LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR110421WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@23339.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.214 47 54 72 rVB 1855274 1602561 1.56% 0.792%
2 1.307 72 83 93 rBV 8899884 8680284 8.47% 4.289%
3 1.635 174 185 212 rVB 12250543 15282328 14.91% 7.551%
4 1.809 230 239 258 rVB3 2496556 3744230 3.65% 1.850%
5 1.902 258 268 278 rVV 1680501 2121980 2.07% 1.048%
6 1.982 278 293 299 rW 835124 1192407 1.16% 0.589%
7 2.024 299 306 324 rVW 2872027 3983059 3.89% 1.968%
8 2.497 421 453 459 rBV3 2281528 5468303 5.33% 2.702%
9 2.577 471 478 510 rVB2 2424199 4677795 4.56% 2.311%
106 2.764 519 536 561 rVB 1789530 3545696 3.46% 1.752%
11  3.275 685 695 710 rVB 490016 1027784 1.00% 0.508%
12 3.767 831 848 864 rBV 2981462 7349462 7.17% 3.631%
13 3.908 881 892 947 rVB 1031910 2632711 2.57% 1.301%
14 4.680 1113 1132 1146 rBV2 2449776 6107609 5.96% 3.018%
15 4.767 1147 1159 1186 rVB 1062253 2824342 2.76%  1.395%
16 5.121 1235 1269 1283 rBV2 38266339 102512716 100.00% 50.650%
17 5.240 1296 1306 1322 rVB7 1144472 3226358 3.15% 1.594%
18 5.326 1322 1333 1366 rVB3 571954 1504029 1.47% 0.743%
19 6.130 1553 1583 1597 rBV5 749503 2238388 2.18% 1.106%
20 6.654 1731 1746 1765 rVB 823882 1728530 1.69% 0.854%
21 6.780 1765 1785 1827 rBV2 1576944 3882871 3.79% 1.918%
22 9.931 2753 2765 2781 rBV 824125 1265806 1.23% 0.625%
23 10.352 2880 2896 2910 rBV 732768 1127052 1.10% ©.557%
24 10.738 2998 3016 3039 rVB 956948 1481546 1.45% 0.732%
25 11.529 3249 3262 3283 rBV 4443717 7570522 7.38% 3.740%
26 11.628 3283 3293 3318 rVB3 796339 1356963 1.32% 0.670%
27 12.114 3433 3444 3456 rBV 1348550 2084764 2.03% 1.030%

28 12.882 3662 3683 3694 rBV2 1397669 2173675 2.12% 1.074%

Sum of corrected areas: 202393771
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\

: VW0e23339.D

: 10 Nov 2021 18:03

: SY/MD

: M4558-10

: 25.0mL/MSVOA_V/WATER
. 22

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
1.214 5.33 ug/L 1602560 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 86
2 Isobutane 58 C4Hie 000075-28-5 80
3 Isobutane 58 C4H1ie 000075-28-5 78
4 Isobutane 58 C4H1e 000075-28-5 72
5 Isobutane 58 C4H1e 000075-28-5 64
Abundance  Scan 54 (1.214 min): VV023339.D\data.ms (-47) (-) m/z 43.05 100.00%
43.0 ﬂ
5000
1.20 140 1.60
50.1 57.1 .
Ol o o e M/2 41,10 48.44%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
5000
270 1.20 140 1.60
‘ m/z 42.10 33.95%
o : 15.0 “‘ 360 50057:0
H\HH\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
43.0
1.20 1.40 1.60
5000 m/z 39.10 20.68%
27.0
0 15.0 36.0 50.0 57.0
T [ T T T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane
43.0 1.20 140 1.60
m/z 57.10 4.02%
5000
27.0
0 15‘0 \‘\‘ \\‘\ | 50.0 5§0
P e e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.809 12.45 ug/L 3744230  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80

4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 64

Abundance Scan 239 (1.809 min): VV023339.D\data.ms (-230) (-) m/z 43.10 100.00%

43.1
5000
57.1 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
‘ 72‘-1 1.40 1.60 1.80 2.00 2.20
| AR m/z 42.18 61.52%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000

