LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063133.D

Aca On : 26 Aug 2020 15:23

Operator : JC/MD

Sample : L3774-03

Misc : 1.14a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N081820W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.976 55 63 75 rvB2 8490 11711 1.21% 0.213%
2 2.465 192 215 216 rBvV9 14951 38143 3.93% 0.695%
3 6.815 1548 1568 1593 rVB2 3781 12618 1.30% 0.230%
4 7.545 1776 1795 1806 rBV 126415 312837 32.20% 5.700%
5 7.619 1806 1818 1847 rVB 206263 498258 51.28% 9.079%%

7.982 1914 1931 1957 rBV 132603 308916 31.79% 5.629%
8.548 2090 2107 2124 rBV 330313 695841 71.61% 12.679%
10.059 2559 2577 2589 rBV 536587 971675 100.00% 17.706%
10.124 2589 2597 2616 rVB 41592 80044 8.24% 1.459%
11.381 2973 2988 3016 rBV 509152 882351 90.81% 16.078%

=
QO ~NO®

11 12.378 3285 3298 3320 rBV 394054 657132 67.63% 11.974%
12 13.320 3578 3591 3612 rBV 475230 796466 81.97% 14.513%

13 15.146 4150 4159 4162 rBV3 7673 11119 1.14% 0.203%
14 15.213 4173 4180 4192 rVB6 13957 28665 2.95% 0.522%
15 15.303 4201 4208 4215 rBV4 8945 13307 1.37% 0.242%
16 15.413 4229 4242 4267 rBV4 16095 47200 4_.86% 0.860%
17 15.583 4283 4295 4308 rVB9 9445 23099 2.38% 0.421%
18 15.857 4368 4380 4395 rVB 42580 83381 8.58% 1.519%
19 16.313 4514 4522 4531 rBV4 7828 15192 1.56% 0.277%
Sum of corrected areas: 5487955
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO082620\
Data File : VN063133.D

Aca On : 26 Aug 2020 15:23

Operator : JC/MD

Sample : L3774-03

Misc : 1.14a0/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W .M
SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN063133.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063133.D

Aca On : 26 Aug 2020 15:23

Operator : JC/MD

Sample : L3774-03

Misc : 1.14a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Trisulfide, bis(l,1-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.86 5.23 ug/Il 83381 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trisulfide. bis(l.1-dimethvlethvl) 210 C8H18S3 004253-90-1 52
2 Propanoic acid. 2.2-dimethvl-., s... 208 C5H9A002 007324-58-5 43
3 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 35
4 Di-tert-butvl disulfide 178 C8H18S2 000110-06-5 35
5 Butane, 2-bromo- 136 C4H9Br 000078-76-2 25
Abundance Scan 4381 (15.860 min): VN063133.D (-4368) (-) m/z 57.00 100.00%
g7
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B 0 S 550 16150 1650
89 : : :
o...3.-,...:,..1.33.,|-...1.91,!...,..2?1.,....,... m/z 41.05 38.18%
m/z--> 50 100 150 200 250 300 350
Abundance #69817: Trisulfide, bis(1,1-dimethylethyl)
57
5000 D PN SN SRR SUNRE
15.60 15.80 16.00 16.20
m/z 153.90 17.21%
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m/z--> 50 100 150 200 250 300 350
Abundance
57
15,60 15.80 16.00 16,20
5000 m/z 39.00 15.76%
o 27 87 107 216 317 374
m/z--> " 50 100 150 200 250 300 350
Abundance #4567: Propane, 2-methyl-2-nitro-
57 15.60 15.80 16.00 16.20
m/z 56.10 10.63%
29
5000
0 'Jlﬁlh"'l UL UL UL UL UL SR
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN082620\
Data File : VN063133.D

Acq On : 26 Aug 2020 15:23

Operator : JC/MD

Sample : L3774-03

Misc : 1.149/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Trisulfide, bis(l1l... 15.86 5.2 ug/Il 83381 4 13.32 796466 50.0
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