:8]=[c,C,nX2,NX2:9][c,C,nX2:10]=[c,C,nX2:11][c,C,nX2:12]=[c,C,nX2:13][c,C,nX2:14]=[c,C,nX2:15][c,C,nX2:16]=[c,C,nX2:17][nX2,O;!H0:18]		PT_11_03

		[n,N,O;H1:2][c,nX2,C:3]=[c,nX2,C:4][c,nX2,C:5]=[c,nX2,C,NX2:6][c,nX2:7]=[c,C,nX2:8][c,C,nX2,NX2:9]=[c,C,nX2,NX2:10][c,nX2,C:11]=[c,C,nX2:12][c,C,nX2:13]=[c,C,nX2:14][c,C,nX2,NX2:15]=[c,C,nX2:16][c,C,nX2:17]=[c,C,nX2:18][c,C,nX2:19]=[nX2,NX2,O:20]>>[NX2,nX2,O:2]=[c,nX2,C:3][c,nX2,C:4]=[C,c,nX2:5][c,C,nX2,NX2:6]=[c,C,nX2,NX2:7][c,C,nX2:8]=[c,C,nX2,NX2:9][c,C,nX2,NX2:10]=[c,C,nX2:11][c,C,nX2:12]=[c,C,nX2:13][c,C,nX2:14]=[c,C,nX2,NX2:15][c,C,nX2:16]=[c,C,nX2:17][c,C,nX2:18]=[c,C,nX2:19][nX2,O;!H0:20]		PT_11_04

		[O,S,N;H1:2][c,C;z2;r5:3]=[C,c;r5:4][c,C;r5:5]>>[O,S,N:2]=[Cz2r5:3][C&r5R0;!H0:4][C,c;r5:5]		PT_12_00

		[O,S,N;H1:2][c,C;z2;r5:3]=[C,c;r5:4][c,C;r5:5]>>[O,S,N:2]=[Cz2r5:3][C&r5R1;!H0:4][C,c;r5:5]		PT_12_01

		[O,S,N;H1:2][c,C;z2;r5:3]=[C,c;r5:4][c,C;r5:5]>>[O,S,N:2]=[Cz2r5:3][C&r5R2;!H0:4][C,c;r5:5]		PT_12_02

		[O,S,Se,Te;X1:1]=[C:2]=[C;H1:3]>>[O,S,Se,Te;X2;!H0:1][C:2]#[C:3]		PT_13_00

		[C;H1:2][N+:3]([O-:5])=[O:4]>>[C:2]=[N+:3]([O-:5])[O;!H0:4]		PT_14_00

		[C;H1:2][N:3](=[O:5])=[O:4]>>[C:2]=[N:3](=[O:5])[O;!H0:4]		PT_15_00

		[O;!R;H1:2][N+0z1:3]=[CX3:4]>>[O;!R:2]=[N+0z1:3][CX4;!H0:4]		PT_16_00

		[O;H1:2][Nz1:3]=[C:4][C:5]=[C:6][C:7]=[O:8]>>[O:2]=[Nz1:3][c:4]=[c:5][c:6]=[c:7][O;!H0:8]		PT_17_00

		[O;H1:2][C:3]#[N:4]>>[O:2]=[C:3]=[N;!H0:4]		PT_18_00

		[O,N;H1:2][C:3]=[S,Se,Te:4]=[O:5]>>[O,N:2]=[C:3][S,Se,Te;v2:4][O;!H0:5]		PT_19_00

		[O,N;H1:2][C:3]=[S,Se,Te:4]=[O:5]>>[O,N:2]=[C:3][S,Se,Te;v3:4][O;!H0:5]		PT_19_01

		[O,N;H1:2][C:3]=[S,Se,Te:4]=[O:5]>>[O,N:2]=[C:3][S,Se,Te;v4:4][O;!H0:5]		PT_19_02

		[C0;H1:2]#[N0:3]>>[C-:2]#[N+;H1:3]		PT_20_00

		[O,NX3;H1:2][P;v3:3]>>[O,NX2:2]=[P;v5;!H0:3]		PT_21_00

		[CX4;H1:2][NX2:3]=[CX3:4]>>[CX3:2]=[NX2:3][CX4;!H0:4]		PT_22_00

		[O,S,NX3;H1:2][cX3;z2;r5:3]=[c;r5:4][c;r5:5]=[c;z1;r5;R1:6]>>[O,S,NX2:2]=[CX3;z2;r5:3][C;r5:4]=[C;r5:5][Cz1;r5;R1;!H0:6]		PT_23_00

		[O,S,NX3;H1:2][cX3;z2;r5:3]=[c;r5:4][c;r5:5]=[c;z1;r5;R2:6]>>[O,S,NX2:2]=[CX3;z2;r5:3][C;r5:4]=[C;r5:5][Cz1;r5;R2;!H0:6]		PT_23_01

		[O,S,NX3;H1:2][cX3;z2;r5:3]=[c;r5:4][c;r5:5]=[c;z2;r5;R1:6]>>[O,S,NX2:2]=[CX3;z2;r5:3][C;r5:4]=[C;r5:5][Cz2;r5;R1;!H0:6]		PT_23_02

		[O,S,NX3;H1:2][cX3;z2;r5:3]=[c;r5:4][c;r5:5]=[c;z2;r5;R2:6]>>[O,S,NX2:2]=[CX3;z2;r5:3][C;r5:4]=[C;r5:5][Cz2;r5;R2;!H0:6]		PT_23_03

		[OX2;H1:2][N;z1;X3!$(N=O);H0:3][CX3,c,n,NX2;r5:4]=[n,NX2,CX3;r5:5]>>[O&-:2][N+;z1;X3;H0:3]=[c,CX3,n,NX2;r5:4][n,NX3,CX4;r5;!H0:5]		PT_24_00

