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Chemical Formula: CygH>5FoN5S4
Exact Mass: 456.0634
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 14.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

536 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-5 F:1-3 S:0-6

SN0349 212
01-Jun-2021
2106005 567 (3.443) Cm (567:570-(535:540+596:601)) 1: TOF MS ES+
1.686+003
100— 457.0709
%]
] 458.0750
] 460.0721
o 4207319 4341652 4366989 445 0585 445 1366 448.3361451.3436 4065868 | | | Ve 463.1052 4713483 4730450 4783074 |479-972|2 486.3437
O Y 1L 20 -7 ) A . 231 B 5 M 2 S ML W P S IO S ARIRMIS S S SNBSS L8 I B LG amab L St
430.0 435.0 440.0 445.0 450.0 455.0 460.0 465.0 470.0 475.0 480.0 485.0
Minimum: 0.0
Maximum: 5.0 5.0 14.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
457.0709  457.0712 0.3 -0.7 9.5 153.0 0.0 C20 H23 N2 F2 54




828@%:3;%223@‘3 (1?73 cl::‘q g;; : Current Data Parameters
R oo °° ERE < NAME SN0349-11
[ el e A ol ol ol ol St e [TolTe} < < o o EXPNO 10
'\\NV% l ] v H I PROCNO 1

F2 - Acquisition Parameters

Date_ 20210518

Time 11.17
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 16

DS 2

SWH 7978.724 Hz
FIDRES 0.243491 Hz
AQ 2.0534613 sec
RG 69.13

DW 62.667 usec
DE 6.50 usec
TE 296.2 K
Dl 1.00000000 sec
TDO 1
======== CHANNEL fl ==s=====
SFO1 399.7524686 MHz
NUC1 1H

Pl 9.00 usec
PLW1 12.20000076 W

F2 - Processing parameters
ST 65536

SF 399.7500096 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters
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NAME SN0349-~LOT1
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20210520
Time 0.01
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 2048
DS 4
SWH 24038.461
FIDRES 0.366798
y:\o] 1.3631488
RG 199.3
DW 20.800
DE 6.50
TE 295.0
Dl 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL fl ====
SFO1 100.5272687
NUC1 13cC
Pl 8.60
PLW1 87.00000000
======== CHANNEL f2 ====
SFO2 399.7515990
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 30.00
PLW2 19.20000076
PLW12 0.20000000
PLW13 0.15552001
F2 - Processing parameters
SI 32768
SFE 100.5172094
WDW EM
SSB 0

LB 1.00
GB 0

PC 1.40
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Print Date: Wed May 26 14:55:18 2021 Page 1 of 1

Title :

Run File - C:\Users\DG\Documents\SYNTHENOVA\Mode opératoire\SN0346-49 421-26\thiuram HPLC\HPLC ok\SN034%9-Ll.run
Method File : C:\star\startupl.mth

Sample ID : SN0349-L1

Injection Date: 21/05/2021 14:56 Calculation Date: 21/05/2021 15:16

Operator : dG Detector Type: 0800 (1 Volt)

Workstation: HDD Bus Address : 81

Instrument : Instrument #1 Sample Rate : 10.00 H=z

Channel : 2 = 2 1 Run Time : 20.002 min

Run Mode : Analysis

Peak Measurement: Peak Area
Calculation Type: Percent

Ret. Time Width
Peak Peak Result Time Offset Axrea Sep - 1/2 Status
No . Name () {(min) (min) (counts) Code (sec) Codes
1 0.0288 0.744 0.000 2116 BV 10.2
2 0.0147 0.847 0.000 1083 vV 6.1
3 0.0201 1.014 0.000 1480 vV 6.8
4 0.0350 1.223 0.000 2573 vV  13.4
5 0.0512 1.547 0.000 3761 vv 12.3
6 0.0811 2.195 0.000 5960 vV 7.8
7 99.6518 2.715 0.000 7321431 Ve 7.2
8 0.0470 4.869 0.000 3456 PV 0.0
] 0.0701 ©.176 0.000 5152 BB 18.9
Totals: 98.9998 0.000 7347012
Total Unidentified Counts : 7347011 counts
Detected Peaks: 10 Rejected Peaks: 1 Identified Peaks: O
Multiplier: 1 Divisoxr: 1 Unidentified Peak Factor: 1
Baseline Offset: —-152 microVolts LSB: 1 microVolts
Noise (used): 29 microVolts - monitored before this run

Manual injection
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Chemical Formula: CygH>5FoN5S4
Exact Mass: 456.0634
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = 0.0, max = 14.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 4
Monoisotopic Mass, Even Electron lons
536 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-5 F:1-3 8:0-6
SN0348 211
01-Jun-2021
2106004 579 (3.501) Cm (578:581-(549:553+622:627)) 1: TOF MS ES+
1.04e+004
100+ 457.0707
o/o"
. 458.0713
] 442.1422 456.0593 { 460.0742 460 8966 473.0659 476.3956
ol 4332804343160 T 4438799 | 446.38184498380 7T N il g 4683100 T NAZAE9RS L miz
430.0 435.0 440.0 445.0 450.0 455.0 460.0 465.0 470.0 475.0
Minimum: 0.
Maximum: 5.0 10.0 14.
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
457.0707  457.0712 -0.5 -1.1 9. 434.3 .0 C20 H23 N2 F2 54
457.0746 -3.9 -8.5 4. 439.7 .3 C17 H27 N2 F2 S5

11
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ggggg :r"c!; <t © O O Current Data Parameters
mame ! < RO NAME SN0348-LOT1
VI | 11 |

F2 - Acguisition Parameters

Date 20210506

Time 18.19
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 16

DS 2

SWH 7978.724 Hz
FIDRES 0.243491 Hz
AQ 2.0534613 sec
RG 30.7

DW 62.667 usec
DE 6.50 usec
TE 296.2 K

D1 1.00000000 sec
TDO 1
=m======= CHANNEL fl ========
SFO1 399.7524686 MHz
NUC1 1H