1.40 1.60 1.80 2.00 2.20
27.0 57.0 m/z 41.10 57.55%

72.0
“‘\““\‘1‘5‘9\““‘\“‘“i‘Hw“‘”‘w””\!”w‘
m/z--> 0 10 40 50 60 70 80
Abundance
43.0

1.40 1.60 1.80 2.00 2.20

o

5000 27.0 ITI z 39.10 24.31%
15.0 570 720
2.0
0T e e e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0 1.40 1.60 1.80 2.00 2.20

m/z 57.10 17.03%

5000
27.0
57.0
72.
15.0 ‘ ‘ ‘ | 0
0 . : i 4

m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.902 7.05 ug/L 2121980 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 2-Methyl-1-butene 70 C5H10 000563-46-2 90
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 90
4 2-Pentene, (E)- 70 C5H10 000646-04-8 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
Abundance Scan 268 (1.902 min): VV023339.D\data.ms (-258) (-) m/z 55.10 100.00%
55.1
5000 70.1
42.0
‘ 1.60 1.80 2.00 2.20
0L el il myz 70010 40.64%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #642: 2-Pentene, (E)-
55.0
5000 70.0
39.0 1.60 1.80 2.00 2.20
29.0 m/Z 42.05 30.86%
0 H\‘H\\‘\1\5.\9‘H}‘\“‘\H‘”HHW‘H\‘H\‘\“‘HH‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance
55.0
1.60 1.80 2.00 2.20
5000 m/z 39.05 29.79%
200 390 70.0
15.0
1.0
0 e e e et e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.60 1.80 2.00 2.20
m/z 41.05 23.97%
5000 70.0
41.0
29.0 ‘
0 “W““_““H‘H
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
1.982 3.96 ug/L 1192410 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
2 2-Methyl-1-butene 70 C5H10 000563-46-2 87
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 87
4 2-Methyl-1-butene 70 C5H10 000563-46-2 87
5 2-Pentene 70 C5H10 000109-68-2 87
Abundance Scan 293 (1.982 min): VV023339.D\data.ms (-278) (-) m/z 55.10 100.00%
55.1
5000 70.1
42.1
‘ 1.60 1.80 2.00 2.20 2.40
0L el T 7 70,10 4.56%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl-
55.0
5000
41.0 70.0 1.60 1.80 2.00 2.20 2.40
21.0 m/z 42.10  32.07%
O 1.015.0
miz--> 0 10 20 30 40 50 60 70 80
Abundance
55.0
1.60 1.80 2.00 2.20 2.40
5000 m/z 39.10 31.37%
290 39.0 70.0
o 10 15.0
T R R R R B S
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.60 1.80 2.00 2.20 2.40
m/z 41.10 22.64%
5000 70.0
41.0
29.0 ‘
0 “W““_“‘_‘JJ_“1{m“phl“‘uuw‘u““
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic2.024 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.024 13.24 ug/L 3983060 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 90
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 83
Abundance Scan 306 (2.024 min): VV023339.D\data.ms (-299) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.1
H L 630 1.60 1.80 2.00 2.20 2.40
Ol e A b o P850 m/z 70.10  43.83%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
410 70.0 1.60 1.80 2.00 2.20 2.40
200 1|l m/z 39.10  30.39%
0 T }\\\‘\\.\\M\MMH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55.0
1.60 1.80 2.00 2.20 2.40
5000 39.0 70.0 m/z 41.10 27.64%
29.0
0 48.0 62.0
PP e T T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #647: 2-Butene, 2-methyl-
55.0 1.60 1.80 2.00 2.20 2.40
m/z 42.10 21.63%
5000 70.0
41.0
29.0
15.0 ‘ ‘ 62.0
0,mwuwuuwuwhwuwmquhuuwh1mwuwmumwuwuuw