		[OX2;H1:2][N;z2;X3!$(N=O);H0:3][CX3,c,n,NX2;r5:4]=[n,NX2,CX3;r5:5]>>[O&-:2][N+;z2;X3;H0:3]=[c,CX3,n,NX2;r5:4][n,NX3,CX4;r5;!H0:5]		PT_24_01

		[OX2;H1:2][NX3r5:3][c,C;r5:4]=[c,C;r5:5][CX3,NX2r5:6]=[NX2:7]>>[O&-&H0:2][NX3z2&+;r5:3]=[c,C;r5:4][c,C;r5:5]=[CX3,NX2r5:6][NX3;!H0:7]		PT_25_00

		[O;H1:2][NX3r6:3][C;r6:4]=[C;r6:5][C;z1;r6:6]=[O,NX2,S:7]>>[O&-&H0:2][n&+,N&+;X3;z1;r6:3]=[c,C;r6:4][c,C;r6:5]=[c,C;z1;r6:6][O,NX3,S;!H0:7]		PT_26_00

		[OX2,CX4;H1:1][c:2]1=[cR2:3]([c:4])[cR2:6]([c:5])=[c:7][cR2:8](=[c:9])[cR2:11]1=[c:10]>>[C;!H0:7]1[cR2:6]([c:5])=[cR2:3]([c:4])[C:2](=[O,CX3:1])[cR2:11](=[c:10])[cR2:8]1=[c:9]		PT_27_00

		[O;H1:11][c:10]1=[c;a;r5:9]([c,s;r5:6])[c;a;r5:8]([c,s;r5:7])=[c:5][c;a:4]([c,s:1])=[c;a:3]1[c,s:2]>>[C;!H0:5]1[c;a:4]([c,s:1])=[c;a:3]([c,s:2])[C:10](=[O:11])[c;a;r5:9]([c,s;r5:6])=[c;a;r5:8]1[c,s;r5:7]		PT_27_01

		[CX4;H1:2][c;r6:3]=[c;r6:4][c;r6:5]=[c;r6:6][N+:7]([O-:9])=[O:8]>>[CX3:2]=[C;r6:3][C;r6:4]=[C;r6:5][C;r6:6]=[N+:7]([O-:9])[O;!H0:8]		PT_28_00

		[CX4;H1:2][c;r6:3]=[c;r6:4][NX3+:5]([O-:7])=[O:6]>>[CX3:2]=[C;r6:3][C;r6:4]=[NX3+:5]([O-:7])[O;!H0:6]		PT_29_00

		[CX4;H1:2][c;r6:3]=[c;r6:4][CX3:5]([#1:7])=[OX1:6]>>[CX3:2]=[C;r6:3][C;r6:4]=[CX3:5]([#1:7])[OX2;!H0:6]		PT_29_01

		[N;H1:2][N+:3]([O-:5])=[O:4]>>[N:2]=[N+:3]([O-:5])[O;!H0:4]		PT_30_00

		[CX4z1;H1:2]1[CX3:3]=[CX3:4][CX3:5]=[CX3;!a:6][SX4:7]1(=[O])(=[O])>>[CX3z1;!a:2]1=[CX3:3][CX3:4]=[CX3:5][CX4;!H0:6][SX4:7]1(=[O])(=[O])		PT_31_00

		[CX4;$([C][CX3]=,-[OX1]);H1:2][CX2:3]#[NX1:4]>>[CX3;$([C][CX3]=,-[OX1]):2]=[C:3]=[NX2;!H0:4]		PT_32_00

		[CX4;$([C][CX3]=,-[OX2]);H1:2][CX2:3]#[NX1:4]>>[CX3;$([C][CX3]=,-[OX2]):2]=[C:3]=[NX2;!H0:4]		PT_32_01

		[CX4;$([C][CX4]=,-[OX1]);H1:2][CX2:3]#[NX1:4]>>[CX3;$([C][CX4]=,-[OX1]):2]=[C:3]=[NX2;!H0:4]		PT_32_02

		[CX4;$([C][CX4]=,-[OX2]);H1:2][CX2:3]#[NX1:4]>>[CX3;$([C][CX4]=,-[OX2]):2]=[C:3]=[NX2;!H0:4]		PT_32_03

		[CX4;H1:2][CX3:3]=[C;$([CX3][CX2]=,#[N,O]):4][CX2:5]#[NX1:6]>>[CX3:2]=[CX3:3][C;$([CX3][CX2]=,#[N,O]):4]=[C:5]=[NX2;!H0:6]		PT_33_00

		[CX4;H1:2][CX3:3]=[C;$([CX3][CX3]=,#[N,O]):4][CX2:5]#[NX1:6]>>[CX3:2]=[CX3:3][C;$([CX3][CX3]=,#[N,O]):4]=[C:5]=[NX2;!H0:6]		PT_33_01

		[CX4;H1:2][PX4:3]=[C;$([CX2]~[PX3]):4]>>[CX3:2]=[PX4:3][C;$([CX3]~[PX3]);!H0:4]		PT_34_00

		[CX4;H1:2][PX4:3]=[C;$([CX2]~[PX4]):4]>>[CX3:2]=[PX4:3][C;$([CX3]~[PX4]);!H0:4]		PT_34_01

		[CX4;H1:2][PX4:3]=[C;$([CX3]~[PX3]):4]>>[CX3:2]=[PX4:3][C;$([CX4]~[PX3]);!H0:4]		PT_34_02

		[CX4;H1:2][PX4:3]=[C;$([CX3]~[PX4]):4]>>[CX3:2]=[PX4:3][C;$([CX4]~[PX4]);!H0:4]		PT_34_03

		[Sv2X2:1][OX2;H1:2]>>[Sv4X3;!H0:1]=[OX1:2]		PT_35_00

		[CX3:1]=[NX2:2][OX2;H1:3]>>[CX3:1]=[NX3+:2][OX1-;!H0:3]		PT_36_00

		[NX2:1]=[CX3:2][SX2:3][OX2;H1:4]>>[NX3;!H0:1][CX3:2]=[SX2+:3][OX1-:4]		PT_37_00

		[CX4;!a;H1:2][CX3;!a:3]=[NX3+:4][SiX4-:5]([NX3:7])([NX3:8])=[O:6]>>[CX3;!a:2]=[CX3;!a:3][NX3:4][SiX4:5]([NX3:7])([NX3:8])[OX2;!H0:6]		PT_38_00

