LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112818\
Data File : VV008743.D

Aca On : 28 Nov 2018 18:04

Operator : SY/MD

Sample : J6076-03

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 14 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\SOMVTR112818WMA .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

1.142 11 16 35 rvB 119737 126455 5.60% 1.765%

1.319 63 71 89 rvB 75340 86334 3.82% 1.205%
rvB 64768 74783 3.31% 1.044%
1.775 205 213 223 rVB 33853 43935 1.94% 0.613%
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2.135 313 325 337 rBV 129000 185901 8.23% 2.594%

3.978 880 898 930 rBV 55216 210393 9.31% 2.936%
4.405 1013 1031 1052 rBV 100795 246447 10.90% 3.439%
5.100 1227 1247 1275 rBV2 261661 601627 26.62% 8.396%
5.666 1405 1423 1443 rBV 198234 386107 17.08% 5.388%
5.962 1502 1515 1530 rBV2 45031 89521 3.96% 1.249%

=
QO ~NO®

11 6.122 1547 1565 1582 rBV 139518 277112 12.26% 3.867%
12 7.032 1835 1848 1869 rBvV2 64158 115802 5.12% 1.616%
13 7.360 1937 1950 1967 rBV 290529 505478 22.37% 7.054%
14 7.669 2034 2046 2064 rBvV 37449 63404 2.81% 0.885%
15 8.019 2136 2155 2182 rBV 1334538 2260112 100.00% 31.540%

16 8.142 2182 2193 2222 rBV2 233602 477594 21.13% 6.665%
17 8.897 2415 2428 2449 rBvV 278897 460389 20.37% 6.425%
18 10.264 2839 2853 2869 rBvV 88677 140038 6.20% 1.954%
19 11.299 3163 3175 3198 rBV 232241 403993 17.87% 5.638%
20 11.675 3280 3292 3319 rVB 245319 410333 18.16% 5.726%

Sum of corrected areas: 7165758
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112818\
Vv008743.D

28 Nov 2018 18:04

SY/MD

J6076-03

25.0 mL/MSVOA V/WATER

14 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTR112818WMA.M

Quant Title

TIC Library

- 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 V\DATA\VV112818\
Data File : VV008743.D

Aca On : 28 Nov 2018 18:04

Operator : SY/MD

Sample : J6076-03

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112818WMA_M
Quant Title : 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 1 unknown-01 Concentration Rank 1

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

7.03 1.50 ug/L 115802 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 43
2 Thiophosaene 114 CCl2s 000463-71-8 38
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 32
4 Methane. oxvbislchloro- 114 C2H4CIl20 000542-88-1 25
5 1,4-Cyclohexadiene 80 C6H8 000628-41-1 9

Abundance Scan 1847 (7.029 min): VV008743.D (-1835) (-) m/z 79.00 100.00%
79
5000 42
51 114 SN UL R
6.60 6.80 7.00 7.20 7.40
0 ...,....,....,...~!I....~,|.'...,‘??..,..-.'.;.?.6.,....,....,.I'..,.... m/z 42.00 41.68%
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 6.60 6.80 7.00 7.20 7.40
m/z 81.00 30.61%
0 \‘ ‘ 112
'”I”'W'“'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance
79
6.60 6.80 7.00 7.20 7.40
5000 m/z 51.00 19.74%
114
N
12 56 67
G s R RN R RS IR RS AR AR MRS AN RRARS RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1080: 1,3-Cyclohexadiene T REaa B
79 6.60 6.80 7.00 7.20 7.40
m/z 114.00 19.66%
5000
- 39
0'"P"W'“hl”'J“'”J””'P??W??w“”"P"W"”I”"P"' SN UL R
m/z--> 10 20 30 40 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV112818\
Data File : VV008743.D

Acq On : 28 Nov 2018 18:04

Operator : SY/MD

Sample - J6076-03

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112818WMA_M
Quant Title : TRACE VOA SOM01.0

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 7.03 1.5 ug/L 115802 1 5.67 386107 5.0
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