LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 15 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\SFAMVTR101422WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@28588.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 75 83 102 rVB2 232934 258513 4.02% 0.708%
2 1.565 155 163 176 rBV 116200 133630 2.08% 0.366%
3 2.165 321 331 348 rVB 209820 320565 4.99% 0.878%
4 2.526 438 462 493 rVB 1056993 2496540 38.84% 6.835%
5 2.754 514 533 561 rBV 2616126 5147712 80.09% 14.093%
6 3.034 605 620 641 rBV 2030833 3926269 61.09% 10.749%
7 3.185 647 667 684 rBVv2 81188 254246  3.96%  0.696%
8 3.269 685 693 708 rVB 62702 132255 2.06% 0.362%
9 3.362 709 722 736 rBV3 48464 111330 1.73% 0.305%
106 3.536 760 776 782 rBV3 67325 168930 2.63% 0.462%
11 3.661 803 815 827 rBV2 52090 117655 1.83% 0.322%
12 3.757 827 845 864 rBV 2612062 6427448 100.00% 17.596%
13 3.905 880 891 921 rVB4 154233 406792 6.33% 1.114%
14  4.343 1014 1027 1050 rBV 125555 316687 4.93% 0.867%
15 4.603 1089 1108 1118 rBV2 157014 393103 6.12% 1.076%
16 4.671 1118 1129 1150 rVB2 253327 633087 9.85% 1.733%
17 5.044 1229 1245 1278 rBV2 307618 791353 12.31% 2.166%
18 5.616 1409 1423 1444 rBV 232754 488817 7.61% 1.338%
19 6.066 1551 1563 1586 rBV 183612 382931 5.96% 1.048%
20 6.986 1837 1849 1864 rBV 82544 162425 2.53% 0.445%
21 7.310 1938 1950 1962 rBV 347723 610325 9.50% 1.671%
22 7.381 1962 1972 2006 rVB 1040806 1795023 27.93% 4.914%
23 7.622 2037 2047 2064 rBV 45778 92734 1.44% 0.254%
24  8.088 2182 2192 2238 rBV 333048 850289 13.23%  2.328%
25  8.847 2417 2428 2433 rBV 390896 635291 9.88% 1.739%
26 9.008 2466 2478 2492 rBV 214824 346218 5.39% 0.948%
27  9.133 2505 2517 2539 rBV 365456 608043 9.46% 1.665%
28 9.539 2632 2643 2667 rBV 205277 334690 5.21% 0.916%
29 9.924 2754 2763 2781 rVB 81568 128773 2.00% 0.353%
30 10.211 2836 2852 2869 rBvV2 127521 211754 3.29% 0.580%

31 10.346 2884 2894 2913 rBV = 241224 398415 6.20%
32 10.439 2913 2923 2929 rBV 517305 854962 13.30%
33 10.532 2942 2952 2966 rVB 269725 407587 6.34%
34 10.686 2987 3000 3007 rBV = 726297 1091538 16.98%
35 10.728 3007 3013 3029 rVB 399151 621764  9.67%

PNRNOBR
=
=
o)
R

36 10.905 3057 3068 3086 rBV 1120225 1669083 25.97% 4.569%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 15 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\SFAMVTR101422WMA.M
Title : TRACE VOA SFAM1.0
37 11.014 3092 3102 3119 rBV2 52195 103169 1.61% ©.282%
38 11.175 3143 3152 3162 rBV3 66689 108754 1.69% ©.298%
39 11.243 3162 3173 3190 rVV2 409767 828127 12.88% 2.267%
40 11.326 3190 3199 3213 rVB 269029 418074 6.50% 1.145%
41 11.519 3250 3259 3271 rBV 172033 285287 4.44% ©.781%
42 11.616 3280 3289 3314 rVB 374719 694118 10.80%  1.900%
43 12.008 3400 3411 3420 rBV 52045 82447  1.28% 0.226%
44 12.455 3542 3550 3564 rVB 58882 92738 1.44% 0.254%
45 12.873 3667 3680 3693 rBV3 61348 100440 1.56% ©.275%
46 13.497 3864 3874 3886 rBvV2 52249 87788 1.37% 0.240%

Sum of corrected areas: 36527719
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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\VVv101722\