		[CX3,NX2:1]=[NX3+:2]([O-:3])[CX4;H1:4]>>[CX4,NX3;!H0:1][NX3+:2]([O-:3])=[CX3:4]		PT_39_00

		[PX4;H1:2]=[C;$([CX3][PX4+]):3][CX3z1:4]=[O:5]>>[PX3:2][C;$([CX3][PX4+]):3]=[CX3z1:4][OX2;!H0:5]		PT_40_00

		[SX2,NX3,OX2;!R;H1:2][CX3,c;r5:3]=[NX3+r5:4][OX1-:5]>>[SX1,NX2,OX1;!R:2]=[CX3,c;r5:3][NX3r5:4][OX2;!H0:5]		PT_41_00

		[SX2,NX3,OX2;!R;H1:2][CX3,c;r5:3]=[NX3+r6:4][OX1-:5]>>[SX1,NX2,OX1;!R:2]=[CX3,c;r5:3][NX3r6:4][OX2;!H0:5]		PT_41_01

		[SX2,NX3,OX2;!R;H1:2][CX3,c;r6:3]=[NX3+r5:4][OX1-:5]>>[SX1,NX2,OX1;!R:2]=[CX3,c;r6:3][NX3r5:4][OX2;!H0:5]		PT_41_02

		[SX2,NX3,OX2;!R;H1:2][CX3,c;r6:3]=[NX3+r6:4][OX1-:5]>>[SX1,NX2,OX1;!R:2]=[CX3,c;r6:3][NX3r6:4][OX2;!H0:5]		PT_41_03

		[CX4;H1:4]1[NX3,O,S,Se:5][CX3:6](=[O:7])[CX3:2]=[CX3,aX3:3]1>>[CX4;!H0:2]1[CX3:3]=[CX3:4][NX3,O,S,Se:5][CX3:6]1=[O:7]		PT_42_00

		[CX4;H1:2][c:5]1=[c:9]2[c:8]=[c:7][c:6]=[c:11][c:10]2=[c:4][#8:3]1>>[CX4;!H0:4]1[#8:3][CX3:5](=[CX3!c:2])[c:9]2=[c:10]1[c:11]=[c:6][c:7]=[c:8]2		PT_43_00

		[CX4;$([C][C]#[N]),$([C][C](=[O])[O]);H1:6][c:5]1=[cR1:4][c:3]=[c:2][nX3:1]1>>[CX4R1;!H0:4]1[CX3:3]=[CX3:2][NX3:1][CX3:5]1=[CX3;$([C][C]#[N]),$([C][C](=[O])[O]):6]		PT_44_00

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r5!c;z0:5]=[CX3R1r5!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r5;z0:5][CX4R1r5:6][CR;!H0:7]		PT_45_00

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r5!c;z0:5]=[CX3R1r6!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r5;z0:5][CX4R1r6:6][CR;!H0:7]		PT_45_01

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r5!c;z0:5]=[CX3R1r7!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r5;z0:5][CX4R1r7:6][CR;!H0:7]		PT_45_02

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r5!c;z0:5]=[CX3R1r8!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r5;z0:5][CX4R1r8:6][CR;!H0:7]		PT_45_03

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r6!c;z0:5]=[CX3R1r5!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r6;z0:5][CX4R1r5:6][CR;!H0:7]		PT_45_04

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r6!c;z0:5]=[CX3R1r6!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r6;z0:5][CX4R1r6:6][CR;!H0:7]		PT_45_05

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r6!c;z0:5]=[CX3R1r7!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r6;z0:5][CX4R1r7:6][CR;!H0:7]		PT_45_06

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r6!c;z0:5]=[CX3R1r8!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r6;z0:5][CX4R1r8:6][CR;!H0:7]		PT_45_07

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r7!c;z0:5]=[CX3R1r5!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r7;z0:5][CX4R1r5:6][CR;!H0:7]		PT_45_08

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r7!c;z0:5]=[CX3R1r6!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r7;z0:5][CX4R1r6:6][CR;!H0:7]		PT_45_09

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r7!c;z0:5]=[CX3R1r7!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r7;z0:5][CX4R1r7:6][CR;!H0:7]		PT_45_10

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r7!c;z0:5]=[CX3R1r8!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r7;z0:5][CX4R1r8:6][CR;!H0:7]		PT_45_11

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r8!c;z0:5]=[CX3R1r5!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r8;z0:5][CX4R1r5:6][CR;!H0:7]		PT_45_12

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r8!c;z0:5]=[CX3R1r6!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r8;z0:5][CX4R1r6:6][CR;!H0:7]		PT_45_13

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r8!c;z0:5]=[CX3R1r7!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r8;z0:5][CX4R1r7:6][CR;!H0:7]		PT_45_14

		[CX4H1:2]([CH3:3])([CH3:4])[CX3R1r8!c;z0:5]=[CX3R1r8!c:6][CR;!c:7]>>[CX3:2]([CH3:3])([CH3:4])=[CX3R1r8;z0:5][CX4R1r8:6][CR;!H0:7]		PT_45_15

		[CX4;$(C[S](=[O])[O]);H1:7][C:1]1=[C:6][C:5]=[NX2+0:4][C:3]=[C:2]1>>[N;!H0:4]1[C:3]=[C:2][C:1](=[CX3;$(C[S](=[O])[O]):7])[C:6]=[C:5]1		PT_46_00