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.497 18.18 ug/L 5468300 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
Abundance Scan 453 (2.497 min): VV023339.D\data.ms (-421) (-) m/z 43.05 100.00%
5000
71.1
55.0 ‘ ‘ 86.1 2.20 2.40 2.60 2.80
OFrr et b 8L L T m/z 42,10 86.97%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.20 2.40 2.60 2.80
270 m/z 41.10 40.90%
. 55.0
0 \\‘\J-\S;O\’\\\‘\“\\\\‘i\}\\’\‘\‘i\‘6\3?()\\‘\\\\‘\8\61.\()‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
2.20 2.40 2.60 2.80
5000 m/z 71.10 26.97%
570 71.0
15.0 : 55.0 86.0
o
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2055: Butane, 2,3-dimethyl-
43.0 2.20 2.40 2.60 2.80
m/z 39.10 21.03%
5000
270 71.0
ol 180 1 %3030 86.0
R B T
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic2.577 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.577 15.55 ug/L 4677800 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
2 Cyclopentane 70 C5H1e 000287-92-3 72
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
4 1-Pentene 70 C5H10 000109-67-1 59
5 Cyclopentane 70 C5H10 000287-92-3 56
Abundance Scan 478 (2.577 min): VV023339.D\data.ms (-471) (-) m/z 42.10 100.00%
42.1
5000 551 .44 M
R RmmEEE
‘ ‘ 84.1 2.20 2.40 2.60 2.80 .
01—ttt m/z 55.10 46.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #655: Cyclobutane, methyl-
42.0
5000
2.20 2.40 2.60 2.80
55.0 %
270 ‘ 200 m/z 70.10 40.96
O \\\‘\\\\‘\\\\‘\\}‘H‘\\\{M ‘\\\‘\‘\\\‘\\\\l\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
42.0
R RmmEE e R
2.20 2.40 2.60 2.80
5000 m/z 41.10 38.89%
55.0 70.0
27.0
1.0 150
A | TN R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0 2.20 2.40 2.60 2.80
m/z 39.10  26.21%
5000
55.0
21.0 70.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.275 3.42 ug/L 1027780  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 86
2 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 86
3 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86
4 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
Abundance Scan 695 (3.275 min): VV023339.D\data.ms (-685) (-) m/z 69.10 100.00%
69.1
41.1
5000
84.1
53.0 3.00 3.20 3.40 3.60
Ol et b i e e m/z 41,180 73.00%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1697: 2-Pentene, 4-methyl-, (E)-
41.0 69.0
5000
210 3.00 3.20 3.40 3.60
27.0 ' m/z 84.10 34.68%
15.0 ‘ ‘ 55.0
O\\\‘.\\\\‘\\‘\\’\\{M’\\\}}“\\\“\‘\H\‘\\\‘\}\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
41.0 69.0
3.00 3.20 3.40 3.60
5000 m/z 39.05 19.94%
84.0
27.0 55.0
e 1 [N
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1662: 2-Pentene, 2-methyl-
41.0 69.0 3.00 3.20 3.40 3.60
m/z 67.10 8.85%
5000 84.0
55.0
27.0 ‘ ‘
PSS S A
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic3.767 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.767  24.43 ug/L 7349460 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclopropane, propyl- 84 C6H12 002415-72-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