: Vv028588.D

: 17 Oct 2022 14:57

: SY/MD

: N5109-02DL 5X

: 25.0mL/MSVOA_V/WATER
. 15

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

A

TIC: VV028588.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.526  25.54 ug/L 2496540  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 74
Abundance Scan 462 (2.526 min): VV028588.D\data.ms (-438) (-) m/z 43.00 100.00%
5000 710
o RRREE e
‘ 57‘-0 86.0 2.20 2.40 2.60 2.80
bt i el b e m/z 41,95 54.73%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 UL L R IR R B
2.20 2.40 2.60 2.80
270 57.0 m/z 41.00 39.81%
O\\\‘\\\\‘]\_\5\‘\0‘\\\‘1“\\\W‘i\}\\‘\\u‘\‘\\\\l}\\\‘\s\?.\()‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2042: Pentane, 2-methyl-
43.0
R RRmmE e
2.20 2.40 2.60 2.80
5000 m/z 71.00 37.31%
27.0 71.0
IPYIECOR I O
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2044: Pentane, 2-methyl-
43.0 2.20 2.40 2.60 2.80
m/z 39.00 18.34%
5000
27.0 71.0
15.0 57.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.754 52.65 ug/L 5147710 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 533 (2.754 min): VV028588.D\data.ms (-514) (-) m/z 57.00 100.00%
57.0
5000
“ ’ 2.40 2.60 2.80 3.00
ol il 80 2175 n/z 56.00 85.75%
m/z--> 0 50 100 150 200 250
Abundance #2043: Pentane, 3-methyl-
57.0
5000 L L RN B R B
2.40 2.60 2.80 3.00
m/z 40.95 63.62%
27,0
0 ‘ T T “\ ‘\‘ ‘M\ f‘8\ \0‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 0 50 100 150 200 250
Abundance #2049: Pentane, 3-methyl-
57.0
R Eaas e Ramaa AR
2.40 2.60 2.80 3.00
5000 m/z 42.95 24.89%
27,0
0 87,0
m/iz--> 0 50 100 150 200 250
Abundance #2050: Pentane, 3-methyl- N EREERaREEESS R
57.0 2.40 2.60 2.80 3.00
m/z 39.00 17.21%
5000
27,0
m/z--> 0 50 100 150 200 250 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
3.034 40.16 ug/L 3926270  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 91
4 n-Hexane 86 C6H14 000110-54-3 72
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 64
Abundance Scan 620 (3.034 min): VV028588.D\data.ms (-605) (-) m/z 57.00 100.00%
57.0
41.0
5000
86.0
‘ 71.0 2.80 3.00 3.20 3.40
bt e e e M/Z 40,95 73.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2040: n-Hexane
57.0
43.0
29.0
5000
2.80 3.00 3.20 3.40
m/z 43.00 67.03%
86.0
15.0 | ‘ 71.0
O \\\‘.\\\\’\\‘\\‘\\1\‘\\\\}\}\\‘\‘f‘\}‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2038: n-Hexane
57.0
43.0
R SRRRREEESEN
29.0 2.80 3.00 3.20 3.40
5000 m/z 56.00 50.68%
86.0
15.0 ‘ ‘ 71.0
Ol T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2039: n-Hexane R RRmE R R
41.0 57.0 2.80 3.00 3.20 3.40
m/z 41.95 34.99%
29.0
5000
86.0
15.0 71.0
O N RREaE S RRRER
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
3.269 1.35 ug/L 132255 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
3 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 87
4 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86
5 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 86
Abundance Scan 693 (3.269 min): VV028588.D\data.ms (-685) (-) m/z 69.00 100.00%
69.0
41.0
5000
‘ 3.00 3.20 3.40 3.60
Okt b 2052180 s 41.e0  84.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1691: 2-Butene, 2,3-dimethyl-
41.0
69.0
5000
3.00 3.20 3.40 3.60
m/z 84.00 32.47%
15.0 ‘ “ |
O\\\‘\‘\M\\‘ \\‘\1‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0
RERELE R
3.00 3.20 3.40 3.60
5000 m/z 38.90 27.92%
Ouu‘\‘w‘u‘ \H‘\‘h‘w‘\‘\\‘m\\‘\\\\‘\\H‘HHWHWHWH_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1692: 2-Butene, 2,3-dimethyl-
41.0 69.0 3.00 3.20 3.40 3.60
' m/z 67.00 10.84%
OL‘“ e SR e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57

Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.M
: 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: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.362 1.14 ug/L 111330 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 94
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 94
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 93
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 90
Abundance Scan 722 (3.362 min): VV028588.D\data.ms (-709) (-) m/z 40.95 100.00%
41.0 69.0
5000
‘ ‘ ‘ gb 1 130.4 3.00 3.20 3.40 3.60
0 ““‘w‘huwhuuw“wyﬂ“““““‘ — m/z 69.00 89.47%
m/z--> 0 20 0O 60 80 100 120
Abundance #1661: 2-Pentene, 3-methyl-
41.0 69.0
5000
3.00 3.20 3.40 3.60
m/z 54.95 55.51%
O \‘\\J-\S\.q\‘“\\‘i“\\“\“\“\‘\‘\\‘8\‘.\()\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #1700: 2-Pentene, 3-methyl-, (E)-
41.0 69.0
3.00 3.20 3.40 3.60
5000 m/z 84.00 52.27%
m/iz--> 0 20 40 60 80 100 120
Abundance #1702: 2-Pentene, 3-methyl-, (2)- B L
41.0 69.0 3.00 3.20 3.40 3.60
' m/z 38.95 33.33%
5000
0 e
Y | ) O —
m/z--> 0 20 40 60 80 100 120 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57

Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER
ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.M
: 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 10
R.T. EstConc Area Relative to ISTD R.T.
D33 173 vl 168930 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentane, 2,2-dimethyl- 160 c7HI6 000590-35-2 78
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 78

3 Butanoic acid, 2-methyl-, 2-meth... 158 C9H1802

4 Pentane,

2,4-dimethyl-

100 C7H16

002445-67-2 78
000108-08-7 78

5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 776 (3.536 min): VV028588.D\data.ms (-760) (-) m/z 57.00 100.00%
57.0

5000 85.0
o ARAEmEEEN TS S
38‘ 3.20 3.40 3.60 3.80
ol el 1029 1282 1527 sz 42.95  57.11%
miz--> 0 20 40 60 80 100 120 140
Abundance #4485: Pentane, 2,2-dimethyl-
57.0
5000 L LR R R I R
20.0 85.0 3.20 3.40 3.60 3.80
m/z 40.95 44.60%
2.0 ‘
0 \‘\\\‘\‘\}\\‘iw\\‘w‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120 140
Abundance #4477: Pentane, 2,2-dimethyl-
57.0
3.20 3.40 3.60 3.80
5000 ITI/Z 55.95 42.26%
29.0 85.0
o |
0 “H““‘M“wH‘W“‘HH‘mu‘uu‘uu‘uu
miz-> 0 20 40 60 80 100 120 140 \
Abundance #35494: Butanoic acid, 2-methyl-, 2-methylpropyl ester R RREEEE e
57.0 3.20 3.40 3.60 3.80
m/z 85.00 40.56%
85.0
5000
29.0 103.0
\‘ L 1300 \ A&
L S T At M AR P
m/z--> 0 20 40 60 80 100 120 140 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.661 1.20 ug/L 117655 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 78
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72

4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 42

Abundance Scan 815 (3.661 min): VV028588.D\data.ms (-803) (-) m/z 43.00 100.00%

43.0
5000
85.0

64.8 100.1 3.40 3.60 3.80 4.00
Ol 22 SRS 2220 14D /s 57,00 79.65%

miz--> 20 40 60 80 100 120 140
Abundance #4474: Pentane, 2,4-dimethyl-
43.0
5000

3.40 3.60 3.80 4.00
40.95 46.64%

85.0 m/z
} T ‘\ : \6?.9\ \‘ L ]-\01\.()\ L L L
mi/z--> 20 40 6’0 8‘0 160 12‘0 14‘10
Abundance #4480: Pentane, 2,4-dimethyl-
43.0

3.40 3.60 3.80 4.00

o

5000 m/z 56.00 43.40%
85.0
27.0
H ‘\ \\69.0 ‘
ob— it
miz--> 20 40 60 80 100 120 140
Abundance #4479: Pentane, 2,4-dimethyl- e ARERERREE R
43.0 3.40 3.60 3.80 4.00