		[CX4;H1:8]1[#7X2:9]=[CX3:7][c:6]2=[c:5]1[c:4]=[c:3][c:2]=[c:1]2>>[#7X3;!H0:9]1[c:7]=[c:6]2[c:1]=[c:2][c:3]=[c:4][c:5]2=[c:8]1		PT_47_00

		[OX2;H1:10][c:2]1=[c:3][c:4]=[c:5][c:6]2=[c:1]1[C:8](=[O:11])[O:7][C:9]2>>[OX1:10]=[C:2]1[C:3]=[C:4][CX4;!H0:5][C:6]2=[C:1]1[C:8](=[O:11])[O:7][C:9]2		PT_48_00

		[OX2;H1:8][NX3R1r5:1]([aR:2])[cR1:5]=[cR1r5:4]([aR1:3])[CX3:6]=[O:7]>>[OX1-:8][NX3+R1r5:1]([a,AR:2])=[CR1r5:5][CX3R1r5:4]([a,AR:3])=[CX3:6][OX2;!H0:7]		PT_49_00

		[O,N,S,Se,Te;H1:2][#6R1;!c;z2:3]1[#6;!c;R1:4][O,N,S,Se,Te;R1:5]1>>[O,N,S,Se,Te:2]=[C;!R;z1:3][#6;!R:4][O,N,S,Se,Te;!R;!H0:5]		RC_01_00

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[#6;R1:4]~[C;R1:6][O,N,S,Se,Te;R1:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][C;!R:4][C;!R:6][O,N,S,Se,Te;!R;!H0:5]		RC_02_00

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R0:4]~[R0:7][!R:6][O,N,S,Se,Te;!H0:5]		RC_03_00

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R0:4]~[R1:7][!R:6][O,N,S,Se,Te;!H0:5]		RC_03_01

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R1:4]~[R0:7][!R:6][O,N,S,Se,Te;!H0:5]		RC_03_02

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R1:4]~[R1:7][!R:6][O,N,S,Se,Te;!H0:5]		RC_03_03

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R0:7][R0:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[R:6][O,N,S,Se,Te;R1:5]1		RC_03_04

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R0:7][R1:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[R:6][O,N,S,Se,Te;R1:5]1		RC_03_05

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R1:7][R0:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[R:6][O,N,S,Se,Te;R1:5]1		RC_03_06

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R1:7][R1:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[R:6][O,N,S,Se,Te;R1:5]1		RC_03_07

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7][R0:6][N,nx3;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[R:6][N,nx3:5]1		RC_03_08

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7][R1:6][N,nx3;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[R:6][N,nx3:5]1		RC_03_09

		[OX2;H1:2][BX3:3]([OX2])[cr6:4][cr6:5][CX3:6]=[OX1:7]>>[OX2:2]1[BX3:3]([OX2])[cr5:4][cr5:5][CX4:6]1[OX2;!H0:7]		RC_03_10

		[OX2;H1:2][BX3:3]([OX2])[cr6:4][cr6:5][CX3:6]=[OX1:7]>>[OX2:2]1[BX3:3]([OX2])[cr5:4][cr6:5][CX4:6]1[OX2;!H0:7]		RC_03_11

		[OX2;H1:2][BX3:3]([OX2])[cr6:4][cr6:5][CX3:6]=[OX1:7]>>[OX2:2]1[BX3:3]([OX2])[cr6:4][cr5:5][CX4:6]1[OX2;!H0:7]		RC_03_12

		[OX2;H1:2][BX3:3]([OX2])[cr6:4][cr6:5][CX3:6]=[OX1:7]>>[OX2:2]1[BX3:3]([OX2])[cr6:4][cr6:5][CX4:6]1[OX2;!H0:7]		RC_03_13

		[OX2;H1:2][CX4;!R:3][CX4:4][CX4:5][CX3;!c:6]=[CX3!c;$([C][CX3](=[OX1])[OX2]):7]>>[OX2:2]1[CX4:3][CX4:4][CX4:5][CX4:6]1[CX4;$([C][CX3](=[OX1])[OX2]);!H0:7]		RC_03_04

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[C;R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R0:4]~[R0:7]~[!R:8]~[!C:6][O,N,S,Se,Te;!H0:5]		RC_04_00_00

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[C;R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R0:4]~[R1:7]~[!R:8]~[!C:6][O,N,S,Se,Te;!H0:5]		RC_04_00_01

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[C;R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R1:4]~[R0:7]~[!R:8]~[!C:6][O,N,S,Se,Te;!H0:5]		RC_04_00_02

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[C;R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R1:4]~[R1:7]~[!R:8]~[!C:6][O,N,S,Se,Te;!H0:5]		RC_04_00_03

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R0:7]~[R0:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[R1:6][O,N,S,Se,Te;R:5]1		RC_04_01_00

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R0:7]~[R1:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[R1:6][O,N,S,Se,Te;R:5]1		RC_04_01_01

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R1:7]~[R0:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[R1:6][O,N,S,Se,Te;R:5]1		RC_04_01_02

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R1:7]~[R1:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[R1:6][O,N,S,Se,Te;R:5]1		RC_04_01_03

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[R0:8]~[R0:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[R:6][O,N,S,Se,Te;R1:5]1		RC_04_02_00

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[R0:8]~[R1:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[R:6][O,N,S,Se,Te;R1:5]1		RC_04_02_01

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[R1:8]~[R0:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[R:6][O,N,S,Se,Te;R1:5]1		RC_04_02_02

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[R1:8]~[R1:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[R:6][O,N,S,Se,Te;R1:5]1		RC_04_02_03

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[R0:6][N;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[R:6][N:5]1		RC_04_03_00

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[R1:6][N;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[R:6][N:5]1		RC_04_03_01