Pl 9.00 usec
PLW1 19.20000076 W

F2 - Processing parameters
ST 65536

SF 399.7500108 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

S
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Current Data Parameters

NAME SN0348LOT1
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date 20210508

Time 15.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 2048

DS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 199.3

DW 20.800 usec
DE 6.50 usec
TE 295.0 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFOL 100.5272687 MHz
NUC1 13C

Pl 8.60 usec
PLW1 87.00000000 W
======== CHANNEL f2 ========
SFO2 399.7515990 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 19.20000076 W
PLW12 0.20000000 W
PLW13 0.15552001 W

F2 - Processing parameters
ST 32768

SF 100.5172122 MHz
WDW EM

SSB o]

LB 1.00 Hz
GB 0

PC 1.40
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Print Date: Wed May 26 14:40:47 2021 Page 1 of 1

Title H

Run File . C:\Users\DG\Documents\SYNTHENOVA\Mode opératoire\SN0346-49 421-26\thiuram HPLC\HPLC ok\8N0348~L1l.run
Method File : C:\star\startupl.mth

Sample ID : SNO0348-L1

Injection Date: 12/05/2021 16:02 Calculation Date: 12/05/2021 16:22

Operator : deG Detector Type: 0800 (1 Volt)

Workstation: HDD Bus Address - 81

Instrument : Instrument #1 Sample Rate : 10.00 H=z

Channel 12 =21 Run Time : 20.002 min

Run Mode Analysis
Peak Measurement Peak Area
Calculation Type: Percent

Ret. Time Width
Peak Peak Result Time Offset Area Sep. 1/2 Status
No. Name () (min) (min) (counts) Code (sec) Codes
1 0.0236 0.786 0.000 3277 BV 8.3
2 0.0127 1.003 0.000 1761 vP S.8
3 0.0205 1.438 0.000 2838 PV 20.8
4 0.0123 1.635 0.000 1713 vv 15.1
5 0.00%6 2.211 0.000 1332 vB 29.0
6 0.0232 5.297 0.000 3214 BB 7.9
7 0.1443 6.776 0.00C0 20032 BV 14.6
8 95.4616 7.347 0.000 13805326 VB 16.1
9 0.2707 8.620 0.000 37575 Ts 0.0
10 0.0216 11.208 0.000 2993 BB 19.8
Totals: 100.0001 0.000 13880061
Total Unidentified Counts : 13880062 counts
Detected Peaks: 12 Rejected Peaks: 2 Identified Peaks: O
Multiplier: 1 Divisor: 1 Unidentified Peak Factor: 1
Baseline Offset: —-24 microVolts LSB: 1 microVolts
Noise (used): 31 microVolts - monitored before this run

Manual injection

S ok s o o o ok e ok o sk ke e e e ke de Tk K ok S ok %k ek ok e ok ke kR Kk STk sk K S ok ke ke ok Sk gk ok e Tk o ok Sk o Sk g ok e ok e ok e ok e ok ok ok ok ok ok ok ok ke
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NJ\S’S N

(4c)

Chemical Formula: C,gH>5CI;N,S4
Exact Mass: 488.0043

16
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Elemental Composition Report Page 1

Multiple Mass Analysis: 3 mass(es) processed
Tolerance = 10.0 PPM / DBE: min = 0.0, max = 14.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons
4839 formula(e) evaluated with 27 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-5 S:0-6 35CI:0-2 37Cl:0-2

SN0347 2:10
01-Jun-2021
2106003 619 (3.767) Cm (617:622-(576:598+677:700)) 1: TOF MS ES+
6.65e+003
100— 489.0128 491 0098
%_
4 493.0053
469.0658 496.4209
O— A 472.0680  475.4953 w } ; L 4(49]4241 504.2886 ?q89?7?x I ‘.STG7%O#V2
470.0 l 47!5.0 l 4810.0 ; 48%.0 [ 496.0 l 49}5.0 i 5010.0 l 5015.0 510.0 515.0
Minimum: 26.70 0.0
Maximum: 100.00 5.0 10.0 14.0
Mass RA Calc. Mass mDa PPM DBRE i-FIT i~FIT (Norm) Formula
489.0128 100.00 489.0137 -0.9 -1.8 9.5 167.6 1.1 Ci8 H22 N4 S5 35C1
489.0121 0.7 1.4 9.5 167.6 1.1 C20 H23 N2 sS4 35Cl2
489.0155 -2.7 -5.5 4.5 168.4 1.9 Cl7 H27 N2 S5 35Cl2
489.0170 -4.2 -8.6 4.5 169.3 2.7 Cl5 H26 N4 56 35C1
489.0136 -0.8 -1.6 11.5 169.6 3.0 Cc20 H20 N4 S2 35C1 37Clz
489.0154 ~2.6 -5.3 6.5 170.1 3.6 Cl% H25 N2 §2 35Cl2 37Cl2
489.0170 -4 .2 -8.6 6.5 170.3 3.8 C17 H24 N4 83 35C1 37Cl2
489.0121 0.7 1.4 11.5 172.8 6.3 C22 H21 N2 s 35Clz 37cCl2
481.0098 89.42 491.0141 ~4.3 -8.8 4.5 124.7 0.3 Cl5 H26 N4 S6 37C1l
4931.0107 -0.9 -1.8 9.5 126.3 1.9 Cc1l8 H22 N4 S5 37Cl
491.0125 -2.7 -5.5 4.5 127.2 2.8 Cl7 H27 N2 85 35C1 37Cl
491.0124 ~-2.6 -5.3 12.5 127.3 2.9 C23 H23 86
491.0060 3.8 7.7 4.5 128.5 4.1 Cl5 H25 N4 85, 35Ciz2
491.0110 -1.2 -2.4 4.5 129.5 5.1 Cl9 H28 S§4 35Cl2 37CiL
491.0092 0.6 1.2 9.5 129.5 5.1 C20 H23 N2 84 35Cl 37Ci
491.0093 0.5 1.0 1.5 131.6 7.2 Cl4 H27 N4 S3 35clz 37Clz2
491.0076 2.2 4.5 9.5 132.6 8.2 C22 H24 83 35Ccl2 37Cl
481.0059% 3.9 7.9 6.5 135.0 10.6 Cl7 H23 N4 S22 35Clz 37Ci2
493.0053 26.71 493.0047 0.6 1.2 9.5 64.6 0.5 C22 BHB24 83 35C1 37Cl2
453.0062 -0.9 -1.8 9.5 65.8 1.7 C20 H23 N2 84 37Cl2
493.0080 -2.7 -5.5 4.5 66.7 2.6 Cl9 H28 Ss4 35C1 37Cl2
493.0047 0.6 1.2 7.5 67.3 3.2 cC20 H26 86 35C1
453.0030 2.3 4.7 4.5 67.7 3.6 Cl5 H25 N4 85 35C1I 37Cl
493.0015 3.8 7.7 4.5 68.1 1?0 Cl7 H26 N2 Ss4 35Ci2 37ClL
493.0029 2.4 4.9 12.5 68.6 .5 C21 H21 N2 86