m/z 42.00  25.45%

5000 85.0
27.0
0 H ‘ . 890 | 1010

m/z--> 20 40 60 80 100 120 140 3.40 3.60 3.80 4.00

SFAMVTR101422WMA.M Tue Oct 18 19:00:59 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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: Cyclic3.757 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.757 65.74 ug/L 6427450  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 80
5 Cyclohexane 84 C6H12 000110-82-7 78
Abundance Scan 845 (3.757 min): VV028588.D\data.ms (-827) (-) m/z 56.00 100.00%
56.0
5000
R L A REEEaREE
84.0 3.40 3.60 3.80 4.00
0l 38l ol L A8 myz 41.00  54.43%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #1681: Cyclopentane, methyl-
56.0
5000 IR BN R B
3.40 3.60 3.80 4.00
27.0 9
84.0 m/z 68.95 41.03%
O 1-0‘ ‘\‘}‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #1682: Cyclopentane, methyl-
56.0
R EEEEaEEEES SR
3.40 3.60 3.80 4.00
5000 m/z 55.00 26.25%
ZTO 84.0
0l ‘wluwluWm_m_m_m‘”
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #1683: Cyclopentane, methyl-
56.0 3.40 3.60 3.80 4.00
m/z 39.00  23.53%
5000
84.0
e,
o S | L P S N A S —
m/z--> 0O 20 40 60 80 100 120 140 160 180 3.40 3.60 3.80 4.00

SFAMVTR101422WMA.M Tue Oct 18 19:01:02 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.346 2.41 ug/L 398415 1,4-Dichlorobenzene-d4 11.243
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 86
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 2894 (10.346 min): VV028588.D\data.ms (-2884) (- m/z 90.95 100.00%
91.0
120.0 — AN A
39.0 10.00 10.50
Ol bt Ao e 285 m/z 120,00 22.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000
10.00 10.50
120.0 m/z 65.00 11.09%
39.0 |
0\H‘\‘H\“‘\\“\\"HH“‘\\‘H‘\‘\H“H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl-
91.0
SUUIWAVELY
10.00 10.50
5000 ITI/Z 91.95 10.45%
120.0
39.0 |
O rrprer et b b e e
m/z--> 20 40 60 80 100120140160180200220240260280 ﬂ\
Abundance #10700: Benzene, propyl- I R
91.0 10.00 10.50
m/z 78.00 6.46%
5000
120.0
20 )k A
S = .
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50

SFAMVTR101422WMA.M Tue Oct 18 19:01:04 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.439 5.16 ug/L 854962 1,4-Dichlorobenzene-d4 11.243
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-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 2923 (10.439 min): VV028588.D\data.ms (-2913) (- m/z 104.95 100.00%
105.

05.0
5000

77.0

39.0 10.50

57. 121.0

Ob e P M - A 1437 m/z 119.95  30.09%
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000

10.50

m/z 76.95 13.07%

39.0 77.0
oL— . “ - “\ . ‘\‘\\5‘9"9‘\ - “\\‘ — ‘} - ‘r“\ ‘:!72\":]"0‘ P
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

10.50
5000 m/z 90.95 12.77%
77.0
oL 180, %90 se0 "7 | | 1210
s N
miz--> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 10.50
m/z 105.95 8.68%
5000
39.0 77.0
Lm0 T 1210
O b e e e e e e S R
m/z--> 20 40 60 80 100 120 140 10.50

SFAMVTR101422WMA.M Tue Oct 18 19:01:07 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 4-Heptanone, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.686 6.59 ug/L 1091540 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 94
2 4-Heptanone, 2,6-dimethyl- 142 CSH180 000108-83-8 94
3 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 91
4 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 78
5 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 72

Abundance Scan 3000 (10.686 min): VV028588.D\data.ms (-2987) (- m/z 57.00 100.00%

57.0 85.0
5000

39‘ T 142.1 1050 11,00
O e oty 2090 L /2 gs.ee  83.53%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 L
10 50 11.00

m/z 40.95 37.93%

39 142.0
0 ‘_‘1‘5‘-9““”‘13‘)‘ 2080 L
miz--> 0O 20 40 60 80 100 120 140
Abundance #23067: 4-Heptanone, 2,6-dimethyl-
57.0
85.0

10.50 11.00
5000 m/z 58.00 25.84%
29.0
H 142.0
0 w‘H‘WH_m_m,mH_wam,‘m
miz--> 0 60 80 100 120 140
Abundance #23065: 4-Heptanone, 2,6-dimethyl-
57.0 10.50 11.00

