LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112619\
Data File : VU035859.D

Acq On : 26 Nov 2019 15:40

Operator : JC/SP

Sample - K5992-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMUTR112119WMA_M
Title = TRACE VOA SOM01.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.613 78 85 95 rBY 216248 238702 8.11% 1.899%
2 1.932 177 184 195 rVB 189669 242249 8.23% 1.927%
3 2.594 378 390 406 rBvY 284895 469330 15.95% 3.733%
4 4.690 1026 1042 1069 rBV 208180 565636 19.22%  4.500%
5 5.115 1157 1174 1197 rBV 252611 565170 19.21%  4.496%

5.771 1354 1378 1397 rBvV2 500025 1289950 43.84% 10.261%
6.292 1522 1540 1555 rBV 293050 561939 19.10% 4._.470%
6.584 1612 1631 1649 rBV 1529043 2942637 100.00% 23.408%
6.735 1665 1678 1696 rVB 324137 642240 21.83% 5.109%
7.604 1933 1948 1961 rBV 139121 254105 8.64% 2.021%

=
QO ~NO®

11 7.935 2036 2051 2069 rBvV 523321 944323 32.09% 7.512%
12 8.214 2127 2138 2155 rBV2 83761 161280 5.48% 1.283%
13 8.681 2268 2283 2327 rBvV 472314 1351405 45.92% 10.750%
14 9.449 2508 2522 2557 rVB 443623 825858 28.07% 6.570%
15 10.787 2925 2938 2956 rVB 232332 390839 13.28% 3.109%

16 11.841 3253 3266 3282 rBV 298361 532222 18.09% 4.234%
17 12.221 3372 3384 3400 rVB 343665 593083 20.15% 4.718%

Sum of corrected areas: 12570968
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112619\
VU035859.D

26 Nov 2019 15:40

JC/SP

K5992-14

25_0mL/MSVOA_U/WATER

15 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112119WMA .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\VU112619\
Data File : VU035859.D

Acq On : 26 Nov 2019 15:40

Operator : JC/SP

Sample - K5992-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112119WMA .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 1 unknown-01 Concentration Rank 1

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

7.60 2.26 ug/L 254105 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.,.alpha.-Dichloromethyl m... 114 C2H4CI120 004885-02-3 43
2 Thiophosgene 114 CCl2S 000463-71-8 37
3 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 23
4 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9

Abundance Scan 1947 (7.600 min): VU035859.D (-1933) (-) m/z 79.00 100.00%
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Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112619\
Data File : VU035859.D

Acq On : 26 Nov 2019 15:40

Operator : JC/SP

Sample - K5992-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112119WMA _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 7.60 2.3 ug/L 254105 1 6.29 561939 5.0
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