		[NX3!R;H1:2][SX4:3](=[O:4])(=[O:5])[c:6]=[c:7][NX3:8][CX3!c:9]=[CX3!c:10]>>[NX3:2]1[SX4:3](=[O:4])(=[O:5])[c:6]=[c:7][NX3:8][CX4:9]1[CX4;!H0:10]		RC_04_04

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[*;R1:9]~[R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R0:4]~[R0:7]~[!R:8]~[!R:9]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_05_00_00

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[*;R1:9]~[R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R0:4]~[R1:7]~[!R:8]~[!R:9]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_05_00_01

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[*;R1:9]~[R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R1:4]~[R0:7]~[!R:8]~[!R:9]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_05_00_02

		[O,N,S,Se,Te;H1:2][#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[*;R1:9]~[R1:6][O,N,S,Se,Te;R:5]1>>[O,N,S,Se,Te:2]=[C;!R:3][R1:4]~[R1:7]~[!R:8]~[!R:9]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_05_00_03

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R0:7]~[R0:8]~[!R:9]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[*;R1:9]~[R1:6][O,N,S,Se,Te;R:5]1		RC_05_01_00

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R0:7]~[R1:8]~[!R:9]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[*;R1:9]~[R1:6][O,N,S,Se,Te;R:5]1		RC_05_01_01

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R1:7]~[R0:8]~[!R:9]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[*;R1:9]~[R1:6][O,N,S,Se,Te;R:5]1		RC_05_01_02

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[R1:7]~[R1:8]~[!R:9]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[*;R1:9]~[R1:6][O,N,S,Se,Te;R:5]1		RC_05_01_03

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[R0:8]~[R0:9]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[*:9]~[R1:6][O,N,S,Se,Te;R:5]1		RC_05_02_00

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[R0:8]~[R1:9]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[*:9]~[R1:6][O,N,S,Se,Te;R:5]1		RC_05_02_01

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[R1:8]~[R0:9]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[*:9]~[R1:6][O,N,S,Se,Te;R:5]1		RC_05_02_02

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[R1:8]~[R1:9]~[!R:6][O,N,S,Se,Te;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[*:9]~[R1:6][O,N,S,Se,Te;R:5]1		RC_05_02_03

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[R0:9]~[R0:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*:9]~[R:6][O,N,S,Se,Te;R1:5]1		RC_05_03_00

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[R0:9]~[R1:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*:9]~[R:6][O,N,S,Se,Te;R1:5]1		RC_05_03_01

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[R1:9]~[R0:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*:9]~[R:6][O,N,S,Se,Te;R1:5]1		RC_05_03_02

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[R1:9]~[R1:6][O,N,S,Se,Te;!R;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*:9]~[R:6][O,N,S,Se,Te;R1:5]1		RC_05_03_03

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[!R:9]~[R0:6][N;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*;R1:9]~[R:6][N:5]1		RC_05_04_00

		[O,N,S,Se,Te:2]=[C;!R:3][!R:4]~[!R:7]~[!R:8]~[!R:9]~[R1:6][N;H1:5]>>[O,N,S,Se,Te;!H0:2][#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*;R1:9]~[R:6][N:5]1		RC_05_04_01

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R0:4]~[R0:7]~[#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_06_00_00

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R0:4]~[R1:7]~[#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_06_00_01

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R1:4]~[R0:7]~[#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_06_00_02

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R1:4]~[R1:7]~[#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_06_00_03

		[N;X1:2]#[C;!R:3][!R:4]~[R0:7]~[#6;R0:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_06_01_00

		[N;X1:2]#[C;!R:3][!R:4]~[R0:7]~[#6;R1:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_06_01_01

		[N;X1:2]#[C;!R:3][!R:4]~[R1:7]~[#6;R0:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_06_01_02

		[N;X1:2]#[C;!R:3][!R:4]~[R1:7]~[#6;R1:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_06_01_03

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[#6;R0:6][N;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[#6R:6][N:5]1		RC_06_02_00

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[#6;R1:6][N;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[#6R:6][N:5]1		RC_06_02_01

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R0:4]~[R0:7]~[*;!R:8]~[#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_07_00_00

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R0:4]~[R1:7]~[*;!R:8]~[#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_07_00_01

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R1:4]~[R0:7]~[*;!R:8]~[#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_07_00_02

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R1:4]~[R1:7]~[*;!R:8]~[#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_07_00_03

		[N;X1:2]#[C;!R:3][!R:4]~[R0:7]~[*;R0:8]~[#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_07_01_00

		[N;X1:2]#[C;!R:3][!R:4]~[R0:7]~[*;R1:8]~[#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_07_01_01

		[N;X1:2]#[C;!R:3][!R:4]~[R1:7]~[*;R0:8]~[#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_07_01_02

		[N;X1:2]#[C;!R:3][!R:4]~[R1:7]~[*;R1:8]~[#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_07_01_03

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[*;R0:8]~[#6;R0:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_07_02_00

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[*;R0:8]~[#6;R1:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_07_02_01

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[*;R1:8]~[#6;R0:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_07_02_02

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[*;R1:8]~[#6;R1:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_07_02_03

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[!R:8]~[#6;R0:6][N;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[#6R:6][N:5]1		RC_07_03_00

		[N;X1:2]#[C;!R:3][!R:4]~[!R:7]~[!R:8]~[#6;R1:6][N;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[#6R:6][N:5]1		RC_07_03_01

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[*;R1:9]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R0:4][R0:7][*;!R:8][*;!R:9][#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_08_00_00

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[*;R1:9]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R0:4][R1:7][*;!R:8][*;!R:9][#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_08_00_01

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[*;R1:9]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R1:4][R0:7][*;!R:8][*;!R:9][#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_08_00_02

		[N;H1:2]=[#6R1;!c:3]1[*:4]~[*:7]~[*;R1:8]~[*;R1:9]~[#6R1:6][O,N,S,Se,Te;R:5]1>>[N;X1:2]#[C;!R:3][R1:4][R1:7][*;!R:8][*;!R:9][#6;!R:6][O,N,S,Se,Te;!H0:5]		RC_08_00_03

