Supporting Information



Cata File: C\LlabSolutions\DatalAnalzideryaV50-1_52.kd

_Eimt | Val| Min Max _ Eimt | Val| Min Max _Eimt | Val| Min Max _Eimt | Val.| Min Max _ Use Adduct
H B 20 8] 2 1 [ Cl 1 a 2 | 3 a a H
C 4 17 25 F 1 0 o Br 1 a 1
M 3 3 B 5 2 1 3 Ru 2 a o
Ermor Margin (ppm): 10 DBE Range: 0.0- 13.0 Electron lons: bath
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max Isotopes: 3 Isotope RI (%) 1.00 sotope Res: 10000
MSn Iso RI (%): 10.00 M3n Logic Mode: AND Max Results: 500

Eweni#: 1 MS(E+) Ret Time - 3.867 Scand: 881

5.000e5
B.000eS
7.000e5

50005 sba bsas
5.000e5) 316.0741
4.000e5
3.000e5

2.000e5]
1.000e5] 165.D637 6353.§302

. Ll | . . . 1 . .
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=
317.0768 FEEL0s

Measured region for 316.0741 miz
I6.0TH
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r / |
T5.6 3158 3160 3162 3164 3166 6.8 3100 3172 3174 3176 I17.E 180 IE2 3184

C15 H13 N3 03 5 [M+H}+ : Predicted region for 316.0750 miz
316.0750

100.07

317.0779
318.0738

I

Rank__Score_Formula (M) lon Meas. m/z Pred.miz_Df (mDa) Df (ppmk_ Iso_ DBE
1 7670 CISH13N3 035 M=H]+ 316.0741]  316.0750 -0.3 -28% 804z 10

Figure 1. Compound 3a Mass spectrum
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Current Data Parameters
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Figure 2. Compound 3a *H NMR spectrum
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Figure 3. Compound 3a *C NMR spectrum

Current Data Parameters
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288.1
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0
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Diata File: CriLabSolutions\Data\Analz\denyalS0-2_53.led

_Elmt | Val. | Min Max _Elmt | ValL| Min Max _ Eimt | Val.| Min_Max _ Elmt | Val | Min_Max Use Adduet
H 1 B 20 4] 2 1 [ Cl 1 a /] I 3 0 0 H
C 4 14 25 F 1 0 /] Br 1 a 1
N 3 3 =1 5 2 1 3 Ru 2 a 0
Error Margin (ppm): 10 DBE Range: 0.0-13.0 Electron lons: both
HC Ratio: unlimited Apply M Rule: yes Use M5n Info: no
Max lsotopes: 3 Isotope RI (%) 1.00 sotope Res: 10000
MSn kso RI (%) 10.00 M3n Logic Mode: AND Max Results: 300
Ewent#: 1 MS(E+) Ret Time - 6.707 Scan#: 1007
1.800e7]
1.600e7]
1.400e7
1.200e7
1.000e7] 7730
80006 399.0135
£.000e&]
4 000e&d 378.0373 4000203
20006
= | l 379.0323
100.0 200.0 300.0 400.0 500.0 5000 700.0 BOO.0 8000
Measured region for 377.0360 miz
377.0360
100.H
S0.H
378.0373
379.0323
Ol PR e S S B S T T L
376.5 377.0 a71s 378.0 378.5 3759.0 3795 380.0
C15H12 N4 04 52 [M+H]#+ : Predicted region for 377.0373 miz
377.0373
100.H
0.
|
| 378.0399
379.03351
376.5 377.0 AT7S 378.0 3785 378.0 3785 3800
Rank_ Score_ Formula (M) lon Meas. miz.  Pred.miz_Df (mDa} Df (ppmk_ Iso DBE
1 7104 CISH12 N4 04 52 M+H]+ 377.0380)  377.0373 -1.3 -343 7568 120

Figure 4. Compound 3b Mass spectrum
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Figure 5. Compound 3b *H NMR spectrum
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Current Data Parameters
NAME 50-2
b 2
1

F2 - Acquisition Parameters
Date_ 20161201
Time 17.23
INSTRUM FOURTER300
PROBED 5 mm DUL 13C-1
PULPROG zgp