Abundance Scan 848 (3.767 min): VV023339.D\data.ms (-831) (-) m/z 56.10 100.00%
56.1
5000 at1 69.1 jL
R man e
‘ ‘ ‘ 84.1 3.40 3.60 3.80 4.00
Ot u_muw_“w” m/z 41.10  49.61%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
3.40 3.60 3.80 4.00
m/z 69.10 44 .,13%
28.0 ‘ ‘ ‘ 84.0
O\\\‘\\\\‘]\-ﬁ\-o\‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘11\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
56.0
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.10 25.76%
69.0
27.0
84.0
oL 10 180
T e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane  ERREE R
56.0 3.40 3.60 3.80 4.00
84.0 m/z 39.10  21.35%
5000 41.0
69.0
% |
ol 180 il penal
m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.767 9.39 ug/L 2824340  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 38
Abundance Scan 1159 (4.767 min): VV023339.D\data.ms (-1147) (-) m/z 56.10 100.00%
56.1
43.1
5000 71.1
‘ | 85‘.1 1001 4.40 4.60 4.80 5.00 ]
O e e e e e m/z 43.10  78.95%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000
29.0 71.0 4.40 4.60 4.80 5.00
m/z 57.10 68.26%
O\\\’\\\\‘\\\‘\‘\\\\“!\\\‘\‘\‘i‘\\\\‘1\\\\‘??\.?‘\\]\-9‘0\.\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0 56.0
4.40 4.60 4.80 5.00
m/z 41.10 61.42%
5000 71.0
29.0
o 850 100.0
AR o o e e A aaa
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 56.0 4.40 4.60 4.80 5.00
m/z 71.10 42.11%
5000
29.0 71.0
Caso L850 w000
A E A T R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.240 10.73 ug/L 3226360 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
3 Methane, isocyanato- 57 C2H3NO 000624-83-9 64
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
Abundance Scan 1306 (5.240 min): VV023339.D\data.ms (-1296) (-) m/z 57.10 100.00%
57.1
5000
41.1
99.1 5.00 5.20 5.40 5.60
82.1
0 H_m_HwH‘HHw‘_w‘ww“u_Hwem_m‘wﬂ“c‘l‘” m/z 56.10  38.10%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl-
57.0
5000 L L L I L LI L B
41.0 5.00 5.20 5.40 5.60
m/z 41.10 30.10%
27.0
0 \\‘4\;\0\‘\H\‘\\\M“HH‘H‘\\\‘\\‘\M\\\7\}\.9\‘\\\\‘\\9\%‘.?\\]-‘]\_\4\.9\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
5.00 5.20 5.40 5.60
m/z 43.10 13.31%
5000 410 /
99.0
27.0
0 83.0 113.0
T T T T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #211: Methane, isocyanato-  EREREREEEEEE SR
57 5.00 5.20 5.40 5.60
m/z 39.10 11.79%
5000 28.0
1w | a0
T e e e e e T R e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 12 (DEL) Alkane: Cyclic5.326 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.326 5.00 ug/L 1504030 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Isopropylcyclobutane 98 C7H14 000872-56-0 90
4 1-Heptene 98 C7H14 000592-76-7 90
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 86
Abundance Scan 1333 (5.326 min): VV023339.D\data.ms (-1322) (-) m/z 56.10 100.00%
56.1
70.1
41.1
5000
83.1 98.1

