LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X011123W.M

Title : SW846 8260

Signal : TIC: VX@33933.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.453 56 60 73 rBV 782724 912798 3.01% 2.172%
2 2.160 152 176 179 rBV 5946734 30316589 100.00% 72.151%
3 3.111 323 332 350 rVB 207970 477877 1.58% 1.137%
4 5.550 722 732 747 rVB 149436 417618 1.38% ©0.994%
5 6.037 805 812 824 rVB 177849 468670  1.55% 1.115%

6 6.763 920 931 944 rBV 208786 505928 1.67% 1.204%
7 8.647 1234 1240 1246 rBV 434399 681935 2.25% 1.623%
8 8.720 1246 1252 1264 rVB 389041 617977 2.04%  1.471%
9 10.055 1465 1471 1480 rBV 426169 592758 1.96% 1.411%
10 10.299 1505 1511 1519 rBV 408481 543034 1.79% 1.292%
11 10.640 1562 1567 1578 rVB 351242 447199 1.48% 1.064%
12 11.079 1634 1639 1651 rBV 370986 473501 1.56% 1.127%
13 11.378 1683 1688 1696 rVV 301195 516800 1.70% 1.230%
14 11.75@ 1744 1749 1756 rBV 722806 860316 2.84%  2.047%
15 12.018 1788 1793 1799 rVB 460054 595873 1.97% 1.418%
16 12.085 1799 1804 1815 rVB 330186 415300 1.37% ©.988%
17 12.244 1822 1830 1833 rBvV2 244868 381198 1.26% ©.907%
18 13.292 1992 2002 2007 rBV2 447097 686270 2.26% 1.633%
19 13.420 2019 2023 2032 rVB 284230 362645 1.20% 0.863%
20 13.774 2074 2081 2088 rVB 369012 462580 1.53% 1.101%
21 14.231 2149 2156 2164 rBV 325480 519135 1.71%  1.235%
22 14.481 2192 2197 2207 rBV2 229308 336044 1.11% ©.800%

23 14.633 2215 2222 2226 rBV2 223045 426488 1.41% 1.015%

Sum of corrected areas: 42018533
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX@033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.M
Quant Title : SW846 8260

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

Abundance TIC: VX033933.D\data.ms
2.160

5000000

4000000

3000000

2000000

1000000 1.453

3.111 5.550 6.037
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/\\‘\\\\‘\\\\‘\\\\‘\\\
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Abundance TIC: VX033933.D\data.ms

5000000
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1000000
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0 a : — — — — s A
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Abundance TIC: VX033933.D\data.ms
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T T ‘ T T ‘ T T ‘ T
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o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX@033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 Acetaldehyde Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.453 109.29 ug/l 912798  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Propane 44 C3H8 000074-98-6 5

3 Ethylene oxide 44 C2H40 000075-21-8 5

4 Alanine 89 C3H7NO2 000056-41-7 4

5 Carbon dioxide 44 C02 000124-38-9 3
Abundance  Scan 60 (1.453 min): VX033933.D\data.ms (-56) (-) m/z 44.05 100.00%

44.0
5000

1.20 1.40 1.60 1.80

Obrr e e A e m/z 43.18 57.01%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000 L ISR L L B B
15.0 1.20 1.40 1.60 1.80
m/z 42.05 18.62%
O\\‘\\\\‘\\}L‘l\\\‘\\z\%.ﬂ}} ‘\\\\‘\\\\‘}!\\i\\\\‘\\\\
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
R o
1.20 1.40 1.60 1.80
5000 m/z 41.10 7.74%

4.0
9.
15.0 ‘ ‘
o) SRR < 11 IV P
40 45 50
Abundance #84: Ethylene oxide

20.0
miz--> 5 10 15 20 25 30 35
S S

29.0 120 1.40 1.60 1.80
44.0 45.10  2.60%

15.0
5000
il 240, H
AR R R A RAARARAR RameEE

m/z--> 5 10 15 20 25 30 35 40 45 50 140 1.60 1.80

o

82X011123W.M Mon Jan 30 15:04:32 2023 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX@033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 2 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.160 3629.70 ug/l 30316600 Pentafluorobenzene 5.550

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 Formamide 45 CH3NO 000075-12-7 2
Abundance Scan 176 (2.160 min): VX033933.D\data.ms (-152) (-) m/z 45.10 100.00%

45.1
5000

1.80 2.00 2.20 2.40

38, 54.9 76.9 ;
Obrprrrrrerrerprrr e S0 O b PR e e O | M/Z 46.10 44 64%
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #106: Ethanol
310
5000 45.0 R RRR R Ruune SRR