T 32768
SOLVENT DMs0

NS 2048

ns

FIDRES
AQ
RG
DR
DE
TE
D1 1.0
D11 0.0
D31 0.0
D32 0.
D40 0.00093990 sec
L4 23
LS 26
P32 90.00 usec
0O 1
CHANNEL £1
SFO1 75.4878687 MHz
NUC1 C
F1 15.00 usec
PLW1 15.00000000 W
CHANNEL £2
300.181200
waltz16
90.00 usec
10.00000000 W
0.20863999 W
0.10495000 W
F2 - Processing parameters
51 32768
SF 75.4803210 MHz
WDW
S5B 0
LB 1.00 Hz
Ga 0
PC 1.40

T T T T T
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Figure 6. Compound 3b **C NMR spectrum



Data File: C\LabSolutions\Data\Analz\deryal50-3 54 .led

_Elmt | Val | Min Max _ Elmt | ValL| Min Max _ Elmt | Val.| Min_Max _ Elmt | Val. | Min_Max Use Adduct
H 20 o] 2 1 [ Cl 1 v /] I 3 0 0 H
C 4 23 F 1 0 0 Er 1 a
N 3 & 5 2 1 3 Ru 2 [ /]
Ermor Margin (ppm): 10 DBE Range: 0.0- 13.0 Electron lons: both
HC Ratio: wnlimited Apply M Rule: ves Use MSn Info: no
Max Isotopes: 3 Isotope RI (%) 1.00 sotope Res: 10000
MSn lso RI (%) 10.00 M3Sn Logic Mode: AMD Max Results: 500
Event#: 1 MS(E+) Ret Time - 7.033 Scang: 1033
1.300e7
1.200eT
1.100e7
1.000e7
5.000e64
E.0DDeEq
7 0006 3321100
6.000=6q
5.000e6q
40002 e 3740920
3 000eE] 353.11: |
2.000e6q
1.000e] 201 [013 l 7251928
1 s . -
100.0 200.0 300.0 400.0 500.0 E00.0 700.0 E00.0 800.0
Measured region for 3521100 miz
352.1100
100.0H
50.H
353.113
3341118
h b { R : + r— — — i — .
352.0 352.5 353.0 353.5 354.0 3M3 355.0 355.5
C19 H17 N3 02 5 [M+H}+ : Predicted region for 352.1114 miz
3521114
100.0H
|
50.H
|
|
3531144
|
! I 3541110
e — —— .II —— -.“:T"- —— —r— —
352.0 3525 353.0 353.5 354.0 M3 355.0 355.5
Rank__ Score_Formula (M) lon Meas. miz_ Pred.miz_ Df (mDa}_ Df (ppm}_  Ise DBE
1 7445 CI9HITN3 025 M+H]+ 352.1100 3521114 -1.4 -3.98 BD44 130

Figure 7. Compound 3c Mass spectrum
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Figure 8. Compound 3c *H NMR spectrum
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Figure 9. Compound 3c *C NMR spectrum

NAME 50-3
EXPNO 1
PROCNO 1

F2 - Acquisitien Parameters
Date_ 20161201

ime
INSTRUM
FPROBHD 5 mm DUL 13C-1
PULPROG 2g
D 16384
LVENT DMsO
16
0
SWH 6103.516 Hz
FIDRES 0.372
AQ 1.342 3
RG 11.4617
oW B81.920 usec
DE €.50 usec
TE 298.0 K
D1 3.00000000 sec
TDO 1

0.1799957
EM
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0
0.30 Hz
0

C><)
BROKER

F2 - Acquisition Parameters
20161201
12.13
FOURIER300
5 mm DUL 13C-1

o

00093990 sec
L4 23

26
90.00 usec
1

CHANNEL £1

75.4878687 MHz
13c

15.00 usec

15.00000000 W

CHANNEL £2 ==
300.1812007 MHz

waltzlé
90.00 usec

10.00000000 W

0 863999 W
0.10495000 W

F2 - Processing parameters
5I 32768
SF 75.4803210 Mz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40