‘ ‘ ‘ ‘ 5.00 5.20 5.40 5.60
o‘H‘H‘w‘wam;‘mu‘l‘w‘mw‘uHw‘mwww‘ m/z 70.10  75.00%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100

Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-

56.0
41.0
70.0
5000
270 5.00 5.20 5.40 5.60
' 98.0 m/z 55.18  74.98%
ul
O \\\1‘.9\\‘J-\4\."9‘\\\!‘\\\\}\‘\\\“\H\‘\‘\\\H\“\\\\‘\‘\\\‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
700 5.00 5.20 5.40 5.60
5000 410 m/z 41.10  59.48%
98.0
27.0 83.0
| NN R KRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0 5.00 5.20 5.40 5.60
41.0
m/z 69.10  36.44%
70.0
5000 270
98.0
‘ ‘ 83.0
0 H‘_‘H‘H‘w‘mlw‘m}u‘qﬂ\‘_‘Mpu‘wﬂu‘_‘u‘u‘w R Rh EERES S/ AvaRL
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.654 5.75 ug/L 1728530 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83

Abundance Scan 1746 (6.654 min): VV023339.D\data.ms (-1731) (-) m/z 43.10 100.00%

43.1 71.1
5000
57.1

H 6.40 6.60 6.80 7.00
L il il

97.0 114.1 0
el el Mz 71,10 88.29%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0

o

5000 UL L L I I BN L
6.40 6.60 6.80 7.00
270 57.0 m/z 70.10 63.51%
0 J “ 97.0 114.0
H\‘HH‘HH’HH’HH’HH’\H\‘\\H‘\H\‘\H\‘\\H‘\H\‘\H\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
R A ARAAREEEEEE R
71.0 6.40 6.60 6.80 7.00
5000 m/z 41.10 30.09%
27.0 57.0
0 97.0 114.0
T e T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8662: Pentane, 2,3,4-trimethyl- O ERRARAREE s e
43.0 6.40 6.60 6.80 7.00

m/z 55.10 24.19%

71.0
5000
27 0 57.0
0 2.0 \“ H . 85.0 99.0 114.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.780 12.91 ug/L 3882870  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
Abundance Scan 1785 (6.780 min): VV023339.D\data.ms (-1765) (-) m/z 43.10 100.00%
3.1
71.1
5000
T
| ‘ 991 6.40 6.60 6.80 7.00 7.20
0 eyl e m/z 71.10  65.27%
m/z--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T T T T
6.40 6.60 6.80 7.00 7.20
27.0 m/z 70.05 56.38%
020 H | ‘ 99.0 114.0
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 40 60 80 100 120
Abundance
43.0
o RARRmEmEESEy R
6.40 6.60 6.80 7.00 7.20
71.0 .
5000 m/z 57.05 48.59%
27.0 99.0
] A
m/iz--> 0 20 40 60 80 100 120
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0 6.40 6.60 6.80 7.00 7.20
m/z 85.10 41.88%
5000
71.0
27.0
0 H ] 8%-0 113.0128.0
“"“,“‘““““““““““““‘ R aaE e R e
m/z--> 0 40 60 80 100 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 15 Benzene, propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.352 0.74 ug/L 11270560 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 78
Abundance Scan 2896 (10.352 min): VV023339.D\data.ms (-2880) (- m/z 91.05 100.00%
91.0
5000
120.1
39.0 6?1 | 105.1 10.00 10.50
On v v b e b e e e m/z 120.10  22.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10702: Benzene, propyl-
91.0
5000
10.00 10.50
120.0 m/z 92.10  10.56%
65.0
390 | 105.0
OH‘\H\‘H\‘\‘\H\“HHiHH‘\‘\H‘\H‘\‘HH‘\H\‘H‘H‘HH“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
91.0
10.00 10.50
5000 m/z 65.10 10.51%
120.0
65.0
oL A8
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10700: Benzene, propyl-
91.0 10.00 10.50
m/z 78.10 6.31%
5000
65.0 120.0
39.0 '
0\\%ﬁﬂ\uwwHMUHWMHw“uw\“hu\ﬂwwieﬁ?uu‘uu‘uu - -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 16 Benzene, 1l-ethyl-2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.738 0.98 ug/L 1481550 1,4-Dichlorobenzene-d4 11.249
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-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 3016 (10.738 min): VV023339.D\data.ms (-2998) (- m/z 105.10 100.00%
105

05.1
5000
120.1

77.0 91.0
39.1 63.1 i | I 10.50 11.00
O e e e e m/z 120.10 30.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 10.50 11.00

m/z 91.05 11.72%
[T TTroyT IRRRRRNE:

77.0 91.0
\\%\5\‘\0‘\\\‘\‘\\3\%.0 : 63‘\“9‘\\\“ [AERRERRRRE|
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance

105.0

o

10.50 11.00
5000 m/z 77.05 11.59%
120.0
79.0
39.0 65.0
O T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0 10.50 11.00