		[N;X1:2]#[C;!R:3][!R:4][R0:7][*;R0:8][*;!R:9][#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[*;R1:9]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_08_01_00

		[N;X1:2]#[C;!R:3][!R:4][R0:7][*;R1:8][*;!R:9][#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[*;R1:9]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_08_01_01

		[N;X1:2]#[C;!R:3][!R:4][R1:7][*;R0:8][*;!R:9][#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[*;R1:9]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_08_01_02

		[N;X1:2]#[C;!R:3][!R:4][R1:7][*;R1:8][*;!R:9][#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*:7]~[*:8]~[*;R1:9]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_08_01_03

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;R0:8][*;R0:9][#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[*:9]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_08_02_00

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;R0:8][*;R1:9][#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[*:9]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_08_02_01

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;R1:8][*;R0:9][#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[*:9]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_08_02_02

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;R1:8][*;R1:9][#6;!R:6][O,N,S,Se,Te;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*:8]~[*:9]~[#6R1:6][O,N,S,Se,Te;R:5]1		RC_08_02_03

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;!R:8][*;R0:9][#6;R0:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*:9]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_08_03_00

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;!R:8][*;R0:9][#6;R1:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*:9]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_08_03_01

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;!R:8][*;R1:9][#6;R0:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*:9]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_08_03_02

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;!R:8][*;R1:9][#6;R1:6][O,N,S,Se,Te;!R;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*:9]~[#6R:6][O,N,S,Se,Te;R1:5]1		RC_08_03_03

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;!R:8][*;!R:9][#6;R0:6][N;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*;R1:9]~[#6R:6][N:5]1		RC_08_04_00

		[N;X1:2]#[C;!R:3][!R:4][!R:7][*;!R:8][*;!R:9][#6;R1:6][N;H1:5]>>[N;!H0:2]=[#6R1;!c:3]1[*;R1:4]~[*;R1:7]~[*;R1:8]~[*;R1:9]~[#6R:6][N:5]1		RC_08_04_01

		[N;R1;X3;H1:3]1[!a:4]~[R:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R,X2;+0:3][*:4]~[*:6][O,N,S,Se,Te;!R;!H0:5]		RC_09_00

		[C;!R;z1;X3:2]=[N;!R,X2;+0:3][!R:4]~[*:6][N;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[R:6][N:5][#6R;z2;X4:2]1		RC_09_01

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:7])[*:4]~[*:6][O,N,S,Se,Te;!R;H1:5]>>[O;!H0:7][N;R1:3]1[!a:4]~[R:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_09_02

		[N;R1;X3;H1:3]1[!a:4]~[*:7]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R;+0:3][R0:4]~[*;R0:7]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_10_00_00

		[N;R1;X3;H1:3]1[!a:4]~[*:7]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R;+0:3][R0:4]~[*;R1:7]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_10_00_01

		[N;R1;X3;H1:3]1[!a:4]~[*:7]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R;+0:3][R1:4]~[*;R0:7]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_10_00_02

		[N;R1;X3;H1:3]1[!a:4]~[*:7]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R;+0:3][R1:4]~[*;R1:7]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_10_00_03

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;R0:7]~[R0:6][O,N,S,Se,Te;!R;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*:7]~[*:6][O,N,S,Se,Te;R1:5][#6R;z2;X4:2]1		RC_10_01_00

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;R0:7]~[R1:6][O,N,S,Se,Te;!R;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*:7]~[*:6][O,N,S,Se,Te;R1:5][#6R;z2;X4:2]1		RC_10_01_01

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;R1:7]~[R0:6][O,N,S,Se,Te;!R;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*:7]~[*:6][O,N,S,Se,Te;R1:5][#6R;z2;X4:2]1		RC_10_01_02

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;R1:7]~[R1:6][O,N,S,Se,Te;!R;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*:7]~[*:6][O,N,S,Se,Te;R1:5][#6R;z2;X4:2]1		RC_10_01_03

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[R0:6][N;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*:6][N:5][#6R;z2;X4:2]1		RC_10_02_00

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[R1:6][N;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*:6][N:5][#6R;z2;X4:2]1		RC_10_02_01

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:8])[R0:4]~[*;R0:7]~[!R:6][O,N,S,Se,Te;H1:5]>>[O;!H0:8][N;R1;X3:3]1[!a:4]~[*:7]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_10_03_00

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:8])[R0:4]~[*;R1:7]~[!R:6][O,N,S,Se,Te;H1:5]>>[O;!H0:8][N;R1;X3:3]1[!a:4]~[*:7]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_10_03_01

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:8])[R1:4]~[*;R0:7]~[!R:6][O,N,S,Se,Te;H1:5]>>[O;!H0:8][N;R1;X3:3]1[!a:4]~[*:7]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_10_03_02

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:8])[R1:4]~[*;R1:7]~[!R:6][O,N,S,Se,Te;H1:5]>>[O;!H0:8][N;R1;X3:3]1[!a:4]~[*:7]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_10_03_03

		[N;R1;X3;H1:3]1[!a:4]~[*:7]~[*;R1:8]~[R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R;+0:3][R0:4]~[*;R0:7]~[*;!R:8]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_11_00_00

		[N;R1;X3;H1:3]1[!a:4]~[*:7]~[*;R1:8]~[R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R;+0:3][R0:4]~[*;R1:7]~[*;!R:8]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_11_00_01

		[N;R1;X3;H1:3]1[!a:4]~[*:7]~[*;R1:8]~[R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R;+0:3][R1:4]~[*;R0:7]~[*;!R:8]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_11_00_02

		[N;R1;X3;H1:3]1[!a:4]~[*:7]~[*;R1:8]~[R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1>>[C;!R;z1;X3:2]=[N;!R;+0:3][R1:4]~[*;R1:7]~[*;!R:8]~[!R:6][O,N,S,Se,Te;!H0:5]		RC_11_00_03