Data File: C\LabSolutions\Data\Analziderya\30-4_55.led

_Emt | Val| Min Max _Emt | Val| Min Max _Eimt |Val.| Min Max _Eimt | Val.| Min Max _ Use Adduct
H B 20 8] 2 1 [ Cl 1 a o | 3 a a H
C 4 1§ 25 F 1 0 o Br 1 a 1
M 3 3 & 5 2 1 3 Ru 2 a o
Ermor Margin (ppm): 10 DBE Range: 0.0-13.0 Electron lons: both
HC Ratio: wnlimited Apply M Rule: yes Use M3n Info: no
Max Isotopes: 3 Isotope RI () 1.00 sotope Res: 10000
MSn Iso RI (%): 10.00 M3Zn Logic Mode: AMD Max Results: S00

Ewvent#: 1 ME(E+) Ret Time - 4667 Scanf: 701

3.000e7
2.500e™
2.000eT
1.500e74 327.pese
1.000e™
28.0914
3.000e6 )
?T-FSGC‘- 349.0702
100.0 2000 200.0 400.0 S00.0 &00.0 700.0 8000 900.0
Measured region for 3270893 miz
3ZT.0838
100.0
S0.0H
3ZB.0914
329.0883
0 e el T T T T— T
327.0 327.5 3280 328.5 329.0 329.5 330.0 330.5
C16 H14 N4 02 S [M+H}+ : Predicted region for 327.0910 miz
27.0910
100.0
I
30.H I|
N
| 328.0938
|
iy ifi 328.0900
3270 3275 3280 328.5 329.0 323.5 330.0 330.5
Rank__Score_Formula (M) lon Meas. miz_ Pred. miz_ Df. (mDa) Df (ppmk_ Iso| DBE
1 ST CIEH4N4 025 [M+H}+ 327.0893(  327.0910 -12 G367 54 120

Figure 10. Compound 3d Mass spectrum
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| Current Data Parameters

NAME 50-4
EXPNO 1
PROCNC 1
F2 - Acquisition Parameters
Date_ 20161201
ime 13.14
NSTRUM FOURTER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
16384
DMSO
LG

65536
. 1800000 MEz
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o
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Figure 11. Compound 3d *H
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EXPNO 2
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F2 - Acquisition Parameters
Date_ 20161201
Time 13.16
INSTRUM FOURIER300
PROBED 5 mm DUL 13C-1
PULPROG zgpg

™ 32768
SOLVENT DMSO

NS 2048

Ds 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187

DWW 20

DE

TE 298.2 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.

D32 0.

D40 0.

Ld

L5

P32

DO

CHANNEL f1
75.4878687 MHz
13C

1 0 usec
15.00000000 W

= CHANNEL f2 =
300.1812007 MHz
18

wal:zlé
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1 B S2es
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WDW M
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1B 1.00 Bz
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Figure 12. Compound 3d **C NMR spectrum



Data File: CiLabSolutions\Data\Analziderya\30-3_56.lcd

_Emt | Val| Min Max _Eimt | Val| Min Max _Emt |Val.| Min Max _Eimt | Val.| Min Max _ Use Adduct
H B 20 8] 2 1 [ Cl 1 a o | 3 0 a H
C 4 1§ 25 F 1 0 o EBr 1 a 1
M 3 3 B 5 2 1 3 Ru 2 a o
Ermor Margin (ppm): 10 DBE Range: 0.0-13.0 Electron lons: bath
HC Ratio: wnlimited Apply M Rule: yes Use M3n Infe: no
Max lsotopes: 3 Isotope RI (%) 1.00 sotope Res: 10000
MSn Iso RI (%): 10.00 M3Sn Logic Mode: AMD Max Results: 500

Ewent#: 1 MS(E+) Ret Time : 6427 Scand : 963

2.200eT
2.000e
1.800e
1.600e7
1.400eT
1.200e7 363 [0
1.000e7
E.000eE
6.000eE4 3661074
40006

2 000eE r'*tm'

