LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038174.D

Aca On : 14 May 2020 17:05

Operator : JC/MD

Sample : L2631-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 U\METHOD\SOMUTRO50720WMA .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 1.613 77 85 96 rvB 149663 164210 8.88% 1.420%
2 1.932 175 184 195 rVB 145444 187091 10.11% 1.618%
3 2.594 377 390 402 rBV 230147 377041 20.38% 3.262%
4 2.661 402 411 424 rVB 11870 23966 1.30% 0.207%
5 2.825 444 462 487 rBV 14735 52772 2.85% 0.456%
6 3.398 624 640 655 rBvV2 19107 44174 2.39% 0.382%
7 4.668 1017 1035 1073 rBvV 278158 735162 39.74% 6.359%
8 5.102 1151 1170 1192 rBV 229508 502390 27.15% 4 .346%
9 5.761 1346 1375 1406 rBV2 469644 1241372 67.10% 10.738%
10 6.279 1518 1536 1564 rBV 413404 792634 42.84% 6.857%
11 6.571 1614 1627 1643 rBV3 45524 87140 4.71% 0.754%

12 6.722 1659 1674 1695 rBvV 302668 593275 32.07% 5.132%
13 7.591 1930 1944 1961 rBV 148907 259269 14.01% 2.243%
14 7.922 2032 2047 2066 rBV 552281 979678 52.95% 8.475%
15 8.201 2119 2134 2151 rBV2 93741 162573 8.79% 1.406%

16 8.491 2209 2224 2239 rVB2 39299 68779 3.72% 0.595%
17 8.655 2261 2275 2310 rBV 1010478 1850159 100.00% 16.005%
18 9.436 2504 2518 2544 rBV 583788 997876 53.93% 8.632%
19 10.770 2921 2933 2947 rBV 250200 401320 21.69% 3.472%
20 10.902 2963 2974 2986 rVB2 51416 80752 4_36% 0.699%

21 11.822 3248 3260 3278 rBV 614118 966106 52.22% 8.357%
22 12.205 3366 3379 3396 rBV 573482 915741 49.50% 7.922%
23 12.796 3549 3563 3574 rBV2 45910 76656 4.14% 0.663%

Sum of corrected areas: 11560136
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Vu038174.D

14 May 2020 17:05

JC/MD

L2631-12

25_0mL/MSVOA U/WATER

18 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038174.D

Aca On : 14 May 2020 17:05

Operator : JC/MD

Sample : L2631-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.59 1.64 ug/L 259269 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 32
2 1.3-Cvclohexadiene 80 C6H8 000592-57-4 32
3 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 28
4 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
5 Thiophosgene 114 CCI2S 000463-71-8 16

Abundance Scan 1944 (7.591 min): VU038174.D (-1930) (-) m/z 79.00 100.00%
79
5000 42
i \ 750 740 7.0 780 800
Ol 83 BB Tm/z 42.00  43.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79
5000
39 7.20 7.40 7.60 7.80 8.00
o m/z 81.00 32.26%
0 T 112
T T T e e
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
79
720 740 7.60 7.80 8.00
5000 m/z 51.00 20.19%
39
27 51 65
73
e A R RN AR AR RS RS RS AR SERAS RN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7038: Methane, oxybis[chloro- R e R
79 7.20 7.40 7.60 7.80 8.00
m/z 114.00 19.02%
5000 49
o 14 22 \ 35 43 63 87 93 113
m/z--> 10 2 0 40 5'0 0 70 8 90 100 110 120 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051420\
Data File : VU038174.D

Acq On : 14 May 2020 17:05

Operator : JC/MD

Sample : L2631-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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 7.59 1.6 ug/L 259269 1 6.28 792634 5.0

SOMUTRO50720WMA_M Fri May 15 14:57:43 2020 Page: 4