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;R0:7]~[*;R0:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*:7]~[*:8]~[R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_01

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;R0:7]~[*;R1:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*:7]~[*:8]~[R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_01

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;R1:7]~[*;R0:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*:7]~[*:8]~[R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_01

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;R1:7]~[*;R1:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*:7]~[*:8]~[R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_01

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[*;R0:8]~[R0:6][O,N,S,Se,Te;!R;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*:8]~[R:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_02_00

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[*;R0:8]~[R1:6][O,N,S,Se,Te;!R;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*:8]~[R:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_02_01

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[*;R1:8]~[R0:6][O,N,S,Se,Te;!R;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*:8]~[R:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_02_02

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[*;R1:8]~[R1:6][O,N,S,Se,Te;!R;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*:8]~[R:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_02_03

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[*;!R:8]~[R0:6][N;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*;R1:8]~[R:6][N:5][#6R;z2;X4:2]1		RC_11_03_00

		[C;!R;z1;X3:2]=[N;!R;+0:3][!R:4]~[*;!R:7]~[*;!R:8]~[R1:6][N;H1:5]>>[N;R1;X3;!H0:3]1[!a;R1:4]~[*;R1:7]~[*;R1:8]~[R:6][N:5][#6R;z2;X4:2]1		RC_11_03_01

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:9])[R0:4]~[*;R0:7]~[*:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[O;!H0:9][N;R1;X3:3]1[!a:4]~[*:7]~[*:8]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_04_00

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:9])[R0:4]~[*;R1:7]~[*:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[O;!H0:9][N;R1;X3:3]1[!a:4]~[*:7]~[*:8]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_04_01

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:9])[R1:4]~[*;R0:7]~[*:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[O;!H0:9][N;R1;X3:3]1[!a:4]~[*:7]~[*:8]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_04_02

		[C;!R;z1;X3:2]=[N+;!R:3]([O-:9])[R1:4]~[*;R1:7]~[*:8]~[!R:6][O,N,S,Se,Te;H1:5]>>[O;!H0:9][N;R1;X3:3]1[!a:4]~[*:7]~[*:8]~[*;R1:6][O,N,S,Se,Te;R:5][#6R;z2;X4:2]1		RC_11_04_03

		[OX2;R:2]1[*R:3]~[*R:4][NX3;H1:5][PX5R:6]1>>[O;!R;!H0:2][*:3]~[*:4][NX2;!R;+0:5]=[PX4;!R:6]		RC_12_00

		[OX1:2]=[CX2;z2:3]=[NX2;!R:4][c;!R;!$(*=[#7,#8,#16]):5]~[c;!R:6]!:[C;!R:7][NX3;!R:8][#1:1]>>[O:2]=[CX3;z3;R:3]1[NX3;R:4]([#1:1])[c;R1;!$(*=[#7,#8,#16]):5]~[c;R1:6]!:[C;R1:7][NX3;R:8]1		RC_13_00_00

		[OX1:2]=[CX2;z2:3]=[NX2;!R:4][c;R1;!$(*=[#7,#8,#16]):5]~[c;R1:6]!:[C;R1}:7][NX3;!R:8][#1:1]>>[O:2]=[CX3;z3;R:3]1[NX3;R:4]([#1:1])[c;R2;!$(*=[#7,#8,#16]):5]~[c;R2:6]!:[C;R2:7][NX3;R:8]1		RC_13_00_01

		[NX3;H1:2][CX2:3][NX3:4][CX3;R1:5]1[SX2;R1:6][NX3;R1:7][CX3;R1:8](=[O:9])[NX2:10]=1>>[NX3;R:2]1[CX2;R:3][NX3;R:4][CX3;R:5](=[NX2:10][CX3:8](=[O:9])[NX3;!H0:7])[SX2;R1:6]1		RC_14_00_00

		[NX3;H1:2][CX3:3][NX3:4][CX3;R1:5]1[SX2;R1:6][NX3;R1:7][CX3;R1:8](=[O:9])[NX2:10]=1>>[NX3;R:2]1[CX3;R:3][NX3;R:4][CX3;R:5](=[NX2:10][CX3:8](=[O:9])[NX3;!H0:7])[SX2;R1:6]1		RC_14_00_01

		[NX3,OX2;H1:2][CX4!R:3][CX4:4][CX4:5][CX3!c:6]=[NX3+:7][OX1-:8]>>[NX3,OX2:2]1[CX4:3][CX4:4][CX4:5][CX4:6]1[NX3:7][OX2;!H0:8]		RC_15_00

		[OX2;H1:2][CX4:3][PX3:4][CX4:5][OX2:6][BX3:7]>>[OX2:2]1[CX4:3][PX3:4][CX4:5][OX2:6][BX4-;!H0:7]1		RC_16_00

		[OX2:2]1[CX4:3][PX4;$(P=[O,S,Se]):4][CX4:5][OX2:6][BX4-:7]1.[NX4+;H1:8]>>[OX2;!H0:2][CX4:3][PX4;$(P=[O,S,Se]):4][CX4:5][OX2:6][BX4-:7][NX4+:8]		RC_17_00

		[OX2;H1:2][CX4:3][c:4]=[c:5][P:6]=[OX1:7]>>[OX2:2]1[CX4:3][c:4]=[c:5][P:6]1[OX2;!H0:7]		RC_18_00

		[CX4;H1:2]([NX3+:3]([O-:5])=[O:4])[CX4:6][CX4:7][CX3:8]=[CX3:9]>>[CX3:2](=[NX3+:3]([O-:5])[O:4]1)[CX4:6][CX4:7][CX4:8]1[CX4;!H0:9]		RC_19_00