100.0 200.0 2000 400.0 500.0 800.0 700.0 B00.0 900.0

337.0870

Measured region for 363.1054 miz
363.1054

100.0

0.4

3661074

367.1048

0 e | A 3 L ey T T —=t T
365.0 363.5 366.0 JEE.S 367.0 3675 368.0 3685

C19H16 N4 02 5 [M+H}+ : Predicted region for 365.1067 m/z
3651067

100.0H

304 |

366.1095

i 367.1063
1850 | 3855 | 3860 3RS 3s10

Rank__Score_Formula (M) lon Meas. miz Pred.miz_Df (mDa}_ Df (ppm)_ Iso| DBE
1 7096 C1SH1EN4 025 M=H]+ 385.1034|  365.1067 13 -358 7581 140

‘1875 | 3880 I8R5

Figure 13. Compound 3e Mass spectrum
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EXFPNO 1
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F2 - Ac qu1,1t13n Parameters
Date_ 0161201
Time 6
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PULPROG

0
£103.516
.372529

Current Data Paramet,
NAME

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters

Date_ 20161201
1.18

INSTRUM FOURIER300

PROBED 5 mm DUL 13C-1

PULPROG

SOLVENT

NS

DS

e fz
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6 zec

ZIIJDIJDIJIJD
.03000000
00
9

Gwwmw e

A EEE]
Annnn

1

0
0.00001
0.899
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CHANNEL £
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W

o
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Figure 15. Compound 3e *C NMR spectrum



Data File: C:\LabSolutions\Data\Analiz\derya\NO-1_46 lcd

_Elmt | Val | Min| Max Elmt | Val| Min| Max _Eimt | Val.| Min Max _ Eimt | Val. | Min_ Max Use Adduect
H 1 a 20 Q 2 1 [ Cl 1 ¥ 2 I 3 0 ¥ H
C 4 iy 25 F 1 0 1 Br 1 a 1
M 3 3 & 5 2 2 2 Ru 2 a /]
Ermor Margin (ppm): 5 DBE Range: 12.0- 15.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: ves Use M3Sn Info: no
Max Isotopes: 3 Isotope RI (%) 1.00 sotope Res: 10000
MSn lso RI (%) 10.00 MSn Logic Mode: AND Max Results: 500
Ewent#: 1 MS(E+) Ret Time : 7.253 Scané: 10389
1.100e7
1.000e7
5.000e6q
B.000eEq
70006 I
6.000=E mEpe
5 000eE 4200415
4 _000eE
=
3.000e6 HTISTE 399 0834 421.0448
2-000e87 4000530 | | 4220404
1.000e64
T T J T HIL At T . T A T T T
100.0 200.0 300.0 400.0 200.0 &00.0 J00.0 E00.0 200.0
Measured region for 3980611 miz
3980611
100.0
50.H
399.0634
400.0590
ﬂ L ."I I . L T = . T - * T I. - T T L
398.0 J98.5 399.0 359.5 400.0 400.5 401.0
C19H15 N3 03 52 [M+H]# : Predicted region for 358 0628 miz
580628
100.0H
5004
399.0856
400.0611
il
G T T T T T T T T T - Il T T T T y T T T T T T T
398.0 J98.5 399.0 359.5 400.0 4003 401.0
Rank__Score_ Formula (M) len Meas. miz  Pred.miz_ Df. (mDa}_ Df (ppm)_ |
1 8648 C19H1ON3 03 52 [MeH]+ 398.0611 3980628 -1.7] 427 WM§ 14.0

Figure 16. Compound 5a Mass spectrum
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| Current Data Parameters

NAME NO-1

EXPNO 1

| PROCKO 1
F2 - Acquisition Parameters

Date_ 20161205

me 20.10

INSTRUM FOURIER300

PROBHD 5 mm DUL 13C-1

F2 - Processing parameters
65536
300.1799893 MHz
EM
0

.30
o
o
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Figure 17. Compound 5a *H NMR spectrum
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Current Data Parameters
o
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F2 - Acquisition Parameters
Date_ 20161205
Time 20.1
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
SOLVENT
NS
ns 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
AQ sec
RG
oW use
DE usec
TE K
Dl 1 El
D11 0 El
D31 0.0 El
D3z 0.89999998 s
D40 0.00093990 s«
L4 23
LS 26
p3z 90.00 usec
TDO 1
CHANNEL f1
75.4878687
13C
15.00 usec
15.00000000 W
CHANNEL £2
300.1812007 MHz
1H
waltzl§é
90.00 usec
0 )00 W
0.2086399% W
). 10485000 W
F2 - Processing parameters
ST 32768
SF 75.4803210 MH=z
WDW EM
S8B 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T 1
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Figure 18. Compound 5a *C NMR spectrum



