LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072718\
Data File : VV006739.D

Aca On 27 Jul 2018 21:50

Operator : SY/MD

Sample = J4207-05

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 V\METHOD\SOMVTRO72318WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.029 23 43 66 rBvy 2307535 2795203 100.00% 32.437%
2 1.318 124 133 151 rVvB 102770 133118 4_.76% 1.545%
3 1.427 162 167 177 rVB 32022 35315 1.26% 0.410%
4 1.578 208 214 227 rVB 86639 101014 3.61% 1.172%
5 2.128 376 385 397 rVB 167813 235552 8.43% 2.733%

3.961 939 955 968 rBV 115077 292396 10.46% 3.393%
4.408 1076 1094 1116 rBV 115027 271469 9.71% 3.150%
5.099 1291 1309 1333 rBvV2 289526 654594 23.42% 7.596%
5.668 1469 1486 1508 rBV 251394 487095 17.43% 5.653%
6.125 1613 1628 1653 rVB 162130 324050 11.59% 3.760%

=
QO ~NO®

11 7.035 1899 1911 1928 rBV 71165 123841 4.43% 1.437%
12 7.366 1997 2014 2030 rBV 297195 510601 18.27% 5.925%
13 7.671 2094 2109 2128 rBV 41843 70473 2.52% 0.818%
14 8.141 2243 2255 2293 rBV 420450 746091 26.69% 8.658%
15 8.903 2479 2492 2517 rBV 346235 568029 20.32% 6.592%

16 10.269 2905 2917 2929 rBV 125532 195388 6.99% 2.267%
17 11.302 3225 3238 3260 rBV 318866 505452 18.08% 5.866%
18 11.678 3338 3355 3368 rBV 275044 442046 15.81% 5.130%

19 15.440 4517 4525 4534 rBvV3 21728 33707 1.21% 0.391%

20 15.610 4572 4578 4589 rVB6 18493 28347 1.01% 0.329%

21 15.771 4619 4628 4648 rBV3 32276 63536 2.27% 0.737%
Sum of corrected areas: 8617317
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072718\
Data File : VV006739.D

Aca On = 27 Jul 2018 21:50

Operator : SY/MD

Sample : J4207-05

Misc - 25 mL/MSVOA V/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VV006739.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072718\
Data File : VV006739.D

Aca On 27 Jul 2018 21:50

Operator : SY/MD

Sample = J4207-05

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .M
TRACE VOA SOM01.0

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 3 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.77 0.63 ug/L 63536 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dimethoxv-3-(methvlthio)benzene 184 C9H1202S 051506-47-9 30
2 1.4-Dimethoxv-2-(methvIithio)-ben... 184 C9H1202S 002570-42-5 30
3 Thiourea. N-I2-(1-cvclohexen-1-v... 184 C9H16N2S 1000362-15-6 25
4 4-Pyrimidinamine. 2-(ethvlthio)-... 169 C7H11N3S 054410-87-6 25
5 Bicyclo[3.2.0]heptan-2-one, 6-hy... 238 C13H1804 1000157-57-0 22
Abundance Scan 4628 (15.771 min): VV006739.D (-4619) (-) m/z 183.95 100.00%
169184
5000
207 081 15.40 15.60 15.80 16.00
o} m/z 168.95 94 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49250: 1,2-Dimethoxy-3-(methylthio)benzene
184
5000 169
15.40 15.60 15.80 16.00
m/z 108.90 66 .54%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49252: 1,4-Dimethoxy-2-(methylthio)-benzene
184
15.40 15.60 15.80 16.00
5000 169 m/z 80.90 63.29%
123 154
79 95109 ‘137
0 ||||||||||‘|‘|‘||||| \‘ \ \H IlH”II“I” ‘:::‘:lul‘uu ‘\IIIIII”I”” RRREEREEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49317: Thiourea, N-[2-(1-cyclohexen-1-yl)ethyl]- B e N EmE
77 184 15.40 15.60 15.80 16.00
m/z 40.90 55.92%
5000
o} i e B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV072718\
Data File : VV006739.D

Acq On 27 Jul 2018 21:50

Operator : SY/MD

Sample - J4207-05

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .M
TRACE VOA SOMO01.0

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

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

unknown-01 15.77 0.6 ug/L 63536 3 11.30 505452 5.0

SOMVTRO72318WMA_M Mon Jul 30 14:40:02 2018 Page: 4



