LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X123021W.M

Title : SW846 8260

Signal : TIC: VX@26272.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.221 151 186 189 rBV 8504313 64442430 100.00% 66.544%
2 2.398 210 215 236 rVB 404137 787374 1.22% 0.813%
3 3.916 448 464 502 rVWW 457134 1752012 2.72% 1.809%
4 4.562 560 570 586 rBV 230655 695036 1.08% 0.718%
5 7.232 999 1008 1027 rBV 300350 811703 1.26% ©.838%
6 8.653 1235 1241 1246 rBV 498755 773997 1.20% 0.799%
7 8.720 1246 1252 1258 rVVW 1345796 2097818 3.26% 2.166%
8 10.055 1465 1471 1477 rVB 496214 657701 1.02% 0.679%
9 10.299 1505 1511 1518 rVB 1236116 1670645 2.59% 1.725%
10 10.640 1562 1567 1572 rBV 930975 1253156 1.94% 1.294%
11 11.378 1680 1688 1695 rVV 786223 1376128 2.14% 1.421%
12 11.616 1722 1727 1731 rBV 509516 657761 1.02% 0.679%
13 11.756 1745 1750 1760 rVB 1494185 1888319 2.93% 1.950%
14 12.024 1789 1794 1800 rVB2 544844 720944  1.12% 0.744%
15 12.085 1800 1804 1810 rBV 739462 958419 1.49%  0.990%
16 12.225 1822 1827 1833 rBV 8812601 11839733 18.37% 12.226%
17 12.317 1838 1842 1849 rVV3 377588 662895 1.03% 0.685%
18 13.292 1992 2002 2007 rBV2 1080122 1682489 2.61% 1.737%
19 13.420 2019 2023 2032 rVB 893905 1211755 1.88% 1.251%
20 14.231 2149 2156 2161 rVB 580922 901379 1.40% 0.931%

Sum of corrected areas: 96841694
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX026272.D\data.ms
2.221
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Abundance TIC: VX026272.D\data.ms
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8000000
7000000
6000000
5000000
4000000

3000000

2000000, |, oo .
1000000 4¥420

616| 12628 14.231
ol w/\ﬁ:m M AP oo Nos N —

‘ T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82X123021W.M Thu Jan 06 17:26:26 2022 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.221 4635.91 ug/l 64442400  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 90
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Nitrogen dioxide 46 NO2 010102-44-0 2
Abundance Scan 186 (2.221 min): VX026272.D\data.ms (-151) (-) m/z 45.05 100.00%

45.0
5000

1.80 2.00 2.20 2.40 2.60
Ol el 389 770 911 nyz 46.10  48.79%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #106: Ethano
31.0
45.0

5000 L B B B R
1.80 2.00 2.20 2.40 2.60
m/z 43.05 26.07%
15.0 “‘ ‘
O\\\‘\\‘\\“\\‘\}‘\\\\‘}\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #110: Dimethyl ether
45.0
29.0
REaan T e R
15.0 1.80 2.00 2.20 2.40 2.60
5000 m/z 42.10 10.35%
0H“;‘!1‘Ww““"W‘wHH,HH,HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #103: Methane, nitroso- R RN RRRES L
30.0 1.80 2.00 2.20 2.40 2.60
45.0 ITI/Z 41.05 2.96%

5000

o
=
4]
o

m/z--> 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX@26272.D

Acqg On : 04 Jan 2022 15:27

Operator JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 1-Propanol Concentration Rank 3

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

3.916 126.04 ug/l 1752010 Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 64
2 2-Fluoropropene 60 C3H5F 001184-60-7 52
3 Allyl fluoride 60 C3H5F 000818-92-8 38
4 Propene 42 C3He6 000115-07-1 32
5 Cyclopropane 42 C3H6 000075-19-4 32

Abundance Scan 464 (3.916 min): VX026272.D\data.ms (-448) (-)

m/z 59.10 100.00%

42.0 59.1
5000
360380400420 |
36 53.0 . - : : .
ome‘wwwwH_%HH‘JWWWM_m_nww m/z 42.05 86.79%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #337: 1-Propano
31.0
5000 L L R N R R
3.60 3.80 4.00 4.20
420 59.0 m/z 41.10 58.39%
O\‘HH‘Hl\?\\o\\‘\\\\‘\q\)\l \H‘\\H‘MH‘HH‘HH‘\HHHH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #332: 2-Fluoropropene
59.0
R RRRE T
390 3.60 3.80 4.00 4.20
5000 m/z 60.10 57.24%
27.033.0 45.0
o228 L
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #330: Allyl fluoride R R Rl
59.0 3.60 3.80 4.00 4.20
m/z 39.10 44.99%
5000
39.0
270330 ‘ 4o
0\M\HM}?PuwuwwumemM“H1Mkuuﬁm‘Muwuwuuw R EAAREEERRRES
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Butanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.232  50.00 ug/l 811703 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H1e0 000071-36-3 91
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 39
3 Butane, 1-chloro- 92 C4HoCl 000109-69-3 9
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 9
5 Isobutyl nitrite 103 C4H9NO2 000542-56-3 9

