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Item Value
Acquired Date&Time 23.12.2016 15:53:23
Acquired by System Administrator
Filename C:\Users\dopnalab\Desktop\derya\ZD serisi\ZD-61.ispd
Spectrum name ZD-61
Sample name ZD-6
Sample ID
Option
Comment
No. of Scans 10
Resolution 4 [cm-1]
Apodization Happ-Genzel
Abs
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Spectra 1. Compound 4d IR spectra.



Formula Predictor Report - ZD-6_33.Icd

Data File: C:\ LabSolutions\ Data\Analiz\derya\ ZD-6_33.Icd

Page 1 of 1

Elmt  Val. Min Max Elmt | Val. Min Max Elmt | Val. Min Max Elmt | Val. Min Max Use Adduct
H 1 4 30 o 2 1 3 S 2 0 3 Ru 2 0 0 H
C 4 5 33 F 1 0 0 Cl 1 0 1 | 3 0 0
N 3 2 5 P 3 0 0 Br 1 0 0
Emor Margin (ppm): 15 DBE Range: 10.0-15.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 9.160 ->9.160 Scan# : 1375 -> 1375
2.200e7+
2.000e7+
1.800e7-
1.600e7-
1.400e7- 459.11062
1.200e7-
1.000e7] 461.1037
8.000667 460.1097
6.000e6 230.0544
4.00066. 230.5567 4621054
2 00066 231.0529
G‘\““\“““"“\““\“‘\““\“‘\““\“‘\““
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 459.1062 m/ z
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C22 H23 N4 O S2 Cl [M+H]+ : Predicted region for 459.1075 m/z
459.1075
100.0
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I
‘ \ |
460.1103 ‘\‘
l I I
I M /\ | 462.1073
I | N
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T T T T T T T T
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Rank Score Fomula (M) lon Meas. 'z Pred. Mz Df. (mDa) Df. (ppm) Iso DBE
1 64.71 C22H23N4 O S2Cl [M+H]+ 459.1062  459.1075 -1.3 -2.83 67.81 13.0

Spectra 2. Compound 4d HRMS spectra.



11.5134
8.0451
8.0165
7.9181
7.9104
7.8909
7.8842
7.4904
7.4614

NTMOOSONMT T TOND> O LW
SOOIV NNODS T T NN
WOITONAT O MITMN O
NSO OO T TO0NW0n0nST
TOMONNNNNNA A A A A A A

0.8915

oo
BRUKER
(>

Current Data Parameters

NAME 2D~

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date 20161230

Time 19.02

INSTRUM FOURIER300

PROBHD 5 mm DUL 13C-1

PULPROG zg

™D 16384

SOLVENT DMSO

NS 16

DS 0

SWH 6103.516 Hz

FIDRES 0.372529 Hz

AQ 1.3421773 sec

RG 10.723

DW 81.920 usec

DE 6.50 usec

TE 297.8 K

D1 3.00000000 sec

TDO 1
CHANNEL f1 =: =

SFO1 300.1818537 MHz

NUC1 1H

P1 13.00 usec

PLW1 10.00000000 W

F2 - Processing parameters

6553
300.1800000 MHz

SF

WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters
NAME 2

2D-6
PNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20161
Time
5
4
24414.062 Hz
0.745058 Hz
0.6710886 sec
501.187
20.480 usec
6.50 usec
298.0 K
1.00000000 sec
0.03000000 sec
0.00001500 sec
0.89999998 sec
0.00093990 sec
23
26
P32 90.00 usec
DO 1
CHANNEL £1
SFO1 75.4878687 MHz
NUC1 13
Pl 15.00 usec
PLW1 15.00000000 W
CHANNEL f£2
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltz16
90.00 usec
10.00000000 W
0.20863999 W
0.10495000 W

F2 - Processing parameters

SI 32768

SF 75.4803210 MHz
EM

WDW
SSB 0
T T T T T T T T T = o 1200 &z
180 160 140 120 100 80 60 40 20 ppmzc 1.40

Spectra 4. Compound 4d *C-NMR spectra.



DOPNALAB

Item Value
Acquired Date&Time 23.12.2016 15:03:05
Acquired by System Administrator
Filename C:\Users\dopnalab\Desktop\derya\ZD serisi\ZD-21.ispd
Spectrum name ZD-21
Sample name ZD-2
Sample ID
Option
Comment
No. of Scans 10
Resolution 4 [cm-1]
Apodization Happ-Genzel
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Spectra 5. Compound 4e IR spectra.



Formula Predictor Report - ZD-2_29.Icd Page 1 of 1

Data File: C:\ LabSolutions\ Data\Analiz\derya\ ZD-2_29.Icd

Elmt  Val. Min Max Elmt | Val. Min Max Elmt | Val. Min Max Elmt | Val. Min Max Use Adduct
H 1 4 30 o 2 1 3 S 2 0 3 Ru 2 0 0 H
C 4 5 33 F 1 0 0 Cl 1 0 1 | 3 0 0
N 3 2 6 P 3 0 0 Br 1 0 0
Emor Margin (ppm): 15 DBE Range: 15.0-18.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time : 8.320 ->8.320 Scan# : 1249 -> 1249

6.5006]
6.000e6]
55006
5.000e6]
45006
40006
3.500e6]
3.000e6 276.5654
2.500e6]
f'ggg:gf 770677 | 2775647 552.1293
000e61 553.1330 | 554.1262
150085 278.0657
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L
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Measured region for 552.1293 m/z
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C27 H26 N5 02 S2 Cl [M+H]+ : Predicted region for 552.1289 m/z
552.1289