Elemental Composition Report

Multiple Mass Analysis: 3 mass(es) processed
Tolerance = 10.0 PPM / DBE: min = 0.0, max = 14.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

4839 formula(e) evaluated with 27 results within limits (up to 50 best isctopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-5 8:0-6 35CL0-2 37Cl:0-2

496. 4209

Page 2

2:10

1: TOF MS ES+
6.65e+003

508.0874 517.7404

SN0347
01-Jun-2021
2106003 619 (3.767) Cm (617:622-(576:598+677:700))
100+ 488.0128 491 0098
%_
] 493.0053
] 469.0858 4750600  475.4953 ‘ [ [
S i T
470.0 475.0 480.0 485.0 490.0 495.0
Minimum: 26.70 0.0
Maximum: 100.00 5.0 10.0 14.0
Mass RA Calc. Mass mDa PPM DBE i-FIT i-FIT
493.0014 3.9 7.9 12.5 69.5 5.

19
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oMo o

(kg (0\]\ g ~ g S a Q g 8 Current Data Parameters
. O oo <2 SR NAME SN0347-L1

o~ 010 < ™ — EXPNO 10
/ l l ‘ l l PROCNO 1

—
=

F2 - Acquisition Parameters

Date 20210519

Time 10.53
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 16

DS 2

SWH 7978.724 Hz
FIDRES 0.243491 Hz
AQ 2,0534613 sec
RG 69.13

DW 62.667 usec
DE 6.50 usec
TE 296.2 K

Dl 1.00000000 sec
TDO 1
======== CHANNEL fl1 =======—=
SFO1 399.7524686 MHz
NUC1 1H

Pl 9.00 usec
PLW1 19.20000076 W

F2 ~ Processing parameters
SI 65536

SF 399.7500098 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

I 1 1

20
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el <« mm oo o e Qe aN Current Data Parameters

33 R BRI NS Bod < ad NAME SN0347-LOT1
EXPNO 10

\/ \\‘ \/ l ‘ l l \/ PROCNO 1
F2 - Acquisition Parameters
Date 20210521
Time 0.24
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 2048
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 199.3
DW 20.800 usec
DE 6.50 usec
TE 295.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ==s=====
SFO1 100.5272687 MHz
NUC1 13C
Pl 8.60 usec
PLW1 87.00000000 W
======== CHANNEL f2 ==s======
SF02 399.7515990 MHz
NUC2 1H
CPDPRG[2 waltzle6
PCPD2 90.00 usec
PLW2 19.20000076 W
PLW12 0.20000000 W
PLW13 0.15552001 w
F2 - Processing parameters
SI 32768
SF 100.5172106 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

| | — ' | ' | ' 1 ' | ; l ' | ;
160 140 120 100 80 60 40 20 0 ppm
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Print Date: Wed May 26 14:38:34 2021 Page 1 of 1

Title H

Run File . C:\Users\DG\Documents\SYNTHENOVA\Mode opératoire\sSN0346-49 421-26\thiuram HPLC\EPLC ok\SN0347-L1l.run
Method File : C:\STAR\STARTUP1l.MTH

Sample ID : SNO347-L1

Injection Date: 21/05/2021 14:17 Calculation Date: 21/05/2021 14:37

Operator : dG Detector Type: 0800 (1 Volt)

Workstation: HDD Bus Address : 81

Instrument : Instrument #1 Sample Rate : 10.00 Hz

Channel H : 20.002 min

2 = 2 1 Run Time

Run Mode : Analysis
Peak Measurement: Peak Area
Calculation Type: Percent

Ret. Time Width
Peak Peak Result Time Offset Area Sep- 1/2 Status
No . Name @] (rmin) (min) (counts) Code (sec) Codes
1 0.0110 0.713 0.00C0 1018 BV 7.6
2 0.0123 0.862 0.000 1138 vP 3.2
3 0.0166 1.044 0.000 1539 PV 5.4
4 0.0328 1.304 0.000 3048 vV 5.5
5 0.0236 1.694 0.000 2195 vB 5.0
[3) 0.02920 2.370 0.000 2697 BB 6.1
7 0.0539 2.81¢9 0.000 5010 BV 6.8
8 0.1185 3.121 0.000 11007 vp 8.2
] 99.6787 4.133 0.000 9260407 PB 10.2
10 0.0236 5.203 0.000 2195 TS 0.0
Totals: 100.0000 0.000 9290254
Total Unidentifjied Counts : 9290255 counts
Detected Peaks: 12 Rejected Peaks: 2 Identified Peaks: O
Multiplier: 1 Divisor: 1 Unidentified Peak Factor: 1
Baseline Offset: -160 microVolts sB: 1 microvVolts
Noise (used): 37 microVolts — monitored before this run