85.0

m/z 43.00 19.23%

5000
29.0
\ u
2.0 ‘ | \‘ i | | 109.0 I ‘

m/z--> 0 20 40 60 80 100 120 140 lO 50 11.00

o

SFAMVTR101422WMA.M Tue Oct 18 19:01:10 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.728 3.75 ug/L 621764 1,4-Dichlorobenzene-d4 11.243
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-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3013 (10.728 min): VV028588.D\data.ms (-3007) (- m/z 105.00 100.00%
105.0
5000
120.0
51.0 77.0 91.0 10.50 11.00
Qe 380 T 640 L mz 120.00  29.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 10.50 11.00
m/z 91.00 12.67%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\\\“‘\\Hi‘\‘ui‘s‘:\g‘\"?\‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 j\ujm
R
10.50 11.00
5000 m/z 76.95 12.18%
120.0
77.0 91.0
ol gso B0 L0 ULl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 AﬂL7
Abundance #10727: Benzene, 1-ethyl-4-methyl- R
105.0 10.50 11.00
m/z 106.00 9.10%
5000
120.0
79.0 j\A /\
39.0 65.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00

SFAMVTR101422WMA.M Tue Oct 18 19:01:12 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 2-Heptanone, 4,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.014 0.62 ug/L 103169 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 90
2 Butanoic acid, 3-oxo-, 2-propeny... 142 C7H1003 001118-84-9 50
3 1,3-Dioxane-2-propanol, 2-methyl- 160 C8H1603 036651-31-7 50
4 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 50
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 43
Abundance Scan 3102 (11.014 min): VV028588.D\data.ms (-3092) (- m/z 42.95 100.00%
3.0
5000
69.0
85.0 — :
11.00
1090
(I ‘ M:H‘ Al 2o 58.00  55.36%
m/z--> 20 60 80 100 120 140
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
69.0 85.0 11.00
m/z 69.00 33.93%
27.0
ULl L 1090279
O\\\\’\ 1\\‘\‘\‘\‘\\“\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140
Abundance #22471. Butanoic acid, 3-oxo-, 2-propenyl ester
43.0
T M\ - ‘ T ‘
11.00
5000 m/z 40.95 27.99%
85.0
0 | 27\\0 “\ h‘\ 69\0 w‘\ | 114.0 142.0
s o Ul M inana o L m e e
m/iz--> 20 40 60 80 100 120 140
Abundance #36684: 1,3-Dioxane-2-propanol, 2-methyl- ‘
43.0 11 00
m/z 84.10 26.85%
5000
84.0
59.0
M\ ull, |, 1010 145.0
e
m/z--> 20 40 60 80 100 120 140 11.00

SFAMVTR101422WMA.M Tue Oct 18 19:01:14 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57

Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.M
: TRACE VOA SFAM1.0

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, 1,2,3-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.326 2.52 ug/L 418074  1,4-Dichlorobenzene-d4 11.243
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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94

Abundance Scan 3199 (11.326 min): VV028588.D\data.ms (-3190) (- m/z 105.00 100.00%
105.0
5000
77.0
39.0 11.00 11.50
57.7 121.0
] U VY “‘M S AT 1516 hy; 126.00  42.68%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000
11.00 11.50
770 m/z 76.95 13.65%
51.0 '
O LI ‘2\7\.(\)\“ T \“\H\H‘ ‘\‘\ T \‘H‘ T \‘\ T ‘h‘\ \]‘-\‘ “]_\.o\\ T ‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
— \A‘/\T =
11.00 11.50
5000 m/z 91.00 10.65%
39.0 77.0
oliso om0 Lo A0
miz--> 20 40 60 80 100 120 140
Abundance #10718: Benzene, 1,2,4-trimethyl- - fk‘ ﬂ*/¥
105.0 11.00 11.50
m/z 118.95 10.07%
5000
77.0
ol 20 SO U A
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMVTR101422WMA.M Tue Oct 18 19:01:16 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 Indane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.519 1.72 ug/L 285287 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 96
2 Indane 118 CS9H10 000496-11-7 94
3 Indane 118 C9H1e 000496-11-7 90
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 72
Abundance Scan 3259 (11.519 min): VV028588.D\data.ms (-3250) (- m/z 117.00 100.00%
117.0
5000 /\/\
A
39.0 63.0 91‘0 Lm 1150
Ol bl b W 2068 7 118,00 53.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 i :
11.50
39.0 91.0 m/z 115.00 34.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
T 1
11.50
5000 m/z 91.00 15.68%
91.0
015039°63°L
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁﬁﬁ
Abundance #10180: Indane ﬂk = i
117.0 11.50
m/z 63.00 9.61%
5000
39.0 g3 910
ohsor Lol L A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50

SFAMVTR101422WMA.M Tue Oct 18 19:01:18 2022 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.M
Quant Title : TRACE VOA SFAM1.0

