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Abstract
Cx»HxN,0,, monoclinic, P2; (no. 4), a = 7.1425(7) A,
b = 9.2733(8) A, ¢ = 14.3161(13) A, B = 93.592(4)°,

V'=946.36(15) A%, Z = 2, Ry/(F) = 0.0461, WR,o[(F?) = 0.1148,
T=1732) K.

CCDC no.: 2170731

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

Source of material

The title compound was prepared by a method reported
earlier [4, 5]. 3-tert-Butyl-2-hydroxy-benzaldehyde (178.23
mg, 1 mmol) dissolved in ethanol solution (5 mL) was added
to 1-(4-aminophenyl)ethanone O-ethyl-oxime (178.21 mg,
1mmol) dissolved in ethanol (5 mL) at 325 K. The mixture was
kept stirring for 6 h. The mixture was cooled to room
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Table 1: Data collection and handling.

Crystal: Plate, yellow

Size: 0.27 x 0.25 x 0.06 mm
Wavelength: Mo Ka radiation (0.71073 A)
u: 0.08 mm™*

Diffractometer, scan mode:
Bmax, cOMpleteness:

N(hkD measureds N(hk[)unique, Rint:
Criterion for /ops, N(hkl)g:

Bruker D8 venture, ¢ and w-scans
27.9°,>99%

15067, 4486, 0.067

lobs >2 o(lobs): 3423

N(param);efineq: 232
Programs: Bruker programs [1], SHELX [2],
OLEX2 [3]

temperature and filtered. The filtrate was recrystallized and
several clear yellow crystals were obtained.

Experimental details

Hydrogen atoms were placed in their geometrically ideal-
ized positions and constrained to ride on their parent
atoms.

Comment

Schiff base compounds are an important class of ligands in
coordination chemistry. Schiff base transition metal com-
plexes are attractive because of their show effective
applications in various fields of scientific research. For
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Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (A?).
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X y z Uiso*/Ueq
01 -0.0353 (3) 0.5348 (2) 0.22264 (13) 0.0391 (5)
H1 0.025487 0.529506 0.274695 0.059*
N1 0.0338 (3) 0.4763 (2) 0.39732 (15) 0.0350 (5)
c1 -0.2662 (4) 0.4364 (3) 0.31892 (18) 0.0311 (5)
02 0.9063 (3) 0.4935 (2) 0.74170 (13) 0.0410 (5)
N2 0.7603 (3) 0.5106 (3) 0.67280 (16) 0.0395 (6)
Cc2 -0.2126 (4) 0.4882 (3) 0.23149 (18) 0.0303 (5)
c3 -0.3403 (4) 0.4909 (3) 0.15240 (19) 0.0316 (6)
C4 -0.5195 (4) 0.4379 (3) 0.1643 (2) 0.0384 (6)
H4 -0.608369 0.437851 0.112034 0.046*
c7 -0.2810 (4) 0.5464 (3) 0.05724 (19) 0.0386 (6)
cé6 -0.4486 (4) 0.3846 (3) 0.3263 (2) 0.0378 (6)
Hé6 —-0.485682 0.349011 0.384577 0.045*
c5 -0.5743 (4) 0.3848 (3) 0.2497 (2) 0.0426 (7)
H5 —-0.697889 0.349021 0.254794 0.051*
C8 -0.4479 (5) 0.5504 (4) -0.0160 (2) 0.0541 (9)
H8A —-0.406212 0.588232 -0.075168 0.081*
H8B -0.546358 0.612942 0.006301 0.081*
H8C -0.497521 0.452717 -0.025835 0.081*
(@) -0.2055 (5) 0.7008 (4) 0.0657 (2) 0.0531 (8)
H9A -0.179243 0.736848 0.003538 0.080*
H9B -0.089795 0.701546 0.106281 0.080*
H9C -0.299236 0.762744 0.092765 0.080*
c10 -0.1324 (5) 0.4454 (4) 0.0212 (2) 0.0525 (8)
H10A —-0.099111 0.477382 —-0.040848 0.079*
H10B -0.182307 0.347051 0.016990 0.079*
H10C -0.020449 0.447125 0.064459 0.079*
C11 -0.1353 (4) 0.4311 (3) 0.40019 (18) 0.0340 (6)
H11 -0.175716 0.393032 0.457150 0.041*
C12 0.1696 (4) 0.4600 (3) 0.47326 (17) 0.0320 (6)
Cc13 0.1791 (4) 0.3419 (3) 0.53270 (19) 0.0390 (7)
H13 0.084394 0.269874 0.527131 0.047*
C14 0.3259 (4) 0.3281 (3) 0.60030 (19) 0.0378 (6)
H14 0.329210 0.247092 0.641016 0.045*
C15 0.4686 (4) 0.4304 (3) 0.60972 (17) 0.0303 (5)
C16 0.4563 (4) 0.5499 (3) 0.54949 (17) 0.0335 (6)
H16 0.550199 0.622488 0.554866 0.040*
Cc17 0.3101 (4) 0.5634 (3) 0.48277 (18) 0.0349 (6)
H17 0.305259 0.644950 0.442505 0.042*
C18 0.6306 (4) 0.4159 (3) 0.67996 (18) 0.0319 (6)
c19 0.6369 (4) 0.2995 (3) 0.75214 (19) 0.0427 (7)
H19A 0.566277 0.215654 0.727652 0.064*
H19B 0.581134 0.334833 0.808626 0.064*
H19C 0.767611 0.271685 0.767538 0.064*
c20 1.0450 (4) 0.6024 (3) 0.7285 (2) 0.0403 (7)
H20A 0.988715 0.699527 0.733019 0.048*
H20B 1.095478 0.592274 0.666028 0.048*
c21 1.1987 (4) 0.5828 (3) 0.8037 (2) 0.0452 (7)
H21A 1.250590 0.485318 0.799812 0.068*
H21B 1.147964 0.596494 0.865150 0.068*
H21C 1.297892 0.653770 0.795363 0.068*