Manual injection

e s e R de s K de sk ko e ook g v Yo ok o ok e ok e %k vk s Sk vk sk v sk e ok ok do Tk d ok R S ¥ S ok e ok Jk ke e Sk g ok dke Sk ok ke ok ek Sk ke ok ok Sk ok ok ok ok e 3k Sk ok Sk ok e ke
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Chemical Formula: Cy5H>5FgN>S4
Exact Mass: 556.0570
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 14.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

522 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-3 S:0-6 F:4-7

SNQ422 2:14
01-Jun-2021
2106007 612 (3.714) Cm (612:613-(594:595+648:663)) 1: TOF MS ES+
8.37e+003
100= 557.0676
%_
] 558.0718
] 560.0534
0 543.0245 547 4146 548.8771 555.9263 » ”“{ , 564.9304 | 583.8331| 587.670? 590.329l2 592.0?3%/2
T e B L Bl L e e e 1 L/, B L L s UL L L B B ML
545.0 550.0 555.0 560.0 565.0 570.0 575.0 580.0 585.0 590.0
Minimum: 0.0
Maximum: 5.0 5.0 14.0
Mass Calc. Mass mDa PPM DBRE i-FIT i-FIT (Norm) Formula
557.0676 557.0648 2.8 5.0 9.5 248.5 0.4 C22 H23 N2 S54 Fe6
557.0682 -0.6 -1.1 4.5 249.3 1.2 Cl19 H27 N2 S5 F6

26
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Current Data Parameters

NAME SN0422-L1
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210526

Time 18.01
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 16

DS 2

SWH 7978.724 Hz
FIDRES ) 0.243491 Hz
AQ 2.0534613 sec
RG 79.2

DW 62.667 usec
DE 6.50 usec
TE 296.2 K

D1 1.00000000 sec
TDO 1
=w====== CHANNEL fl ====—===
SFO1 399.7524686 MHz
NUC1 1H

Pl 9.00 usec
PLW1 19.20000076 W

F2 - Processing parameters
SI 65536

SF 399.7500098 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00




23 NERESR3E5Y N -

0o ggggﬁggaaw aNw e = Current Data Parameters

et R BRI B R B AT an NAME SNQ422-1otl
EXPNO 10

| NN\ i I 1
F2 - Acquisition Parameters
Date_ 20210527
Time 23.18
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
D 65536
SOLVENT CDC13
NS 2048
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 199.3
DW 20.800 usec
DE 6.50 usec
TE 295.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
==m===== CHANNEL fl ========
SFO1 100.5272687 MHz
NUC1 13C
Pl 8.60 usec
PLW1 87.00000000 W
======== CHANNEL f2 ========
SFO2 399.7515990 MHz
NUC2 1H
CPDPRGI[2 waltzlé
PCPD2 90.00 usec
PLW2 19.20000076 W
PLW12 0.20000000 W
PLW13 0.15552001 w
F2 - Processing parameters
SI 32768
SFE 100.5172078 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

I TN Y| TR N ATV U

[ ' | T 1 [} i I i I i [ T [ T I ' I ) I )
200 180 160 140 120 100 80 60 40 20 0 ppm
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Print Date: Thu May 27 11:30:46 2021 Page 1 of 1

Title :

Run File . C:\Users\DG\Documents\SYNTHENOVA\Mode opératoire\sSNO0346-49 421-26\thiuram HPLC\HPLC ok\SN0422-Ll1.run
Method File : C:\star\startupl.mth

Sample ID : SN0422-L1

Injection Date: 26/05/2021 15:42 Calculation Date: 26/05/2021 16:02

Operator : déG Detector Type: 0800 (1 Volt)

Workstation: HDD Bus Address - 81

Instrument : Instrument #1 Sample Rate : 10.00 H=z

Channel 2 =2 1 Run Time : 20.002 min

Run Mode 77 : Analysis -

Peak Measurement: Peak Area
Calculation Type: Percent

Ret . Time wWidth
Peak Peak Result Time Offset Area Sep. 1/2 Status
(min) (min) (counts) Code (sec) Codes
0.723 0.000 3523 BP 8.8
0.874 c.000 1544 PP 6.6
1.479 0.000 4706 PV 7.3
2.157 0.00C0 12235 vv 6.4
2.507 0.000 4883 vB 7.3
7.167 0.000 7257482 BB 15.6
11.221 0.000 6539 BB 22.8
Totals: 100.0000 0.000 7280822
Total Unidentified Counts : 7290923 counts
Detected Peaks: 7 Rejected Peaks: O Identified Peaks: O
Multiplier: 1 Divisor: 1 Unidentified Peak Factor: 1
Baseline Offset: —12 microVolts LSB: 1 microVolts
Noise (used): 68 microVolts - monitored before this run

Manual injection
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Chemical Formula: Cy5H5gN>05,54
Exact Mass: 480.1034
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 14.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

560 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-3 0:0-3 S:0-6

SNO421 2:13
01-Jun-2021
2108006 554 (3.365) Cm (552:557) : 1: TOF MS ES+
5.62e+004
100 481.1102
%
1 482.1133
1 484.1102 518.0710 554 665
5] 468.3908 470.3921 480.8938 ‘ 489.3162.490.7411496.4222 503.0945 505.0941 512.4173 5141566 | /. 2261702 5333467
P e et 4893102490, T R e e T R T S e e e e
465.0 470.0 475.0 480.0 485.0 490.0 495.0 500.0 505.0 510.0 515.0 520.0 525.0 530.0 535.0
Minimum: 0.0
Maximum: 5.0 5.0 14.0
Mass Calc. Mass mbDa PPM DBE i-FIT i-FIT (Norm) Formula
481.1102  481.1112 -1.0 -2.1 9.5 690.6 0.0 C22 H29 N2 02 S4
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T OWO S oo N O O~ < (42 M ani #2%

