LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_R\DATA\VR111918\
Data File : VR026226.D

Acq On : 19 Nov 2018 17:51

Operator : SY/MD

Sample - J5997-09

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_R\METHODS\SOMRTR110918WMA_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 8.979 1182 1200 1209 rBV5 1793664 7846623 2.50% 1.163%
2 10.062 1366 1378 1387 rBV5 55522047 313523965 100.00% 46.456%
3 10.452 1438 1442 1452 rVB3 3684000 7041537 2.25% 1.043%
4 10.817 1498 1502 1512 rVB 1901362 3488609 1.11% 0.517%
5 11.407 1591 1599 1610 rBVY 51230310 204571153 65.25% 30.312%
6 11.516 1611 1617 1628 rVB2 26319546 90322325 28.81% 13.384%
7 11.839 1663 1670 1678 rBV 13248717 29625265 9.45%  4.390%
8 12.137 1714 1719 1738 rVB 1996322 4996042 1.59% 0.740%
9 12.477 1769 1775 1783 rBV 1572156 3498943 1.12% 0.518%
10 12.775 1819 1824 1834 rVB 1651972 3368889 1.07% 0.499%

11 12.922 1843 1848 1863 rBV 3184637 6593264 2.10% 0.977%

Sum of corrected areas: 674876615
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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_R\DATA\VR111918\
VR026226.D

19 Nov 2018 17:51

SY/MD

J5997-09

25mL/MSVOA_R/WATER

6 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR110918WMA .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_R\DATA\VR111918\
Data File : VR026226.D

Acq On : 19 Nov 2018 17:51

Operator : SY/MD

Sample - J5997-09

Misc = 25mL/MSVOA_R/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR110918WMA_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 N-Benzyl-2-phenethylamine Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.48 2.65 ug/L 3498940 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 91
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 87
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 87
Abundance Scan 1775 (12.477 min): VR026226.D (-1769) (-) m/z 91.10 100.00%
91
5000
120 U IR BN BN U
39 ©° | 12.20 12.40 12.60 12.80
Obrrrrrrrerrtee b e 200, 178 203218 235 296 275 28 "m/z 120.10  21.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #70356: N-Benzyl-2-phenethylamine
91
120
5000

12.20 12.40 12.60 12.80
m/z 65.10 11.35%

65
0 9 | 165 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9407: Benzene, propyl-
91
B LN e B
12.20 12.40 12.60 12.80
5000 m/z 92.10 11.08%
120
65
39
15 0
obrrtrrrb e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9408: Benzene, propyl- B RERES B
91 12.20 12.40 12.60 12.80
m/z 78.05 6.56%
5000
120
39 65
o SN P M NS MU TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_R\DATA\VR111918\
Data File : VR026226.D

Acq On : 19 Nov 2018 17:51

Operator : SY/MD

Sample - J5997-09

Misc = 25mL/MSVOA_R/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR110918WMA_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 Benzene, l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.78 2.55 ug/L 3368890 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 1825 (12.782 min): VR026226.D (-1819) (-) m/z 105.10 100.00%
105
5000
120
77
39 12.40 12.60 12.80 13.00
Obrrrprre ke O bl 138 167 187202218 241 267 290 | 177 120.05  31.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.40 12.60 12.80 13.00
m/z 77.10 13.36%
39 77
o 59 |
m/z--> 20 4b eb 85 100 150 140 160 180 200 220 240 260 280 300
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105
12.40 12.60 12.80 13.00
5000 m/z 91.10 11.74%
3 -7 120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9399: Mesitylene L B B e

12.40 12.60 12.80 13.00

m/z 79.10 10.06%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_R\DATA\VR111918\
Data File : VR026226.D

Acq On : 19 Nov 2018 17:51

Operator : SY/MD

Sample - J5997-09

Misc = 25mL/MSVOA_R/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR110918WMA_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 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.92 5.00 ug/L 6593260 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 1848 (12.922 min): VR026226.D (-1843) (-) m/z 105.10 100.00%
105
5000 120
3 i 135149 167182 207 226 253 273287 12.60 1280 13.00 13.20
Obrrr ekt ol ) 135149 167182 207 226 253 273287 | ";m/z 120.10  44.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000

12.60 12.80 13.00 13.20
m/z 77.10 13.87%

i
15, % 59

O e o R RRRER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9400: Mesitylene
105
120 12.60 12.80 13.00 13.20
5000 m/z 119.10 11.72%
39 77
W39 L
O T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9402: Mesitylene
105 12.60 12.80 13.00 13.20
m/z 91.10 11.64%
120
5000
2 s
R S s m o = I e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12.80 13.00 13.20

SOMRTR110918WMA .M Fri Nov 23 03:20:02 2018 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_R\DATA\VR111918\
Data File : VR026226.D

Acq On : 19 Nov 2018 17:51

Operator : SY/MD

Sample - J5997-09

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 6 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR110918WMA_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]
N-Benzyl-2-phenet... 12.48 2.6 ug/L 3498940 3 13.23 6593260 5.0
Benzene, l-ethyl-_.. 12.78 2.5 ug/L 3368890 3 13.23 6593260 5.0
Benzene, 1,2,3-tr... 12.92 5.0 ug/L 6593260 3 13.23 6593260 5.0
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