Data File: CiLabSolutions\Data\Analz\derya'MO-2_47 lcd

_Emt | Val| Min Max _Emt | ValL| Min Max _Eimt | Val.| Min Max _Eimt | Val| Min Max _Use Adduct
H 3 20 o] 2 1 [ Cl 1 v 2 I 3 0 0 H
C 4 18 25 F 1 0 1 Br 1 a 1
N 3 3 & 5 2 2 2 Ru 2 [ /]
Error Margin (ppm): 3 DBE Range: 12.0- 13.0 Electron lons: bath
HC Ratio: unlimited Apply M Rule: yes Use M5n Info: no
Max lsotopes: 3 Isotops BRI (%) 1.00 sotope Res: 10000
MSn Iso RI (%) 10.00 M3Sn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Rst Time - 7.507 Scand: 1127

1.600e7
1.400e7
1.200e7
1.000e7 412.0771
E.00DeE 434 0376
6.000e& 51 DES1

413.0734
4 0006 435.0616

2.000e8] 414.0764 l

Fi L n

100.0 200.0 300.0 400.0 500.0 500.0 700.0 £00.0 900.0

Measured region for $12.0771 miz
412.0771

100.0

0.4

413.0784

414.0764

R I CN | | )
4120 4125 413.0

=
L

.

o}
el 8
s
n
n

4140 41

+ L
ek
(4]

C20 H17 N3 03 52 [M+H]+ : Predicted region for 412.0784 miz
412.0784

100.0

0.4

413.0813
414.0769

L
413.0 4135 414.0 4145 415.0 4155

(x5
on

4120 4

Rank__ Score_Formula (M) len Meas. miz| Pred. miz_ Df (mDa)l Df (ppm}_  I|so| DBE
1 9463 C20H17 M3 03 52 M=H]+ 412.0TM 4120784 -1.3 =315 100.00 14.0

Figure 19. Compound 5b Mass spectrum
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Current Data Parameters
HAME NO-2
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 201612
ime 19.04
NSTRUM FOURTER300
PROBHD 5 mm DUL 13C-1
zg
16384
i DMSC
" ( 16
| [ | DS 0
[ SWH 6103.516 Hz
| FIDRES 0.372529 Hz
AQ 1.34217173 sec
RG 42.464
Dw B1.920 usec
F2 - Processing parameters
81 65536
&l 300.1799991 MHz
WOW EM
S5B o
LB 0.30 Hz
GB o
PC 1.00
wlli ‘ R
T T T T T T T T T T 1
1 10 9 8 7 6 5 4 3 2 1 ppm
el s o Q
EEEE g o
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H 1
Figure 20. Compound 5b *H NMR spectrum
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NAME 2
3 2
1
F2 - Acquisition Parameters
Date_ 20161202
Time 19.06
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
TD 32768
SOLVENT DMSO
NS 2048
DS 4
SWE 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0.671088E sec
RG 501.187
DW
DE
TE
D1 1 e
D11 0 =
D31 0.00001500 sze.
D32 0.8959999598 sec
n40 0.00093990 sec
L4 23
L5 26
p3z 90.00 usec
DO 1
CHANNEL £1
SFO1 75.4878687 MHz
NUC1 13c
Pl 15.00 usec
PLW1 15.00000000 W
CHANNEL £2
SFO2 300.1812007 MH=z
nuc2 1H
CPOPRG[2 waltzl6
PCPD2 90.00 usec
PLWZ ). 00000000 W
DLW1Z 0.20863898 W
DLW13 0.10495000 W
F2 - Processing parameters
sI 3276
SF T5.4803210 MHz
WDW
358 0
LB 1.00 Hz
GB 0
pC 1.40
T T T T T T T T T 1
180 160 140 120 100 80 60 40 20 ppm