ReISS858 2y QLoON N Current Data Parameters
Ll e e o s NAME SN0421
SN~~~ 0 0o 0w < MMM |-;\—i|—; EXPNO 10
\Q\\/ \dfd/ l | \/ ‘ \ \/ PROCNO 1

F2 - Acquisition Parameters

Date 20210427

Time 17.55
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 16

DS 2

SWH 7978.724 Hz
FIDRES 0.243491 Hz
AQ 2.0534613 sec
RG 30.7

DW 62.667 usec
DE 6.50 usec
TE 296.2 K

D1 2.00000000 sec
TDO 1
======== CHANNEL f] ========
SFO1 399.7524686 MHz
NUC1 1H

Pl 9.00 usec
PLW1 19.20000076 W

F2 - Processing parameters
ST 65536

SF 399.7500098 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

8 7 6 5 4 3 2 1 ppm
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\/ V N Y N V.
260 | 1é0 | 1&0 | 1411-0 | 1;0 | 160 | 8l0 | 6l0 | 410 | 210 0 ppm

Current Data Parameters

MHz

Hz

NAME SN0421-L1
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20210501
Time 20.34
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 2048
DS 4
SWH 24038.461
FIDRES 0.366798
y:Xo] 1.3631488
RG 199.3
DW 20.800
DE 6.50
TE 295.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL fl ========
SFO1 100.5272687
NUC1 13C
Pl 8.60
PLW1 87.00000000
======== CHANNEL f2 =—======
SFO2 399.7515990
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00
PLW2 19.20000076
PLW12 0.20000000
PLW13 0.15552001
F2 - Processing parameters
ST 32768
SF 100.5172136
WDW EM
SSB 0

LB 1.00
GB 0

PC 1.40
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Print Date: Wed May 26 15:06:25 2021 Page 1 of 1

Title H

Run File : C:

Method File : C:\star\startupl.mth

Sample ID : SNO0421-L.1

Injection Date: 12/05/2021 17:16 Calculation Date: 12/05/2021 17:3
Operator : deG Detector Type: 0800 (1 Volt)
Workstation: HDD Bus Address : 81

Instrument : Instrument #1 Sample Rate : 10.00 H=z

Channel > 2 =2 1 Run Time : 20.002 min

Run Mode : Analysis
Peak Measurement: Peak Area
Calculation Type: Percent

Ret. Time Width
Peak Peak Result Time Offset Area Sep. 1/2
No. Name () (min) (min) (counts) Code (sec)
1 0.0469 0.785 0.000 4502 BV 7.8
2 0.0185 1.008 0.000 1772 vV 10.3
3 0.0628 1.364 0.000 6027 vv 7.0
4 0.0660 1.564 0.000 6334 \vavs 7.5
5 0.0466 2.425 0.000 4470 vv 0.0
3 0.0438 2.883 0.000 4201 VB 10.1
7 0.3073 3.888 0.000 29472 BB 11.2
8 98.7962 5.389 0.000C 9475442 VB 13.2
9 0.5346 6.673 0.000 51273 TS 0.0
10 0.0537 8.703 0.000 5148 BB 15.3
11 0.0235 12.182 0.000 2256 BB 0.0
Totals: 99.9999 0.000 95920887
Total Unidentified Counts : 9590898 counts
Detected Peaks: 12 Rejected Peaks: 1 Identified Peaks:
Multiplier: 1 Divisor: 1 Unidentified Peak Factor:
Baseline Offset: —-38 microVolts LSB: 1 microVolts
Noise (used): 34 microVolts - monitored before this run

Manual injection
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\Users\DG\Documents\SYNTHENOVA\Mode opératoire\sSN0346-49 421-26\thiuram HPLC\HPLC ok\SN0O421-Ll.run
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Chemical Formula: CigH>5N4S4
Exact Mass: 422.0727
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 14.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

189 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-5 8:0-8

SN0423 2:15
01-Jun-2021
2106008 360 (2.176) Cm (360-(343+391)) : 1: TOF MS ES+
6.39¢+003
100~ 423.0813
%
- 424.0811
] 401.2052  408.6586 416.2936 422.6551 426.1029 433.2190 4431025
0 398.8479 . . 413.1640414.2861 : : s 428.6631 . 4411002 4% 4491688 4548074 .
SR 11 £ B SOSN8 R AP AVPRNIE. .2 VANIMNEE S St UL L ZMES I M LLLEL S LR LSS
400.0 405.0 410.0 415.0 420.0 425.0 430.0 435.0 440.0 445.0 450.0 455.0
Minimum: 0.0
Maximum: 5.0 5.0 14.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
423.0813  423.0806 0.7 1.7 9.5 357.3 0.0 Cc18 H23 N4 S4
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Current Data Parameters

NAME SN0423-L1
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date 20210520

Time 17.47
INSTRUM spect
PROBHD 5 mm PABRO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 16

DS 2

SWH 7978.724 Hz
FIDRES 0.243491 Hz
AQ 2.0534613 sec
RG 30.7

DW 62.667 usec
DE 6.50 usec
TE 296.2 K

D1 ~1.00000000 sec
TDO 1
======== CHANNEL fl =—=—=====
SFO1 399.7524686 MHz
NUC1 1H

Pl 9.00 usec
PLW1 19.20000076 W

F2 - Processing parameters
SI 65536

SFE 399.7500100 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

MHz

Hz

NAME SN0423-L0OT1
EXPNO 10
PROCNO 1
F2 - Acguisition Parameters
Date 20210523
Time 9.02
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 2048
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631488
RG 199.3
DW 20.800
DE 6.50
TE 295.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL fl ===s=====
SFO1 100.5272687
NUC1 13C
P1 8.60
PLW1 87.00000000
======== CHANNEL f2 ========
SFOZ 399.7515990
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00
PLW2 19.20000076
PLW12 0.20000000
PLW13 0.15552001
F2 - Processing parameters
ST 32768
SF 100.5172217
WDW EM
SSB 0