Abundance Scan 1008 (7.232 min): VX026272.D\data.ms (-999) (-) m/z 56.10 100.00%

56.1
41.0
5000
AR mE o
‘ 73.0 7.00 7.20 7.40 7.60
0 e e e e m/z 41.05 74.09%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #968: 1-Butano
31.0 56.0
3.0
5000 UL B B R R R B
7.00 7.20 7.40 7.60
m/z 43.10  58.31%
O\\\‘\l?\-o\“\\}H‘f‘\\\‘i\}‘\\‘\\“1‘\\\\‘7\3;(\)\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1694: Propane, 2-cyclopropyl-
56.0
41.0 R ARREREARN RN
7.00 7.20 7.40 7.60
5000 ITI/Z 42.10 32.48%
27.0 69.0
15.0 ‘ ‘ ‘ 84.0
0“W‘H‘W“MH“J}1‘H1W1M“HM“H“m]“H“‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2735: Butane, 1-chloro- A RaE R RARRE
56.0 7.00 7.20 7.40 7.60
m/z 39.10 23.47%
41.0
5000 27.0 JL
15.0 ‘
v O VYOO~ N P N N
m/z--> 10 20 30 40 50 60 70 80 90 100 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.378 95.44 ug/1 1376130  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1688 (11.378 min): VX026272.D\data.ms (-1680) (-~ m/z 105.05 100.00%
105.1
5000
120.1
— A
390 77‘-1 11.00 11.50
ol bt PAE o Al 1493 /7 120,10 30.18%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — M A
1200 11.00 11.50
m/z 77.10 13.40%
39.0 77.0
O T \‘\ T \“‘\ \“1‘5\9‘-9\‘\ T \““ T \‘1 T "1‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
— e
11.00 11.50
5000 m/z 91.10 12.91%
120.0
77.0
ol 280, 2200 I
miz--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl- — P
105.0 11.00 11.50
m/z 79.10 9.03%
120.0
5000
39.0 77.0
o R Y- A | R
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1l-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.616 45.62 ug/l 657761 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1727 (11.616 min): VX026272.D\data.ms (-1722) (- m/z 105.10 100.00%

105.1
5000
120.1
P —
390 g 77.0 11.50 12.00
Ok 880 L)L 1801 n) 106,10 36.24%
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

——

H———

M)

m/z 77.05 12.59%

5000

77.0
0 \1\5\.0‘ T \3\9“.0\ \‘\5\9‘.9‘\ T \M‘ T \‘1 T ‘H‘\ \‘\H“\ L
miz--> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
11.50 12.00
5000 ITI/Z 91.05 12.58%
120.0
39.0 77.0
0b— ‘M“M“‘Wg”{ﬂ“‘h“‘h‘ SN B S
miz--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 11.50 12.00
m/z 79.05 10.16%
5000
120.0
77.0
27.0 51.0 ‘ ‘ ‘
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.085 66.47 ug/l 958419 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1804 (12.085 min): VX026272.D\data.ms (-1800) (- m/z 105.10 100.00%
106.1
5000 120.1 j\ A
B I B
391 630 77"0 91.0 12.00
Obre e el el myz 120,10 40.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 A“ j j\
120.0 12.00
270 m/z 77.05 13.78%
39.0 Y 91.0
O \\‘J\-\S\.\O‘H\‘HH\\“‘H\\N{‘\\ﬁ?\.‘(\)\‘H\m‘H\\“HH‘\‘\l\‘\\‘\‘\“‘\\\\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
12.00
5000 120.0 m/z 91.85 10.96%
77.0
51.0 91.0
2 VRN MR A ) P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0 12.00
m/z 119.05 8.84%
5000
120.0
77.0 91.0
27.0 51.0 H ‘ ‘
0 ‘Wm‘uHf‘HH“HHHM‘“M“‘HMH‘mm‘mwH‘m‘mu‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.225 821.13 ug/1 11839700 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 59
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
4 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 50
5 2-Ethyl-1-hexanol, methyl ether 144 CS9H200 1000365-10-2 50

Abundance Scan 1827 (12.225 min): VX026272.D\data.ms (-1822) (- m/z 57.10 100.00%
57.1