		[OX2,NX3;H1:2][CX4!R,CD4!R2:3][CX4:4][NX3+:5]([OX1-:7])=[CX3:6]>>[OX2,NX3:2]1[CX4:3][CX4:4][NX3:5]([OX2;!H0:7])[CX4:6]1		RC_20_00

		[CX4;H1:2]([NX3+:3]([O-:5])=[O:4])[CX4:6][CX4:7][CX3:8]=[CX3:9]>>[CX4:2]1([NX3+:3]([O-:5])=[O:4])[CX4:6][CX4:7][CX4:8]1[CX4;!H0:9]		RC_21_00

		[OX2;H1:2][NX2:3]=[CX3:4][CX4:5][NX3+:6]([OX1-:7])=[CX3:8]>>[OX1-:2][NX3+:3]1=[CX3:4][CX4:5][NX3:6]([OX2;!H0:7])[CX4:8]1		RC_22_00

		[OX2;H1:2][CX4:3][CX4:4][CX4:5][NX3+:6]([OX1-:7])=[CX3:8]>>[OX2:2]1[CX4:3][CX4:4][CX4:5][NX3:6]([OX2;!H0:7])[CX4:8]1		RC_23_00

		[O;H1:10][C:9][cr6:6]=[cr6:1][PX3z0:7]>>[PX5z1;!H0:7]1[O:10][C:9][cr5:6]=[cr5:1]1		RC_24_00

		[O;H1:10][C:9][cr6:6]=[cr6:1][PX3z0:7]>>[PX5z1;!H0:7]1[O:10][C:9][cr5:6]=[cr6:1]1		RC_24_01

		[O;H1:10][C:9][cr6:6]=[cr6:1][PX3z0:7]>>[PX5z1;!H0:7]1[O:10][C:9][cr6:6]=[cr5:1]1		RC_24_02

		[O;H1:10][C:9][cr6:6]=[cr6:1][PX3z0:7]>>[PX5z1;!H0:7]1[O:10][C:9][cr6:6]=[cr6:1]1		RC_24_03

		[OX1:1]=[CX3R1:2][CX3R1:3]=[SX1z0;!R:4]>>[OX2:1]1[c:2]=[c:3][SX2z1:4]1		VT_01_00_00

		[OX1:1]=[CX3R1:2][CX3R1:3]=[SX1z1;!R:4]>>[OX2:1]1[c:2]=[c:3][SX2z2:4]1		VT_01_00_01

		[OX1:1]=[CX3R1:2][CX3R1:3]=[SX2z0;!R:4]>>[OX2:1]1[c:2]=[c:3][SX3z1:4]1		VT_01_00_02

		[OX1:1]=[CX3R1:2][CX3R1:3]=[SX2z1;!R:4]>>[OX2:1]1[c:2]=[c:3][SX3z2:4]1		VT_01_00_03

		[SX1:1]=[CX3:2][CX3:3]=[SX1]>>[SX2:1]1[C:2]=[C:3][SX2:4]1		VT_01_01

		[NX2,nX2:1]=[CX3,cz2:2][NX2z1:3]=[NX2z2+:4]=[NX1-:5]>>[NX3:1]1[Cz2:2]=[NX2z1:3][NX2z2:4]=[NX2z2:5]1		VT_02_00_00

		[NX2,nX2:1]=[CX3,cz3:2][NX2z1:3]=[NX2z2+:4]=[NX1-:5]>>[NX3:1]1[Cz3:2]=[NX2z1:3][NX2z2:4]=[NX2z2:5]1		VT_02_00_01

		[SX1:1]=[Cz2X2:2]=[NX2:3][cr6:4]=[cr6:5][NX2:6]=[NX2:7]>>[SX1:1]=[Cz3X3:2]1[NX2:3]=[C:4][C:5]=[NX2:6][NX3:7]1		VT_03_00

		[NX3:1]1[N:2]=[CR2:3]2[C:4]=[C:5][C:6]=[CR2:7]2[N:8]=[N:9]1>>[NX2:1]=[NX2:2][C:3]1=[C:4][C:5]=[C:6][C:7]1=[NX2+:8]=[NX1-:9]		VT_04_00

		[nX3;$([n][C]#[N]),$([n][N+](=[O])[O-]),$([n][SX4](=[O])=[O]):1]1[c:2]=[c:3][nX2:4]=[nX2:5]1>>[NX2;$([N][C]#[N]),$([N][N+](=[O])[O-]),$([N][SX4](=[O])=[O]):1]=[C:2][C:3]=[NX2+:4]=[NX1-:5]		VT_05_00

		[CX4,OX2,NX3:1]1[CX4:2]2[CX3:3]=[CX3:4][CX3:5]=[CX3:6][CX4:7]21>>[CX4,OX2,NX3:1]1[CX3:2]=[CX3:3][CX3:4]=[CX3:5][CX3:6]=[CX3:7]1		VT_06_00

		[PX4:1]=[CX3:2][NX3:3][CX3:4]=[OX1:5]>>[PX5:1]1[CX3-:2][NX3+:3]=[CX3:4][OX2:5]1		VT_07_00

		[NX2:1]=[NX2:2][cr6:3][cr6:4][NX2+:5]#[NX1:6]>>[NX3+:1]1=[NX2:2][cr6:3][cr6:4][NX2:5]=[NX2:6]1		VT_08_00

		[NX3:10][Pv3:9]([NX3:11])[N:8]=[CX3:7][c:5]1=[N:4][c:3]=[c:2][c:1]=[c:6]1>>[NX3:10][Pv5:9]1([NX3:11])=[N:8][CX3:7]=[C:5]2[N:4]1[C:3]=[C:2][C:1]=[C:6]2		VT_09_00

		[NX2z1:9]=[NX2:8][c:6]1=[c:1]([c:2]=[c:3][c:4]=[c:5]1)[PX3:7]>>[PX4+:7]1[Nz2:9][N-:8][c:6]2=[c:1]1[c:2]=[c:3][c:4]=[c:5]2		VT_10_00