LB 1.00
GB 0

PC 1.40
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Print Date:

Title

Run File
Metheod File
Sample ID

TR

C:
C:

SNO4
Injection Date:

DG
HDD

Operator
Workstation
Instrument
Channel

TR

2 =2

Run'Mode :
Peak Measurement:
Calculation Type:

Peak Peak
No. Name
1
2
3
Totals:

Total Unidentified
Detected Peaks: 3
Multiplier: 1
Baseline Offset: 4
Noise

(used) :

Manual injection

23-L1

27/05/2021 10:55

Instrument #1

1

Analysis
Peak Area
Percent

Result
)

100.0000

Counts :

Thu May 27 11:32:18 2021

\Users\DG\Documents\SYNTHENOVA\Mode opératoire\SNO0346-49
\star\startupl.mth

Detector Type:

Bus Address
Sample Rate
Run Time

Calculation Date:

Page 1 of 1

421-26\thiuram HPLC\HPLC

27/05/2021 11:15

0800 (1 Volt)
81
10.00 Hz

TIRTIT

20.002 min

Ret. Time Width
Time Offset Area Sep.- 1/2 Status
(min) (min) (counts) Code (sec) Codes
0.999 0.000 26791 BV 7.7
1.282 0.000 6738153 vB 6.2
3.914 0.000 8912 TS 0.0
0.00C0 6773856

6773856 counts

Rejected Peaks: O

Divisoxr:

microVolts

35 microVolts -

1 Unid

LSB:

Identified Peaks: O
entified Peak Factor: 1

1 microVolts

monitored before this run
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Chemical Formula: CigH>9N>05,54
Exact Mass: 400.0408

45



B sHIMADZU

cm-1

800 600

1000

1600 1400 1200

1800

_IvoLy
8 16Y
| GE'6GS
| Le6'L65
—85'¥€9
~¥'G99
|
T --G6TEL
——— | _G6'98L
A ==01'0}8
|Nlom.mww
~—— —/¥'5€6
= | L92'G66
———=550101
— GEVLOL
—— 90 %:
IMS 1oL
I ———""10¢'Z81|
——————98'7ze}
— \ | 156521
— E_u.mmlwﬁ
— 8E el
00| 8¢
7 “68'LLYL
A ~=e0'GEYL
L -2€ VG L
o LoveLyl
¥G'20G1
. /2.82
|2 el
—0ZeL)
|
¢
W \8.52
2 /€061
=" 575661
=/ Y6102
\-19'2¥02
E\-86'L912
¢ \“Lzi8le
mw
S~ [ 0082
——— ——08'1€6C
A\‘\1 ~-91'0/62
—OL'ELIE
_—BEVLIE
F —8lveLe
A
m_.
1 1T 717 1 7 1T 1T 7 [ 1T 17 1717 1 "7 1T
& L 8 2 B & e

3600 3200 2800 2400 2000

SN0424 - L1

4000

28/05/2021 14:28:28

SN0424 - L1

46




Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 14.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

662 formula(e) evaluated with 1 results within limits (up o 50 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-5 0:0-3 S:0-6

Page 1

SND424 2:16
01-Jun-2021
2106009 510 (3.078) Cm (508:513) 1: TOF MS ES+
7.96e+004
100— 401.0474
o]
1 403.0463
1 a78.2517 400.6205 ‘ 404.0475 417 naga 437.1704
o 385.0725 388.2600391.2816394.3461 ’ ) ' : 413.0895 417.0453 423.0341426.0360 432.2837 : |439 906§n iz
R e e i B T I e S B AL B LAY SIS B
380.0 385.0 390.0 395.0 400.0 405.0 410.0 415.0 420.0 425.0 430.0 435.0
Minimum: 0.0
Maximum: 5.0 5.0 14.0
Mass Calc. Mass mba PPM DBE i-FIT i-FIT (Norm) Formula
401.0474  401.0486 -1.2 -3.0 7.5 866.2 0.0 Cl6 H21 N2 02 s4
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o 25 c t Data P t
n o urren ata Parameters

= DA NAME SN0424LOT1

BN w0 EXPNO 10

\\// \/ ‘W PROCNO 1
F2 - Acquisition Parameters
Date_ 20210523
Time 5.00
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CbC13
NS 16
DS 2
SWH 7978.724 Hz
FIDRES 0.243491 Hz
AQ 2.0534613 sec
RG 30.7
DW 62.667 usec
DE 6.50 usec
TE 296.2 K
D1 1.00000000 sec
DO 1
======== CHANNEL fl =s======
SFOl1 399.7524686 MHz
NUC1 1H
Pl 9.00 usec
PLW1 19.20000076 W
F2 - Processing parameters
SI 65536
SF 399.7500098 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
BPC 1.00

L o i L
R R B N B S R A N R
9 8 7 6 5 4 3 2 1 ppm

S
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V WYNAL VY N v \
k . i LR J s
I I I | | I I I |} I '
200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME SNQ424L0T1
EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date 20210523

Time 7.00
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 2048

DS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 199.3

DW 20.800 usec
DE 6.50 usec
TE 295.0 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO ’ 1
======== CHANNEL fl ========
SFO1 100.5272687 MHz
NUC1 13C

Pl 8.60 usec
PLW1 87.00000000 W
======== CHANNEL f2 ========
SFO2 399.7515990 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 19.20000076 W
PLW12 0.20000000 W
PLW13 0.15552001 W

F2 - Processing parameters
SI 32768

SF 100.5172175 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

BPC 1.40
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Print Date: Thu Jun 03 09:52:45 2021 Page 1 of 1

Title :

Run File . C:\Users\DG\Documents\SYNTHENOVA\Mode opératoire\SN0346-49 421-26\thiuram HPLC\HPLC ok\SN0424-Ll.run
Method File : C:\star\startupl.mth

Sample ID : SN0424-L1

Injection Date: 21/05/2021 16:11 Calculation Date: 21/05/2021 16:31

Operator : dG Detector Type: 0800 (1 Volt)