example, these metal complexes are widely applied in ion
recognition [6, 7] luminescence materials [8, 9] and su-
pramolecular constructing [10, 11]. Recently, we have also
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investigated the title compound synthesis, structural
characterization, and we predict that this compound can
form stable complexes with transition metals [12].

The crystal structure of the title compound is shown in
the figure. Compared with reported similar structures, all
bond lengths and bond angles are within the normal
ranges [4, 5, 13]. In the title compound, there is a strong
intramolecular O1—H1--:N1 hydrogen bond interaction
(d(N1---H1) = 1.821 A, d(01—H1) = 0.840 A and d(01---N1)
=2.576 A).

Author contributions: All the authors have accepted
responsibility for the entire content of this submitted
manuscript and approved submission.

Research funding: This project was supported by the Open
Project Program of Shihezi University (KX000203).
Conflict of interest statement: The authors declare no
conflicts of interest regarding this article.

References

1. Bruker. APEX2, SAINT and SADABS; Brucker AXS Inc.: Madison,
WI, USA, 2012.

2. Sheldrick G. M. Crystal structure refinement with SHELXL. Acta
Crystallogr. 2015, (71, 3-8.

3. Dolomanov 0. V., Bourhis L. )., Gildea R. ., Howard J. A. K.,
Puschmann H. OLEX2: a complete structure solution, refinement
and analysis program. J. Appl. Crystallogr. 2009, 42, 339-341.

4, Ma).X.,WeiP.,LiQ.L.,FuT.,Zhao). X., Zhao L. Crystal structure of
(E)-1-(4-(((E)-2-bromo-6-hydroxybenzylidene)amino) phenyl)
ethan-1-one O-methyl oxime, C;¢H:5BrN,0,. Z. Kristallogr. N.
Cryst. Struct. 2020, 235, 19-20.

