LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101519\
Data File : VU035190.D

Aca On : 15 Oct 2019 14:22

Operator : JC/SP

Sample : K5317-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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\SOMUTR100719WMA .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 1.392 87 94 105 rVvB 67283 72389 12.49% 1.640%
2 1.672 174 181 197 rVB 61546 76817 13.26% 1.740%
3 2.264 355 365 376 rBV 103307 159617 27 .54% 3.615%
4 2.460 415 426 451 rBvV2 15970 46325 7.99% 1.049%
5 4.180 947 961 1004 rBV 77494 254312 43.88% 5.760%

4.627 1083 1100 1125 rBV 91041 228082 39.36% 5.166%
5.318 1291 1315 1339 rBV2 175403 496135 85.61% 11.237%
5.865 1470 1485 1511 rBV 180372 371768 64.15% 8.420%
6.312 1609 1624 1647 rBV 123519 259564 44 .79%% 5.879%
7.212 1891 1904 1928 rBV 48800 98767 17.04% 2.237%

=
QO ~NO®

11 7.546 1994 2008 2030 rBV 195493 367801 63.47% 8.330%
12 7.839 2089 2099 2119 rBV2 26966 55850 9.64% 1.265%
13 8.302 2231 2243 2282 rBV 232742 579503 100.00% 13.125%
14 9.070 2470 2482 2513 rBV 266498 494896 85.40% 11.209%
15 10.414 2888 2900 2925 rBV2 101147 174431 30.10% 3.951%

16 10.598 2942 2957 2973 rBV2 6851 14469 2.50% 0.328%
17 11.469 3212 3228 3257 rBV 180603 358710 61.90% 8.124%
18 11.842 3331 3344 3370 rBvV2 159884 305803 52.77% 6.926%

Sum of corrected areas: 4415239
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101519\
VU035190.D

15 Oct 2019 14:22

JC/SP

K5317-14

25_0mL/MSVOA U/WATER

13 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA .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\VU101519\
Data File : VU035190.D

Aca On : 15 Oct 2019 14:22

Operator : JC/SP

Sample : K5317-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _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 2

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

2.46 0.62 ug/L 46325 1,4-Difluorobenzene 5.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 40
2 4-Penten-2-ol 86 C5H100 000625-31-0 9
3 Isopropvl Alcohol 60 C3H80 000067-63-0 4
4 l1sopropvl Alcohol 60 C3H80 000067-63-0 4
5 Formamide 45 CH3NO 000075-12-7 4

Abundance Scan 426 (2.460 min): VU035190.D (-415) (-) m/z 45.00 100.00%
45
5000
5 | 0 50 e . 220 240 260 2.80
A B B A AR AR LAY R N NaABM) naR) RRR AR NRAM AL LA R m/z 43.00 22.48%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #294: |sopropy! Alcohol
45

5000
220 2.40 2.60 2.80

m/z 41.10 9.43%

27
19
P 3 sl 59
e R e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1719: 4-Penten-2-ol
45
220 2.40 2.60 2.80
5000 m/z 39.00 5.83%
27

394
| 3134 | 5053 57 63 67 71

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

Abundance #295: |sopropy! Alcohol
45 2.20 2.40 2.60 2.80
m/z 42.10 5.81%
5000
15 19 2‘7‘31 384, 59
T e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101519\
Data File : VU035190.D

Aca On : 15 Oct 2019 14:22

Operator : JC/SP

Sample : K5317-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _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 2 unknown-02 Concentration Rank 1

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

7.21 1.33 ug/L 98767 1,4-Difluorobenzene 5.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. oxvbislchloro- 114 C2H4CI120 000542-88-1 38
2 Thiophosaene 114 CCI2S 000463-71-8 38
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
4 1.3-Cyclohexadiene 80 C6H8 000592-57-4 25
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 23

Abundance Scan 1903 (7.209 min): VU035190.D (-1891) (-) m/z 79.00 100.00%

79
5000 42
51 114

680 700 720 740 760
...,....,....,.?53!!....-,|.'...,‘?.3..,..-.'.i..8.6.,....,....,..!.,.... m/z 42.10  49.14%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7039: Methane, oxybis[chloro-
79
49
5000

6.80 7.00 7.20 7.40 7.60

29 m/z 81.00 32.25%
e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7674: Thiophosgene
79
IIIIIIIIIIIIII..IIIIIIIII
6.80 7.00 7.20 7.40 7.60
5000 m/z 51.00 22.68%
= 44 114
12 |, L, 56 67 Ll
I B A A R i oo L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1075: 1,3-Cyclohexadiene RS mmmma T S
79 680 700 720 740 760

m/z 113.90 22 .50%

5000
39 51

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 680 7.00 720 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101519\
Data File : VU035190.D

Acq On : 15 Oct 2019 14:22

Operator : JC/SP

Sample : Kb317-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _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 2.46 0.6 ug/L 46325 1 5.87 371768 5.0
unknown-02 7.21 1.3 ug/L 98767 1 5.87 371768 5.0
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