Workstation: HDD Bus Address : 81

Instrument : Instrument #1 Sample Rate : 10.00 H=z

Channel : 2 =2 1 Run Time : 20.002 min

Run Mode ANE1IyYS8is
Peak Measurement: Peak Area
Calculation Type: Percent

Ret. Time Width
Peak Peak Result Time Offset Area Sep. 1/2 Status
No. Name @] (mmin) (min) (counts) Code (sec) Codes
1 0.1945 0.732 0.000 16025 BV 6.9
2 2.7035 1.108 0.000 222712 vV 9.3
3 0.6027 1.409 0.000 49648 vv 0.0
4 0.8249 1.755 ¢.000 67959 vV 6.8
5 1.3568 1.961 ©.000 111774 vV 6.8
[ 91.8821 2.293 0.000 7577512 vB 6.4
7 0.6958 2.612 0.000 57322 TS 0.0
8 0.2441 3.377 0.000 20110 TF 0.0
9 1.1896 3.625 0.000 97998 TF 0.0
10 0.2060 4.494 0.000 16973 TS 0.0
Totals: 100.0000 0.000 8238033
Total Unidentified Counts : 8238033 counts
Detected Peaks: 10 Rejected Peaks: O Identified Peaks: O
Multiplier: 1 Divisor: 1 Unidentified Peak Factor: 1
Baseline Offset: —43 microvVelts LSB: 1 microVolts
Noise (used): 26 microVolts — monitored before this run

Manual injection

e e s ok e e A e ke ok e de dk e de ke s e Tk S Tk ke sk kS ok Sk kR ke b R % e ok kK e Sk kS sk o Sk kS 3k e ok e ke ke Sk K S S e I ok e dke ok e Sk ok e ok ok o ok sk ok

51



: M
Srytete
(4h)

Chemical Formula: CigH>oN>Sg
Exact Mass: 431.9951
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 14.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

194 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-5 S:0-6

SN0425 2:17
01-Jun-2021
2106010 540 (3.282) Cm (537:543-(506:514+567:578)) 1: TOF MS ES+
4.10e+004
100+ 433.0027
Yo
] 434.9999
] 41 432.47 } { 436.0015 450.9951 460.3396 472.9568  478.0616
o 414.3218 8.0510  428.0492 432.4763 (. 439.7572 448.9093 2°0- 458.3468 4903396 453 gggg  470-9586 - SO X2 B
B e N R R Ra e S R B T e o S LN SRR A
415.0 420.0 425.0 430.0 435.0 440.0 445.0 450.0 455.0 460.0 465.0 470.0 475.0 480.0 485.0
Minimum: 0.0
Maximum: 5.0 5.0 14.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
433.0027  433.0029 -0.2 -0.5 7.5 714.7 0.0 Cl6 H21 N2 S6
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Current Data Parameters

o~ W
252 S 2 28
. 2 = NAME SN0425LOT1

e 0 - o EXPNO 10

l I I l I PROCNO 1
F2 - Acquisition Parameters
Date_ 20210510
Time 14.43
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CDC13
NS 16
DS 2
SWH 7978.724 Hz
FIDRES 0.243491 Hz
AQ 2.0534613 sec
RG 69.13
DW 62.667 usec
DE 6.50 usec
TE 296.2 K
D1 1.00000000 sec
TDO 1
===———== CHANNEL fl ========
SFO1 399.7524686 MHz
NUC1 1H
Pl 5.00 usec
PLW1 19.20000076 W
F2 - Processing parameters
ST 65536
SF 399.7500097 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

]

I-----.---I-..---..-l--.:-----I..u..;...III.-.--nnlnunnn--||||-||-.--|||-nnnuuuuluu.nxuu.-lxnnnu

R e o
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n 0oy MW N

V:LD O~ <M S~ e O = m

so ;(\g (L:'[\'“;“; o wo®o MmN « Current Data Parameters

a3 naNNNY oo sdon o NAME SN0425-FINAL
EXPNO 10

\ Y W/ ol !
F2 - Acguisition Parameters
Date_ 20210511
Time 5.00
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 2048
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 199.3
DW 20.800 usec
DE 6.50 usec
TE 295.0 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 100.5272687 MHz
NUC1 13C
Pl 8.60 usec
PLW1 87.00000000 W
mmm====== CHANNEL f2 ========
SFO2 399.7515990 MHz
NUC2 1H
CPDPRG][2 waltzl6
PCPD2 90.00 usec
PLW2 19.20000076 W
PLW12 0.20000000 W
PLW13 0.15552001 W
F2 - Processing parameters
ST 32768
SF 100.5172114 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

I I I I i I ) I j I j I T I i I T I i
200 180 160 140 120 100 80 60 40 20 0 ppm
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print Date: Wed May 26 14:53:39 2021 Page 1 of 1

Title b

Run File . C:\Users\DG\Documents\SYNTHENOVA\Mode cpératoire\SN0346-49 421-26\thiuram HPLC\HPLC o0ok\S8SN0O425-L1.run
Method File : C:\star\startupl.mth

Sample ID : SN0425-L1

Injection Date: 12/05/2021 16:53 Calculation Date: 12/05/2021 17:13

Operator : dG Detectoxr Type: 0800 (1 Volt)