Figure 21. Compound 5b **C NMR spectrum




Data File: CiLabSolutions\Data\Analziderya'M0-3_48 led

_Elmt | Val. | Min Max _Elmt  ValL| Min Max _ Elmt | Val | Min_Max _ Elmt | Val. Min_Max Use Adduct
H 3 20 o] 2 1 [ Cl 1 v 2 I 3 0 0 H
C 4 18 25 F 1 0 Er 1 a 1
N 3 3 B 5 2 2 2 Ru 2 [ 0
Ermor Mangin (ppm): 10 DBE Range: 12.0-13.0 Electron lons: both
HC Ratio: wnlimited Apply N Rule: yes Use M5n Info: no
Max Isotopes: 3 Isotope RI (%) 1.00 sotope Res: 10000
MSn Iso RI (%): 10.00 M3Sn Logic Mode: AND Max Results: 300
Event#: 1 MS(E+) Ret Time : 7.227 Scan#: 10383
1.600e7
1.400e7]
1.200e7T
1.000e7 428 717
E.0DDe6
=
£.000e6 277 be10 ‘ 4300517
+000e8 p 451.0577
4
2 D00k 30.0703
100.0 200.0 300.0 400.0 500.0 E00.0 700.0 BO0.0 800.0
Measured region for 428.0717 miz
428.0717
100.0H
0.0
4290734
430.0703
0 e A, : e '. - —r r o r
428.0 428.3 428.0 429.5 430.0 430.5 431.0 431.5
C20 H17 N3 04 52 [M+H]+ : Predicted region for 428.0733 miz
428.0733
100.0H
50.0H
4290762
430.0715
o —T1 T —7r —1— —1 —— —= —1—
428.0 428.3 428.0 429.5 430.0 430.5 431.0 431.5
Rank__ Score_Formula (M) lon Meas. mfz| Pred.miz_Df (mDa} Df (ppm)}_ Iso_ DBE
1 7427 C20H17 N3 04 52 M+H]+ 4280717 428.0733 -18 -3.74 TRTI 140

Figure 22. Compound 5¢ Mass spectrum
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Figure 23. Compound 5¢ *H NMR spectrum
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4
24414.083
0.7450%
0.6710886
501.187
20.480 usec
6.50 usec
298.2 K
1.00000000 sec
0.03000000 sec
0.00001500 sec
NNEL £1
75.4878687 ¥
13cC
15.00 usec
.00000000 W
90.00 usec
10.00000000 W
0.20863999 W
0.104951
WDW
S5B
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T 1
180 160 140 120 100 80 60 40 20 ppm

Figure 24. Compound 5¢ *C NMR spectrum



Data File: CiLabSolutions\DatalAnaliziderya\MO-4_49 lcd

_Eimt | Val | Min Max _Eimt | ValL| Min Max _Eimt | Val.| Min Max _Elmt | Val.| Min Max _ Use Adduct
1 3 20 o] 2 1 [ Cl 1 v 2 I 3 0 0 H
C 4 18 25 F 1 0 1 Er 1 a 1
N 3 3 & 5 2 2 2 Ru 2 [ /]
Ermor Margin (ppm): 10 DBE Range: 12.0-15.0 Electron lons: both
HC Ratio: wnlimited Apply N Rule: yes Use M5n Info: no
Max Isotopes: 3 Isctope RI (%) 1.00 sotope Res: 10000
MSn Iso RI {%): 10.00 M3Sn Logic Mode: AMD Max Results: 300

Event#: 1 MS{E+) Ret Time : 7.320 > 7.693 Scand : 1039 -» 1155

4.000e6
2.500e6
2.000e6
2 500e6 454 po2e
4320219
2.000e6
1.500e61 4340136 436.0001
1.000e6 281121 433.0747 455.0063
457.0032
p—— 233.0083
I i § ' . — . .
100.0 200.0 200.0 400.0 500.0 £00.0 700.0 £00.0 900.0
Measured region for 432.0219 miz
432.0219
100.0H
434 0195
50.H
433.0247
4350221
o . T T — = — —
4315 4320 4325 433.0 4335 4340 4345 435.0
19 H14 N3 03 52 CI [M+H}+ : Predicted region for 422.0238 miz
432.0238
100.0H
30 4340212
4330265
4350227
4315 4320 4325 433.0 4335 434.0 4345 435.0
Rank__ Score_Formula (M) lon Meas. mfz| Pred.miz_Df (mDak_Df (ppm)  Iso| DBE
1 7020 C13H14 N2 0252 Cl [M=H]+ 4320119 4320238 12 4400 767 140