100.0

50.0- | “ 554.1268
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|
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Rank Score Fomula (M) lon Meas. 'z Pred. Mz Df. (mDa) Df. (ppm) Iso DBE
1 100.00 C27 H26 N5 02 S2 Cl [M+H]+ 552.1293  552.1289 0.4 0.72 100.00 17.0

Spectra 6. Compound 4e HRMS spectra.
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Spectra 7.
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Current Data Parameters

NAME 2D-

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date 20161230

Time 13.53

INSTRUM FOURIER300

PROBHD 5 mm DUL 13C-1

PULPROG zg

™D 16384

SOLVENT DMSO

NS 16

DS 0

SWH 6103.516 Hz

FIDRES 0.372529 Hz

AQ 1.3421773 sec

RG 15.1216

DW 81.920 usec

DE 6.50 usec

TE 298.0 K

D1 3.00000000 sec

TDO 1
CHANNEL f1 =: =

SFO1 300.1818537 MHz

NUC1 1H

P1 13.00 usec

PLW1 10.00000000 W

F2 - Processing parameters

6553
300.1799980 MHz

SF

WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00

Current Data Parameters
AME 2

zD-2
PNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20161230
Time 13.55
FOURIER300
5 mm DUL 13C-1
29pg
32768
DMSO
2048
4
24414.062 Hz
0.745058 Hz
0.6710886 sec
501.187
20.480 usec
6.50 usec
298.0 K
1.00000000 sec
0.03000000 sec
0.00001500 sec
0.89999998 sec
0.00093990 sec
26
90.00 usec
1
CHANNEL £1
MHz

75.4878687
13c

15.00 usec
15.00000000 W

CHANNEL f£2
SFO2 300.1812007 MHz
NUC2 1K
CPDPRG[2 waltzl6
90.00 usec

10.00000000 W
0.20863999 W
0.10495000 W

F2 - Processing parameters
32768

75.4803210 MHz
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Spectra 8. Compound 4e *C-NMR spectra.
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DOPNALAB

Item Value
Acquired Date&Time 23.12.2016 16:04:09
Acquired by System Administrator
Filename C:\Users\dopnalab\Desktop\derya\ZD serisi\ZD-111.ispd
Spectrum name ZD-111
Sample name ZD-11
Sample ID
Option
Comment
No. of Scans 10
Resolution 4 [cm-1]
Apodization Happ-Genzel
Abs
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Spectra 9. Compound 4h IR spectra.



Formula Predictor Report - ZD-11_38.Icd

Data File: C:\ LabSolutions\ Data\Analiz\derya\ ZD-11_38.Icd

Page 1 of 1

Elmt  Val. Min Max Elmt | Val. Min Max Elmt | Val. Min Max Elmt | Val. Min Max Use Adduct
H 1 4 30 o 2 1 3 S 2 0 3 Ru 2 0 0 H
C 4 5 33 F 1 0 0 Cl 1 0 0 | 3 0 0
N 3 2 5 P 3 0 0 Br 1 0 0
Emor Margin (ppm): 10 DBE Range: 10.0-15.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 8.627 Scan#: 1295
9.000e6
8.000e6]
7.000e6
6.000e6
5.000e6
228.0810
4.000e64
3.000e6
455./1569
2.00066] 229,080 228.5814 .
1.000e6 .
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Measured region for 455.1569 m/z
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; A ; . . ; : ,
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C23 H26 N4 02 S2 [M+H]+ : Predicted region for 455.1570 m/z
455.1570
100.0
50.01 ‘ “
\
‘ | 456.1598
| I
|
| \ I 457.1559
| ‘
“‘ | /‘} | f‘\‘
0 L ‘ —L ‘ — ‘ — ‘
455.0 455.5 456.0 456.5 457.0 457.5 458.0 458.5
Rank Score Fomula (M) lon Meas. 'z Pred. Mz Df. (mDa) Df. (ppm) Iso DBE
1 83.68 C23 H26 N4 02 S2 [M+H]+ 455.1569  455.1570 -0.1 0.22 83.68 13.0

Spectra 10. Compound 4h HRMS spectra.
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Current Data Parameters

NAME 2D-11
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20161230
Time 22.07
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
™D 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 8.46781
DW 81.920 usec
DE 6.50 usec
TE 297.9 K
D1 3.00000000 sec
TDO 1
CHANNEL f1 =: =
SFO1 300.1818537 MHz
NUC1 1H
P1 13.00 usec
PLW1 10.00000000 W

F2 - Processing parameters

6553
300.1800000 MHz
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WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Spectra 11. Compound
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Current Data Parameters
NAME zD-11
PNO 2

PROCNO 1
F2 - Acquisition Parameters
Date_ 20161230

4
24414.062
0.745058
0.6710886
501.187
20.480
6.50
298.1
00000000
03000000
00001500
89999998
00093990

Hz
Hz
sec

usec
usec

sec
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sec
sec

coocor

23
26
90.00
1

i usec
DO

CHANNEL f1
SFO1 75.4878687
NUC1 13¢
Pl
PLW1

MHz

15.00 usec
15.00000000 W

CHANNEL f£2
SFO2 300.1812007
NUC2 1K
CPDPRG[2

MHz

90.00
10.00000000 W
0.20863999 W
0.10495000 W
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T
120
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Spectra 12. Compound 4h 3*C-NMR spectra.

40

T
20

F2 - Processing parameters
S1 32768
SF 75.4803210 MHz
WDW
ssB 0
LB 1.00 Hz
GB 0

ppmezc 1.40