5. FuT.,MaJ. X, LiQ.L., WeiP.,Zhao]. X., Zhao L. Crystal structure of
(E)-1-{4-[(4-fluoro-2-hydroxybenzylidene)amino] phenyl}
ethanone O-methyl oxime, C;4H1sFN,0,. Z. Kristallogr. N. Cryst.
Struct. 2020, 235, 293-295.

6. WuY., Ding W. M., LiJ., Guo G., Zhang S. Z., JiaH. R., Sun Y. X. A
highly selective turn-on fluorescent and naked-eye colourimetric
dual-channel probe for cyanide anions detection in water
samples. J. Fluoresc. 2021, 31, 437-446.

7. Ding W. M., WuY., Zhang S. Z., Li J., Xu L., Sun Y. X. A dual-
channel ‘turn-on’ fluorescent chemosensor for high selectivity
and sensitivity detection of CN™ based on a coumarin-Schiff
base derivative in an aqueous system. Luminescence 2021, 36,
1-11.

8. WangF., Gao L., Zhao Q., ZhangY., Dong W. K., Ding Y. ). A highly
selective fluorescent chemosensor for CN™ based on a novel
bis(salamo)-type tetraoxime ligand. Spectrochim. Acta A. 2018,
190, 111-115.

9. HaoJ., Li X. Y., Wang L., Zhang Y., Dong W. K. Luminescent and
electrochemical properties of four novel butterfly-shaped hetero-
pentanuclear [Zn,Ln] complexes constructed from a bis(salamo)-
type ligand. Spectrochim. Acta A. 2018, 204, 388-402.

10. SunY.X.,ZhaoV.Y.,LiC.Y., YuB., GuoJ. Q., LiJ. Supramolecular
cobalt(ll) and copper(ll) complexes with Schiff base ligand:



DE GRUYTER

11.

12.

syntheses, characterizations and crystal structures. Chin. J. Inorg.

Chem. 2016, 32, 913-920.

Chang )., Zhang H. )., Jia H. R., Sun Y. X. Binuclear nickel(ll) and
zinc(ll) complexes based on 2-amino-3-hydroxy-pyridine Schiff
base: syntheses, supramolecular structures and spectral
properties. Chin. J. Inorg. Chem. 2018, 34, 2097-2107.

FuT., Ma ). X, Wei P., Li Q. L., Zhao J. X., Zhao L. Synthesis and
crystal structure of bis{2-bromo-6-(((4-(1-(methoxyimino) ethyl)

J.-X. Zhao et al.: Synthesis and crystal structure of C;H,6N,0,

13.

— 713

phenyl)imino)methyl) phenolato-k*N,O}cobalt(ll)-
dichloromethane(1/1), C34H3,Br,Cl,CoN,O,. Z. Kristallogr. N.
Cryst. Struct. 2020, 235, 59-60.

MaB. Y., FuT,JinY., WeiP., Zhao ). X., Zhao L. Synthesis
and crystal structure of and crystal structure of 1-{4-
[(2-bromo-6-hydroxy-benzylidene) amino]phenyl}ethanone,
C45H1,BrNO,. Z. Kristallogr. N. Cryst. Struct. 2020, 235,
1093-1094.



	Synthesis and crystal structure of (E)-1-(4-(((E)-3-(tert-butyl)-2-hydroxybenzylidene)amino)phenyl)ethan-1-one O-ethyl oxim ...
	Source of material
	Experimental details
	Comment
	References


<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /None
  /Binding /Left
  /CalGrayProfile (Dot Gain 20%)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (Euroscale Coated v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Warning
  /CompatibilityLevel 1.7
  /CompressObjects /Tags
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages false
  /CreateJobTicket false
  /DefaultRenderingIntent /Default
  /DetectBlends true
  /DetectCurves 0.1000
  /ColorConversionStrategy /sRGB
  /DoThumbnails true
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams false
  /MaxSubsetPct 1
  /Optimize true
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness false
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts true
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Remove
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages false
  /ColorImageMinResolution 300
  /ColorImageMinResolutionPolicy /OK
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 300
  /ColorImageDepth -1
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages true
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /ColorImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 10
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasGrayImages false
  /CropGrayImages false
  /GrayImageMinResolution 300
  /GrayImageMinResolutionPolicy /OK
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 300
  /GrayImageDepth -1
  /GrayImageMinDownsampleDepth 2
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /GrayImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasMonoImages false
  /CropMonoImages false
  /MonoImageMinResolution 600
  /MonoImageMinResolutionPolicy /OK
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 1000
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.10000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /CheckCompliance [
    /None
  ]
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError false
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile (None)
  /PDFXOutputConditionIdentifier ()
  /PDFXOutputCondition ()
  /PDFXRegistryName ()
  /PDFXTrapped /False