Figure 25. Compound 5d Mass spectrum
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| Current Data Parameters
| NAME NO-4
‘ EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date_ 61203
Time 25
INSTRUM FOURIER300
PROBED 5 mm DUL 13C-1
PULPROG

2 9K
3.00000000 sec
1

L fl = =
0.1818537 MHz
1H
13.00 usec
10.00000000 W

CHANNI

F2 - Processing parameters
65536

300.1€00000 MHz
EM

o
w
==
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9
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T T
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Figure 26. Compound 5d *H NMR spectrum
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Current Data Parameters
NAME 4
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20161203
Time 6.26
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG

ko]
SOLVENT
NS

DS
WH

FIDRES . 745058 Hz

AQ 0.6710886 sec

RC 501.187

DR 20.480 usec

DE 6.50 usec

TE 298.3 K

DL 1.00000000 sec

D1l 0.03000000 sec

D31 0.00001500 sec

D32 0.89999998 sec

D40 0.000939 sec

L4

L5 2

p32 g0. uszec

D0 1

CHANNEL f1
75.4878687 MHz
13¢

15.00 u,
15.00000000 W
CHANNEL £2
300.1812007 MH=z

m==Ec

76
SF 75.4803210 MH=z
WDW EM
SSB 0
LB 1.00 Hz
GB 0
T T T 1 1 PC 1.40

T T T T T
180 160 140 120 100 80 60 40 20 ppm

Figure 27. Compound 5d **C NMR spectrum



Data File: C\LabSolutions\DatalAnaliziderya\NO-3_30 lcd

_Emt | Val | Min Max _Elmt | ValL| Min Max _EWmt |Val| Min Max _Elmt | Val | Min Max _ Use Adduct
H ® 20 8] 2 1 [ Cl 1 a 2 | 3 a a H
C 4 1B 25 F 1 0 1 Br 1 a 1
M 3 3 B 5 2 2 2 Ru 2 a o
Ermor Margin (ppm): 10 DBE Range: 12.0-15.0 Electron lons: both
HC Ratio: wnlimited Apply N Rule: yes Use M3n Info: no
Max Isotopes: 3 Isotope RI (%) 1.00 sotope Res: 10000
MSn Iso RI (%): 10.00 M3Sn Logic Mode: AMD Max Results: 500

Ewent#: 1 MS(E+) Ret Time : 7.160 Scan#: 1073

1.200eTH
1.100e7
1.000e7H
90006
80006
7.000e6 416.p517
60006
30006
4 000=E
3.000e6 e H7.0H43 43902361
2.000e6] 4180427 | |/ 440 0a0e
1.000e6
o

438.0328

Fl 14
500.0 £00.0 700.0 BO0.0 500.0

[ ——

=

100.0 200.0 300.0 40

Measured region for 416.0517 miz
416.0517

100.0H

30.H

417.0543
418.0437

o RS A e b l - = — I"- i I .
416.0 416.5 417.0 4175 418.0 418.5 415.0

C19H14 N3 03 F 52 [M+H]+ : Predicted region for 4160533 miz
416.0533

100.0H

0.

417.0562
41B.0517

I
416.0 4165 417.0 4175 418.0 41B.5 419.0

Rank__ Score_Formula (M) lon Meas. miz| Pred. miz_ Df (mDa}_ Df (ppm}__  Iso_ DBE
1 8343 C13H14N303F 52 MeH]+ 416.0317]  416.0533 -1 -38% 3523 140