1.80 2.00 2.20 2.40
m/z 43.05 25.26%

15.0 d ‘
\\‘H\\‘H\\}H\H%ﬂ‘i\\}\} \H‘HH‘\}!\ H\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #109: Dimethyl ether
45.0

1.80 2.00 2.20 2.40

o

m/z 42.05 10.21%
5000 290
15.0
O Frrprrrr e T e T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #103: Methane, nitroso- R RAREEE e
30.0 1.80 2.00 2.20 2.40
45.0 m z 41.00 2.90%
5000
15.0
oH‘Hw:!‘mw;!!: S — S S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX@033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.378 43.36 ug/l 516800 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 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1688 (11.378 min): VX033933.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.1
77.0 91.1
39.1 63.0 MO ‘ | 11.00 11.50
O e e e e e m/z 120.05 32.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 11.50
m/z 91.10 11.25%
77.0 91.0
O 150 390 | 637\0 \‘ ‘ \\‘ i
H‘\\H‘HH‘HH’HH‘\H\’HH‘HH‘\\H‘HH‘HH‘HH‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 ﬂ
—
11.00 11 50
5000 m/z 77.00 10.61%
120.0
77.0 91.0
39.0
Obrrr 80 bl e bl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 J\
Abundance #10721: Benzene, 1-ethyl-4-methyl- it
105.0 11.00 11.50
m/z 106.10 8.28%
5000
120.0
77.0 91.0 /\/\ A
obgso B e e A L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX@033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.085 34.85 ug/l 415300 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
Abundance Scan 1804 (12.085 min): VX033933.D\data.ms (-1799) (- m/z 105.05 100.00%
105.1 ”
5000 120.1
391 630 77‘-0 911 ‘ 12.00
Obrprererrrrrprretirereirsber el il m/z 120,10 45.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
5000 1200
12.00
770 m/z 77.00 11.22%
51.0 ™~ 91.0
OH‘\\\\‘\2\\7\.(‘)\\\\“\\\\i“\‘\\}“eﬂ‘.\(\)‘\\\‘U‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 12.00
5000 m/z 119.10 9.99%
39.0 77.0 91.0
ob 280 et Ml
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 91.10 9.74%
120.0
5000
77.0 91.0
o150 380510640 " "0 ||
R e R e LA e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX@033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.244  31.99 ug/l 381198 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
4 Deltacyclene 118 C9H1e 007785-10-6 58
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 49

Abundance Scan 1830 (12.244 min): VX033933.D\data.ms (-1822) (- m/z 117.10 100.00%
1

11y
5000
91.0

391 579 ., | ‘ 134.1 12.00 12.50
Obrperrrrerperiertiee b ARl T myz 118,10 54.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10178: Indane
117.0
5000 P el
12.00 12.50

m/z 115.05 33.86%

39.0 580 91.0
\\‘\\H‘\H‘\‘HH“HH“H!‘!‘}‘\‘\\Z\LT_)M()‘\\\\"‘\\\\‘\‘\H‘H!\“HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0

o

12.00 12.50
m/z 119.05 17.75%
5000 91.0
51.0
o"""‘ﬁ{?“‘:‘_MHM‘1‘Nmf:""u“,‘:w:‘wwuw_m,”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-

117.0 12.00 12.50

m/z 91.00 16.45%

5000 91.0
39.0 65.0
0"“‘H"H‘“‘m“uH‘}‘h‘1‘1‘1“‘“m”"H“,‘1""1“”‘”1“””‘””,”

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX@033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.292 57.59 ug/l 686270 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 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
Abundance Scan 2002 (13.292 min): VX033933.D\data.ms (-1992) (- m/z 117.10 100.00%
117.1
5000
Ol el > 166.1 n/z 132.05  38.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 —— A
91.0 13.00 13.50
51.0 m/z 119.10 36.58%
27.0 ' ‘
0 \\\‘\‘\ T \“"‘\ \“U\““H\?\s“g‘ el ‘M\\ ‘\‘U\‘\ LIS A o
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 m/z 115.05 28.37%
39.0 65.0 91.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 13.00 13.50
m/z 131.05 18.51%
5000
91.0
ol 210 S”’m)h
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\VX012723\
Data File : VX@33933.D

Acqg On : 27 Jan 2023 13:28

Operator JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.M
. 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.420 30.43 ug/l 362645 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 93
2 Indan, epoxide 132 C9H80 000768-22-9 50
3 1H-Indol-6-amine 132 C8H8N2 005318-27-4 40
4 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 38
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 CO9H11N 000091-21-4 38