5000 411 A¥
83.1 —r— ——
98.1 12.00 12.50
112.1
) USSR 11 | /N T Y Il it m/z 41.10  42.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 —— S—
12.00 12.50
83.0 m/z 43.10  34.97%
\ L momo
O\\‘\\\\‘\\\\‘H\\‘\\\\‘\H\\‘\\\w‘\\\\‘\\\\‘\\\1‘\\\\‘}\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #111484: Carbonic acid, isobutyl 2-ethylhexyl ester
57.0
—— -
12.00 12.50
5000 ITI/Z 55.05 29.53%
41.0 71.0
112.0
0 27.‘0 | \“ H “ 97.0 I 132.0
‘WHH_HWH‘WHH_HWHH‘HH_HWHH_‘H_HWHH_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15693: 2-Propyl-1-pentanol —— —
57.0 12.00 12.50
m/z 70.10 24.70%
5000 410
S B ol LYY
o"_H‘_‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H‘W‘HW‘H‘_‘HM‘H‘ — ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.292 116.69 ug/l 1682490 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 92
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 92
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 76
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76

Abundance Scan 2002 (13.292 min): VX026272.D\data.ms (-1992) (- m/z 117.05 100.00%

117.1
5000
91.1
51.0 1 13.00 13.50
N R = R N > 1662 p/7 119.10  39.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 13.00 13.50
- 510 ‘ m/z 132.05 33.88%
Ot T \‘\-\ \“"‘\ ‘\‘}\““\!“7‘3‘,9‘ s “H‘\ T \‘U\‘\ LI R B
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
—
13.00 13.50
5000 m/z 115.05 29.07%
390 g0 910
O ek e L2850
miz--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 13.00 13.50
m/z 91.10 18.83%
) JLAAFNJbVANJ\ﬁwaAV
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.420 84.04 ug/l 1211760  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Indan, epoxide 132 C9H80 000768-22-9 58
3 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 53
4 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 50
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 46

Abundance Scan 2023 (13.420 min): VX026272.D\data.ms (-2019) (- m/z 104.05 100.00%

104.1
5000 132.0
———
5.0 781 H 13.50
Ob bl Ll ISLL s 132,00 44.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 ﬂ I
132.0 13.50
8.0 m/z 91.10  42.97%
0 L
O\\\‘\‘1\\"\\‘”\“‘\\m‘\\}\‘M\\l‘\‘1“\‘\‘\\\\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance #16653.Indan,ep0ﬂde
104.0
13 50
5000 m/z 115.10 17.38%
51.0 78.0 132.0
27.0 ‘
| ot m_mw‘_kuﬂ”:_m_m_m
m/z--> 20 40 100 120 140 160
Abundance #16121.Benzene,cydobuwh
104.0 13.50
m/z 117.10 14.06%
5000
50.0 78‘ 0 132.0
0 I N Il |

m/z--> 20 40 60 100 120 140 160 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.231 62.51 ug/1 901379 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 74
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 55
Abundance Scan 2156 (14.231 min): VX026272.D\data.ms (-2149) (- m/z 131.00 100.00%
131.0
5000
105.1
39.1 77-1‘ ‘ 14.00 14.50
Obrr b e M )16021802 s 198 10 77.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 o 1
105.0 14.00 14.50
39.0 77.0 ‘ m/z 146.05 62.76%
O \\\‘\“\ T \““\ \“U\ “‘\“\ \H}‘h‘ T \‘} \‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
14.00 14.50
5000 m/z 117.05 39.51%
39.0 91.0
15.0 63.0
ok N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- —= ——
131.0 14.00 14.50
m/z 115.10 31.00%
5000 91.0
39.0 65.0 ‘
0"‘_"WWHMWWHnm‘uh‘M‘wM‘m“mu“‘u“u ArS L]
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026272.D

Acqg On : 04 Jan 2022 15:27
Operator : JC/MD

Sample : M5328-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 2.221 4635.9 ug/l 64442400 1 5.556 695036 50.0
1-Propanol 3.916 126.0 ug/l 1752010 1 5.556 695036 50.0
1-Butanol 7.232 50.0 ug/l 811703 2 6.763 811703 50.0
Benzene, 1l-ethy... 11.378 95.4 wug/l 1376130 4 12.024 720944 50.0
Benzene, 1l-ethy... 11.616 45.6 ug/l 657761 4 12.024 720944 50.0
Benzene, 1,2,3-... 12.085 66.5 ug/l 958419 4 12.024 720944 50.0
1-Hexanol, 2-et... 12.225 821.1 wug/l 11839700 4 12.024 720944 50.0
Benzene, 2-ethe... 13.292 116.7 ug/l 1682490 4 12.024 720944 50.0
Naphthalene, 1,... 13.420 84.0 ug/l 1211760 4 12.024 720944 50.0
Naphthalene, 1,... 14.231 62.5 ug/l 901379 4 12.024 720944 50.0
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