LSC Area Fercent Report

Data Path : Z:\voasrv\HFCHENVI\NSVOA N\Data\VN122820\
Data File : VN065283.D

Acg On : 28 Dec 2020 14:C2
Operatcr - JC/MD

Sample - L5218-01

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 11 Sample Nultiplier: 1

Integration Farameters: RTEINT.P
Integratar: RTE

Smoothing : CN Filtering: 5

Sampling : 1 Vin Area: 3 % of largest Peak
Start Thrs: (0.2 Vax Peaks: 100

Stop Thrs - G Feak Location: TOP

If leading ar trailing edge < 100 prefer < Baseline drop else tangent >
Peak separatiaon: 5

Method = Z:\voasrv\HFCHENI\VSVOA N\methads\82N122220W .M
Title - SW846 8260

Signal = TIC: VN065283.C\data.ms

peak R.T. first max last FK peak carr.  corr. % of
# min scan scan scan TY height area % max. total

1 2. 1 0
2 2.965 370 381 396 rVB 18055 36418 2 0
3 4.785 924 947 974 rBv4 33590 11456C 9.20% 1.48%
4 5.004 998 1015 1037 rvB4 12121 45608 3. 0
5 5.904 1268 1295 1324 rBvZ 199092 710563 57. 9

6 7.553 1788 1808 1819 rBvZ 157632 395714 31.78% 5.143%
7 7.627 1819 1831 1854 rVE 264579 630951 50.67% 8.201%
8 7.991 1927 1944 1960 rBvZ 156022 363675 29.20% 4.727%
9 8.074 1962 1970 1983 rvB4 10769 23803 1.91% 0.30S%
10 8.55C 2103 2118 2143 rBv 413332 868097 69.71% 11.283%

11 10.058 2572 2587 2613 rBv 675155 1245257 100.00% 16.186%
12 11.38C 2984 2998 3031 rBv 667496  112018C 95.58% 15.47C%
13 12.376 3295 3308 3330 rBv 531425 936707 75.22% 12.175%
14 13.318 3587 3601 3632 rBv 549331 987546 79.30% 12.836%
15 13.695 37C7 3718 3729 rBv4 17802 29283 2.35% 0.381%

16 13.765 3729 3740 3754 rVB3 7664 13929 1.12% 0.181%

17 14.132 3842 3854 3870 rBvZ2 11394 22825 1.83% (0.297%

18 14.286 3894 3902 3912 rVE 16592 26541 2.13% (0.34%%

19 15.53C 4281 4289 4298 rVB3 10286 15183 1.22% (0.197%

20 15.752 4351 4358 4371 rVR2 9415 14274 1.15% 0.186%
Sur of carrected areas: 7693588
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HFCHEN1\WSVOA_N\Data\VN122820\
Data File : VN065283.D

Acq On : 28 Dec 2020 14:02

Operatcr - JC/MD

Sample - L5218-01

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 11  Sample Nultiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_N\rethads\82N12222C\ .M
SW846 8260

TIC Library - C:\DATABASEMIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN065283.D\data.ms
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Library Search Corpound Repcrt

Data Path : Z:\voasrv\HFCHEN1\MSVOA N\Data\VN122820\
Data File : VN065283.D

Acg On : 28 Dec 2020 14:C2

Operatcr - JC/MD

Sample - L5218-01

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 11 Sample Nultiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_ N\rethads\82N12222C\ .M
SW846 8260

TIC Library = C:\DATABASEMNIST11.L
TIC Integration Parameters: LSCINT.P

FAEAEAEKEAAEAEAEAAXA AR AAAEAAAAXAAAAA A A XA A A AAAAAAAXAXAA A A A A AKX AAAXRAXAAXAAAXAA A A XA XKLL X

Peak Number 1 2-Propanethicl Concentraticon Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.785 9.08 ug/I 114560 Pentaflucrcbenzene 7.627

Hit# of & Tentative IC MA NolForm CASH Qual
1 2-Propanethiol 76 C3H8S 000075-33-2 91
2 Isopropyl phosphine 76 C3HIP 004538-29-8 72
3 Thiourea 76 CHAN2S 00C062-56-6 39
4 Propyl mercaptan 76 C3H8S C00C107-03-9 9
5 1-Propene, 2-chloro- 76 C3H5CI 000557-98-2 4
Abundance  scan 947 (4.785 min): VN065283.D\data.ms (-924) (-) | Mz 43.00 100.00
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5000 m/z 61.00 48.22
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Library Search Corpound Repcrt

Data Path : Z:\voasrv\HFCHEN1\MSVOA N\Data\VN122820\
Data File : VN065283.D

Acg On : 28 Dec 2020 14:C2

Operatcr - JC/MD

Sample - L5218-01

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 11 Sample Nultiplier: 1

Quant Nethad
Quant Title

Z:\voasrv\HFCHEMI\MSVOA_ N\rethads\82N12222C\ .M
SW846 8260

TIC Library = C:\DATABASEMNIST11.L
TIC Integration Parameters: LSCINT.P

FAEAEAEKEAAEAEAEAAXA AR AAAEAAAAXAAAAA A A XA A A AAAAAAAXAXAA A A A A AKX AAAXRAXAAXAAAXAA A A XA XKLL X

Peak Number 2 2-Propanethicl, 2-methyl- Concentraticon Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.904 56.31 ug/I 710563  Pentaflucrcbenzene 7.627

Hit# of & Tentative IC MA NolForm CASH Qual
1 2-Propanethicl, 2-methyl- 90 C4H10S 000Q75-66-1 91
2 2-Butanethiol 90 C4H10S 000513-53-1 42
3 Ethynyl tert-butyl sulfoxide 13C CEH100S 041463-34-7 16
4 Propane, 2-methyl-2-nitro- 103 C4HSNO2 000594-70-7 14
5 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 10
Abundance  scan 1295 (5.904 min): VN065283.D\data.ms (-1268) (-)| Mz 57.10 100.00¢
41.0 53.1
90.0
5000
75'0 I T T T T T T T 1
5.50 6.00
O R T B m/z 41.00 92.80
m/z--> 20 40 60 80 100 120
Abundance #2343: 2-Propanethiol, 2-methy!l-
41.0 57.0
5000 900 T T T T T T T T T 1
5.50 6.00
75.0 m/z 90.00 57.75)
..%gq.a..‘VM.NW,...L,..w.,....,....
m/z--> 20 40 60 80 100 120
Abundance
41.0 57.0
T
90.0 5.50 6.00
5000 m/z 39.00 32.61Y
15.0 750
b1
m/z--> 20 40 60 80 100 120
Abundance #13316: Ethyny! tert-butyl sulfoxide TS S
57.0 5.50 6.00
41.0 m/z 75.00 24.63
5000
ol 150 || “ ™0 890  115.0130.0
I B L B e S Y S V——
miz--> 20 40 60 80 100 120 5.50 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\wvoasrv\HPCHEMI\MSVOA N\Data\VN122820\
Data File : VN065283.D

Acg On : 28 Dec 2020 14:02
Operator : JC/MD

Sample - L5218-01

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N122220W.M
Quant Title : SW846 8260

TIC Library - C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

|-—Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Propanethiol 4.785 9.1 ug/l 114560 1 7.627 630951 50.0
2-Propanethiol,,... 5.904 56.3 ug/l 710563 1 7.627 630951 50.0
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