Abundance Scan 2023 (13.420 min): VX033933.D\data.ms (-2019) (- m/z 104.05 100.00%
104.1
5000 1321 J JL
——— ‘
) 78.0 H 13.50
Ol bl e LWL 1680 s 135 65 51.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 IR
13.50
m/z 90.95 42.17%
2 A
0 \\\‘\‘\\\‘\\”‘\“H\\\\‘\\‘}\“ \\1‘\‘\‘\‘\‘\\\\‘\\\
miz-> 20 60 80 100 120 140 160
Abundance #16653: Indan, epoxide
104.0
—
13.50
5000 m/z 115.00 18.25%
ol 200 S
m/z--> 20 60 80 100 120 140 160
Abundance #16607: 1H-Indol-6-amine
132.0 13.50
m/z 117.00  15.85%
5000
104.0
oL 2o SO T
m/z--> 20 0 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX@33933.D

Acqg On : 27 Jan 2023 13:28

Operator JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.M
. 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.231 43.56 ug/l 519135  1,4-Dichlorobenzene-d4  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 97

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14

002809-64-5 97
000769-25-5 78

4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 55
Abundance Scan 2156 (14.231 min): VX033933.D\data.ms (-2149) (- m/z 131.05 100.00%
131.1
5000
105.1
510 (7.0 ‘ ‘ 14.00 14.50
] N T MY S A ‘w“‘ 1601 m/z 118.10  74.92%
miz--> 60 80 100 120 140 160
Abundance  #25055: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 S ——
105.0 14.00 14.50
m/z 146.05 68.24%
270 51.0 770 ‘ ‘
O \\’\h\.\ \“‘\ \“1‘\“‘1‘\“1 \‘“’ 1T “M‘\ T T ‘“\‘\ L
miz--> 60 80 100 120 140 160
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
14.00 14.50
5000 m/z 117.05 34.76%
o ,““Mum‘m”
m/z--> 20 40 60 80 100 120 140 160
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- e .
131.0 14.00 14.50
m/z 115.10 27.62%
5000 91.0
39.0
‘ 65.0 ‘ ‘
0 ‘1‘5"?“”“i““‘1““‘1“‘1”;“‘,‘“M‘“;‘uu“,‘ S KN P o =
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX@033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 10
R.T. EstConc Area Relative to ISTD R.T.
14.481  28.20 ug/l 336044 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 83
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 76
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
Abundance Scan 2197 (14.481 min): VX033933.D\data.ms (-2192) (- m/z 131.00 100.00%
131.0
5000
105.1
51.0 77.0 ‘ ‘160.1 14.50
bt e MM TP 20720 7 146,00 64.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000
39.0 91.0 14.50
15.0 63.0 m/z 118.10  60.29%
O' ‘\‘\H\“‘\‘\\‘\“”!\“\“\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
e
14.50
5000 m/z 117.10 34.36%
ol -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- e
131.0 14.50
m/z 115.00 27.52%
5000 91.0
39.0
65.0
0 15.0
i e AARAERa R P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX@033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.633  35.79 ug/l 426488 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 81
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 81
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 52

Abundance Scan 2222 (14.633 min): VX033933.D\data.ms (-2215) (- m/z 142.00 100.00%

142.0
5000
115.0

—
1450 15.00
5.0 799 910 ‘
O ek oo e TOLL 1943 o 141 00 86.34%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22143: Naphthalene, 2-methyl-
142.0

5000 T
115.0 1450 1500
115.00 34.88%

0 390\\ ?ﬁoﬂw 89\0 H
‘ L ‘ TTrT ‘ L ‘ T T T ‘ T \ \ ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TT 1T 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-

142.0

1450 1500
145.05 21.54%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 1450 1500

m/z 139.05 11.53%

5000 1150
39.0 6ﬁ0 89.0 ‘ A
0 N || Lo

P
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012723\
Data File : VX033933.D

Acqg On : 27 Jan 2023 13:28
Operator : JC/MD

Sample : 01321-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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|
Acetaldehyde 1.453 109.3 ug/l 912798 1 5.550 417618 50.0
Ethanol 2.160 3629.7 ug/l 30316600 1 5.550 417618 50.0
Benzene, 1l-ethy... 11.378 43.4 ug/l 516800 4 12.024 595873 50.0
Benzene, 1,2,3-... 12.085 34.9 ug/l 415300 4 12.024 595873 50.0
Indane 12.244 32.0 ug/l 381198 4 12.024 595873 50.0
Benzene, 2-ethe... 13.292 57.6 ug/l 686270 4 12.024 595873 50.0
Naphthalene, 1,... 13.420 30.4 ug/l 362645 4 12.024 595873 50.0
Naphthalene, 1,... 14.231 43.6 ug/l 519135 4 12.024 595873 50.0
Naphthalene, 1,... 14.481 28.2 ug/l 336044 4 12.024 595873 50.0
Naphthalene, 2-... 14.633 35.8 wug/l 426488 4 12.024 595873 50.0
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