Workstation: HDD Bus Address : 81

Instrument : Instrument #1 Sample Rate : 10.00 Hz

Channel : 2 =2 1 Run Time : 20.002 min

rRun Mode Analysis
Peak Measurement Peak Area
Calculation Type: Percent

Ret. Time Width
Peak Peak Result Time Offset Area Sep- 1/2 Status
No. Name ) (min) {(min) (counts) Code (sec) Codes
1 0.2273 0.804 0.000 18378 BP 7.0
2 0.0788 1.29¢9 0.000 6368 PV 8.3
3 0.033¢9 1.568 0.000 2744 vV 8.8
4 0.0160 2.844 0.000C 1292 BV 10.3
5 0.4527 3.125 0.000 36597 vV 7.7
6 0.2954 3.728 0.00C0 23887 VB 11.1
7 97.5228 4.840 0.000 7884557 BB 12.2
8 1.2970 5.642 0.000 104861 TS 0.0
9 0.0761 10.236 0.000 6154 BR 0.0
Totals: 100.0000 0.000 8084838
Total Unidentified Counts : 8084837 counts
Detected Peaks: 10 Rejected Peaks: 1 Identified Peaks: O
Multiplier: 1 Divisor: 1 Unidentified Peak Factor: 1
Baseline Offset: ~33 microVolts LsSB: 1 microVolts
Noise (used): 28 microVolts - monitored before this run

Manual injection

*******************************************************************************

58



S 7
(4i)

Chemical Formula: CigH>oN>Sg
Exact Mass: 431.9951

59



B sSHIMADZU

uVH.om.mﬁ
_ \-8Z'08Y

ff

—= —L0'L95

|
gaa—

i
—— —1G'9€9
T~ _-20v0L
e

—

— e A<V

————— —6£6¢8

9716
—" gyge0

—— —~G0'V.6

0¢'L66

——— ¢V ¢LO0}
= —1 2’01}

| e69911
=2 glesll

= T-GLSIeh]

———— \-20'9¥%CI

| -G¥'88¢ !
—3E Vel

—C8'98¢t |

966071

——

———F——\-06'8¢V}

)

Lyeest

Teeyayl
OV 6Ly L

_~—80'048¢

M\g_

_ ~-€¢

= —] 1'980¢

L26¢
vL6C

o

cm-1

3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600

SN0426 PUR

4000

05/05/2021 11:36:40

SN0426 PUR

60




Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = 0.0, max = 14.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 4
Monoisotopic Mass, Even Electron lons
194 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-5 S:0-6
SN0426 2:18
01-Jun-2021
2106011 546 (3.304) Cm (543:546-(533:536+574:575)) 1: TOF MS ES+
9.06e+003
100 433.0048
Yo
] 435.0046
] 431 436.0048 439.0046 441.6806
o] 414.3211 419.2689 422.0964 425.3394 s1997s | | | : . 446.2530 449.0089 454.9849 4593826 4632946
B B R e o A A L A e e R e e T B
415.0 420.0 425.0 430.0 435.0 440.0 445.0 450.0 455.0 460.0
Minimum: 0.0
Maximum: 5.0 5.0 14.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
433.0048  433.0029 1.9 4.4 7.5 432.0 0.0 Cl6 H21 N2 56
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ppm

Current Data Parameters

NAME SN0426-L1
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date 20210429

Time 14.51
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 16

DS 2

SWH 7978.724 Hz
FIDRES 0.243491 Hz
aQ 2.0534613 sec
RG 61.21

DW - 62.667 usec
DE 6.50 usec
TE 296.2 K

D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 399.7524686 MHz
NUC1l 1"

Pl 9.00 usec
PLW1 19.20000076 W

F2 - Processing parameters
SI 65536

SF 399.7500100 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00




\/ AN\74 \W I \
I I ' I I ' I T I I I T I I ' I
200 180 160 140 120 100 80 60 40 20 ppm
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Current Data Parameters

NAME SN0426L1
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date__ 20210501

Time 22.35
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 2048

DS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 199.3

DW 20.800 usec
DE 6.50 usec
TE 295.0 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 100.5272687 MHz
NUCL 13C

Pl 8.60 usec
PLW1 87.00000000 W
======== CHANNEL f2 ====—====
SFO2 399.7515990 MHz
NUC2 1H
CPDPRG[2 waltzle
PCPD2 90.00 usec
PLW2 19.20000076 W
PLW12 0.20000000 W
PLW13 0.15552001 W

F2 - Processing parameters
SI 32768

SF 100.5172130 MHz
WDW EM

SSB

LB 1.00 Hz
GB

PC 1.40
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Title H

Run File . C:\Users\DG\Documents\SYNTHENOVA\Mode opératoire\SN0346-49 421-26\thiuram HPLC\HPLC ok\SN0426-L1l.run
Method File : C:\star\startupl.mth
: 8

Sample ID N0O426—-L1

Injection Date: 12/05/2021 15:31 Calculation Date: 12/05/2021 15:51
Operator : DG Detector Type: 0800 (1 Volt)
Workstation: HDD Bus Address : 81

Instrument : Instrument #1 Sample Rate : 10.00 H=z

Channel 2 =2 1 Run Time : 20.002 min

Run Mode : Analysis
Peak Measurement: Peak Area
Calculation Type: Percent

Ret . Time Width
Peak Peak Result Time Offset Area Sep. 1/2 Status
No. Name () (min) (min) (counts) Code (sec) Codes
1 0.0356 0.7%4 0.000 3907 BV 7.3
2 0.0138 1.031 0.000 1518 vP 7.8
3 0.0124 1.322 0.000 2129 PV 10.8
4 0.0145 1.569 0.00C0 1591 \avs 7.3
5 0.0451 1.887 0.00C0 4947 vP 6.8
6 c.0112 2.857 0.000 1226 PB 8.3
7 0.1067 3.819 0.000 11693 BV 106.9
8 0.0271 4.214 0.000 2969 VP 11.6
o 98.7029 5.219 0.000 10818486 PB 12.2
10 0.9584 5.995 0.000 105049 TS 0.0
11 0.0240 7.228 0.000 2631 TS 0.0
12 0.0411 9.226 0.000 4510 BB 16.1
Totals: 99.5998 0.000 10960656
Total Unidentified Counts : 10960656 counts
Detected Peaks: 12 Rejected Peaks: O Identified Peaks: 0
Multiplier: 1 Divisor: 1 Unidentified Peak Factor: 1
Baseline Offset: —-37 microvolts LsB: 1 microVolts
Noise (used): 31 microVolts — monitored before this run

Manual injection
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