  /CreateJDFFile false
  /Description <<
    /DEU <>
    /ENU ()
    /ENN ()
  >>
  /Namespace [
    (Adobe)
    (Common)
    (1.0)
  ]
  /OtherNamespaces [
    <<
      /AsReaderSpreads false
      /CropImagesToFrames true
      /ErrorControl /WarnAndContinue
      /FlattenerIgnoreSpreadOverrides false
      /IncludeGuidesGrids false
      /IncludeNonPrinting false
      /IncludeSlug false
      /Namespace [
        (Adobe)
        (InDesign)
        (4.0)
      ]
      /OmitPlacedBitmaps false
      /OmitPlacedEPS false
      /OmitPlacedPDF false
      /SimulateOverprint /Legacy
    >>
    <<
      /AllowImageBreaks true
      /AllowTableBreaks true
      /ExpandPage false
      /HonorBaseURL true
      /HonorRolloverEffect false
      /IgnoreHTMLPageBreaks false
      /IncludeHeaderFooter false
      /MarginOffset [
        0
        0
        0
        0
      ]
      /MetadataAuthor ()
      /MetadataKeywords ()
      /MetadataSubject ()
      /MetadataTitle ()
      /MetricPageSize [
        0
        0
      ]
      /MetricUnit /inch
      /MobileCompatible 0
      /Namespace [
        (Adobe)
        (GoLive)
        (8.0)
      ]
      /OpenZoomToHTMLFontSize false
      /PageOrientation /Portrait
      /RemoveBackground false
      /ShrinkContent true
      /TreatColorsAs /MainMonitorColors
      /UseEmbeddedProfiles false
      /UseHTMLTitleAsMetadata true
    >>
    <<
      /AddBleedMarks false
      /AddColorBars false
      /AddCropMarks false
      /AddPageInfo false
      /AddRegMarks false
      /BleedOffset [
        0
        0
        0
        0
      ]
      /ConvertColors /ConvertToCMYK
      /DestinationProfileName (ISO Coated v2 \(ECI\))
      /DestinationProfileSelector /UseName
      /Downsample16BitImages true
      /FlattenerPreset <<
        /ClipComplexRegions true
        /ConvertStrokesToOutlines false
        /ConvertTextToOutlines false
        /GradientResolution 300
        /LineArtTextResolution 1200
        /PresetName <FEFF005B0048006F006800650020004100750066006C00F600730075006E0067005D>
        /PresetSelector /HighResolution
        /RasterVectorBalance 1
      >>
      /FormElements true
      /GenerateStructure false
      /IncludeBookmarks false
      /IncludeHyperlinks false
      /IncludeInteractive false
      /IncludeLayers false
      /IncludeProfiles false
      /MarksOffset 8.503940
      /MarksWeight 0.250000
      /MultimediaHandling /UseObjectSettings
      /Namespace [
        (Adobe)
        (CreativeSuite)
        (2.0)
      ]
      /PDFXOutputIntentProfileSelector /UseName
      /PageMarksFile /RomanDefault
      /PreserveEditing true
      /UntaggedCMYKHandling /LeaveUntagged
      /UntaggedRGBHandling /UseDocumentProfile
      /UseDocumentBleed false
    >>
  ]
>> setdistillerparams
<<
  /HWResolution [600 600]
  /PageSize [595.276 841.890]
>> setpagedevice