m/z 79.10 9.02%

5000 1200
77.0
51.0 91.0
0 27.0 | | FRTIN ‘\\ ‘ L] H‘\
T T A e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 17 1Indane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.529 5.00 ug/L 7570520  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H1e 000496-11-7 90
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 87
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
Abundance Scan 3262 (11.529 min): VV023339.D\data.ms (-3249) (- m/z 117.05 100.00%
117.1
5000 j\yx
91.0 ‘
39.0 63.0 ‘ Lﬂ 1150
Ol el L1399 1702y 118, 56.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 T
1150
m/z 115.0 32.86%
390 630 1O
O\\1\5\?\\\\“\\\\“‘\‘\\\‘\\“\\‘\\\ “\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0
f
1150
5000 m/z 91.05 15.84%
39.0 ggg 910
0 13.0
e I e o
m/z--> 20 40 60 80 100 120 140 160 ﬂ\
Abundance #10180: Indane f
117.0 1150
m/z 63.05 7.88%
5000
39.0 630 91.0
m/z--> 20 40 60 100 120 140 160 11,50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 18 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.114 1.38 ug/L 2084760 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
Abundance Scan 3444 (12.114 min): VV023339.D\data.ms (-3433) (- | m/z 117.10 100.00%
117.1
5000 Jk
91.1
51.0 74, I 133.1 12 00 12 500
o e e m/z 115.05 32.06%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 Aoy
12 OO 12. 50
91.0 m/z 132.00  28.02%
51.0 133.0
O \\\‘2\7\0\\“\\“\\"\ \7\4\p‘\\‘\\‘HH\\H‘\}“\‘\"\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
12 00 12 50
5000 m/z 91.10 13.46%
91.0
. 39.0 65.0 133.0
T e
miz--> 20 40 60 80 100 120 140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0 12.00 12.50
m/z 118.10 9.83%
5000
91.0
390 650 | ‘ 133.0
) Sy S P Y A RSWERN | M sbnt
m/z--> 20 40 60 80 100 120 140 12 00 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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 19 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.882 1.44 ug/L 2173680 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
Abundance Scan 3683 (12.882 min): VV023339.D\data.ms (-3662) (- m/z 117.05 100.00%
117.1
5000 JL
— ‘
bbb g M Wl 148 2071 /7 132,05 36.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 : J\ e
12.50 13.00
o 910 m/z 115.10  28.70%
O \\\‘2\7\.\0\“\\“\.\‘w\\\“‘\\“\\‘H\‘\\H’\“\‘\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
12.50 13.00
5000 m/z 119.10 19.33%
91.0
51.0
27.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 12.50 13.00
m/z 131.00  18.04%
5000
39.0 g50 910 ‘
) ST N MY S ) SO
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110921\
Data File : VV023339.D

Acqg On : 10 Nov 2021 18:03
Operator : SY/MD

Sample : M4558-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA .M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 1.214 5.3 ug/L 1602560 1 5.619 1504030 5.0
(DEL) Alkane: S 1.809 12.4 ug/L 3744230 1 5.619 1504030 5.0
(DEL) Alkane: S 1.902 7.0 ug/L 2121980 1 5.619 1504030 5.0
(DEL) Alkane: S 1.982 4.0 ug/L 1192410 1 5.619 1504030 5.0
(DEL) Alkane: C 2.024 13.2 ug/L 3983060 1 5.619 1504030 5.0
(DEL) Alkane: S... 2.497 18.2 ug/L 5468300 1 5.619 1504030 5.0
(DEL) Alkane: C... 2.577 15.6 ug/L 4677800 1 5.619 1504030 5.0
(DEL) Alkane: S 3.275 3.4 ug/L 1027780 1 5.619 1504030 5.0
(DEL) Alkane: C 3.767 24.4 ug/L 7349460 1 5.619 1504030 5.0
(DEL) Alkane: S 4.767 9.4 ug/L 2824340 1 5.619 1504030 5.0
(DEL) Alkane: S 5.240 10.7 ug/L 3226360 1 5.619 1504030 5.0
(DEL) Alkane: C 5.326 5.0 ug/L 1504030 1 5.619 1504030 5.0
(DEL) Alkane: S.. 6.654 5.8 ug/L 1728530 1 5.619 1504030 5.0
(DEL) Alkane: S... 6.780 12.9 ug/L 3882870 1 5.619 1504030 5.0
Benzene, propyl- 10.352 0.7 ug/L 1127050 3 11.249 7570520 5.0
Benzene, 1l-ethy... 10.738 1.0 ug/L 1481550 3 11.249 7570520 5.0
Indane 11.529 5.0 ug/L 7570520 3 11.249 7570520 5.0
Benzene, 1l-ethe... 12.114 1.4 ug/L 2084760 3 11.249 7570520 5.0
Benzene, 1-ethe... 12.882 1.4 ug/L 2173680 3 11.249 7570520 5.0
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