Figure 28. Compound 5e Mass spectrum
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Current Data Parameters

| | NAME KO-5
i EXFNO 1
PROCNO 1

‘ PROEHJV 5 mm DUL 13C-1

zg

16381

DMSO

DS 0
sWH 6103.516 Hz

10.00000000

F2 - Processing p meters
81 65536

8F 300.1800000 MHz
WDW EM

S5B 0

LB 0.30 Hz
GB 0

PC 1.00

SV i W\ J

T
1 10 9 8 7 6 5 3 2 1 ppm
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Figure 29. Compound 5e *H NMR spectrum
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Current Data Parameters
NO-5
2
1
F2 - Acquisition Parameters
Date_ 20161203
Time 7.28
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zapg
D 32768
SOLVENT DMsO
NS 2048
D3 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0 10886 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 298.2 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.899588998 sec
D40 0.00083390 sec
L4 23
L5 26
P32 90.00 usec
00 1
CHANNEL £1 —
75.4878687 MHz
13c
15.00 usec
15.00000000 W
CHANNEL £2
300.1812007 MHz
16
cPDPRG[2 waltzlé
pCPD2 90.00 usec
PLW2 0000 W
PLW1Z2 0.20863999 W
PLW13 0.104385000 W
FZ - Processing parameters
a1 327
sF 75.4803210 MHz
WOW M
ss8 0
=) 1.00 Hz
cE 0
BC 1.40
T T T T T T T T T 1
180 160 140 120 100 80 60 40 20 ppm

Figure 30. Compound 5e *C NMR spectrum



Data File: CLabSolutions\Data\Analiz\derya\MO-6_31 led

_Elmt | Val | Min Max _ Elmt | Val| Min Max _ Elmt | Val. Min Max _ Elmt | Val.| Min Max Use Adduct
H 9 20 o] 2 1 & Cl 1 a 2 1 3 o 0 H
C 4 1 25 F 1 0 1 Br 1 a 1
M 3 3 B 5 2 2 2 Ru 2 a o
Ermor Maigin (ppm): 10 DBE Range: 12.0-13.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use M3n Info: no
Max Isotopes: 3 Isctope BRI (%) 1.00 sotope Res: 10000
MSn Iso RI{%): 10.00 M3n Logic Mode: AND Max Results: 500
Event#: 1 ME(E+) Bet Time - 7.173 Scan : 1077
1.400e7
1.-200e7
1.000e7
4430
B.000etH 4630271
6.000e6H
=
4,000 2520338 444 0485 4880310
2 D0DeE #45.0443 457.0243
T T T T h T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 J00.0 800.0 800.0
Measured region for 2430463 miz
4430463
100.04
0.
4440483
443.0443
0 Pl e . . o
4425 4430 4435 4440 44453 443.0 4453 446.0
C19 H14 N4 O3 52 [M+H]+ : Predicted region for 443.0478 miz
443.0478
100.0H
50
444 0308
445.0484
[ —1 —7— — — — —r— —L
4425 4430 4435 4440 4443 443.0 4453 446.0
Rank__Score_Formula (M) lon Meas. miz| Pred. miz_ DOf (mDa} Df (ppm}__ Iso  DBE
1 9314 C19H14 N4 O5 52 M+ 44304683 4430478 1.5 -3.39 9906 150

Figure 31. Compound 5f Mass spectrum
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zg
16384
DMS0O
16
o
6103.516 Hz
.372529 Hz
1.3421773 sec
7.715
B1.920 usec
6.50 usec

29
3.00000000 sec
1

65536
300.1800000 MHz
EM
o
.30 Hz
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Figure 32. Compound 5f *H NMR spectrum
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Current Data Paramet
N
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20161203
Time .31
INSTRUM FOURIER300
PROEED 5 mm DUL 13c-1
PULPROG zapq
32768
SOLVENT
NS
DS
SWE
FIDRES
AQ
RG
oW a
DE u
TE K
o1 1. e
p11 003000000 sec
031 0.00001500 sec
D32 0. sec
D10 0. sec
L4
L5
P32
DO
CHANNEL £1
75.4878687 Miz
15.00 usec
15.00000000 W
CHANNEL £2
sFo2 300.1812007 MAz
Nuc2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 uszec
PLWZ 10.00000000 W
PIN12 0.20853999 W
PIW13 0.10495000 W
F2 - Processing parameters
SI 32
sF 75.4803210 Miz
WOW =™
SSB 0
1B 1.00 Az
GB 0
T 1 1 T T T T 1 1 ] 140
180 160 140 120 100 80 60 40 20 ppm

Figure 33. Compound 5f 3C NMR spectrum