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 17 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.455 0.56 ug/L 92738 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95

Abundance Scan 3550 (12.455 min): VV028588.D\data.ms (-3542) (- m/z 119.00 100.00%

5000 j\NA\ /\Jd\fﬁww& /AK

39.0 649 91.0 12.50
0 H"H‘JL‘wqwuHM‘w‘pm‘WM‘Mw“H“H‘5994_‘H m/z 134.00  43.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

J )

5000 et o
12.50

m/z 91.00 14.59%

91.0
O\]-\5\‘0\‘\\4\?".\0\‘\\6‘5\\()\\“‘\\‘\\‘\\\‘\‘l\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- WJ\
119.0

12 50
5000 ITI z 76.90 11.05%
91.0
01593%;‘0?50‘\‘\“‘“““‘ \J\H\N\/\[\W jk
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- .
119.0 12. 50

m/z 119.85 9.20%

5000

91.0

39.0 5.0 ‘ /\ j\
) SV R A1 B Nt g 12 W AR A A W' O
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 2,4-Dimethylstyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.873 0.61 ug/L 100440 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 70
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 70
Abundance Scan 3680 (12.873 min): VV028588.D\data.ms (-3667) (- m/z 117.00 100.00%
11v.0
5000
90.9 A/\‘ : e
389 649 | 071 12.50 13.00
0 Al 648 2071 5 119.00  68.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
11v.0
5000 e jk
12.50 13.00
m/z 132.00  34.85%
O' \‘U\‘\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
mm‘ i b x/\‘ e
12.50 13.00
5000 ITI/Z 115.00 33.66%
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 12.50 13.00
m/z 134.00 30.09%
5000
91.0
51.0
270~ ‘
YN g O B N N | OO B L1 SR L SO
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA.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 Azulene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.497 0.53 ug/L 87788 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 94
5 Azulene 128 C10H8 000275-51-4 94
Abundance Scan 3874 (13.497 min): VV028588.D\data.ms (-3864) (- m/z 128.00 100.00%
128.0
5000
—=
s 10 739 101.9 | 13.50
0o 388 el i sl 2434 sz 127,00 14.37%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13686: Naphthalene
128.0
5000 Wt f——
13.50
m/z 129.00 11.38%
5]‘__0 75.0 10‘2.0 |
0 \‘HH‘H\\‘HH“HH‘\WH‘\“M‘HH‘HH“HH‘HH‘\H ‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13683: Naphthalene
128.0
Apcywa L o 0
13.50
5000 m/z 51.00 10.66%
51.0 770 1020
Y SR 4 AN S IR | S—
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13685: Naphthalene
128.0 13.50
m/z 101.90 8.61%
5000
64.0
obzzo %90 | 80 M i AN
m/z--> 20 30 40 50 60 70 80 90 100110120130140 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101722\
Data File : VV028588.D

Acqg On : 17 Oct 2022 14:57
Operator : SY/MD

Sample : N5109-02DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR101422WMA .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 2.526 25.5 ug/L 2496540 1 5.616 488817 5.0
(DEL) Alkane: S 2.754 52.6 ug/L 5147710 1 5.616 488817 5.0
(DEL) Alkane: S... 3.034 40.2 ug/L 3926270 1 5.616 488817 5.0
(DEL) Alkane: S... 3.269 1.4 ug/L 132255 1 5.616 488817 5.0
(DEL) Alkane: S 3.362 1.1 ug/L 111330 1 5.616 488817 5.0
(DEL) Alkane: S 3.536 1.7 ug/L 168930 1 5.616 488817 5.0
(DEL) Alkane: S.. 3.661 1.2 ug/L 117655 1 5.616 488817 5.0
(DEL) Alkane: C... 3.757 65.7 ug/L 6427450 1 5.616 488817 5.0
Benzene, propyl- 10.346 2.4 ug/L 398415 3 11.243 828127 5.0
Benzene, 1l-ethy... 10.439 5.2 ug/L 854962 3 11.243 828127 5.0
4-Heptanone, 2,... 10.686 6.6 ug/L 1091540 3 11.243 828127 5.0
Benzene, 1l-ethy... 10.728 3.8 ug/L 621764 3 11.243 828127 5.0
2-Heptanone, 4,... 11.014 0.6 ug/L 103169 3 11.243 828127 5.0
Benzene, 1,2,3-... 11.326 2.5 ug/L 418074 3 11.243 828127 5.0
Indane 11.519 1.7 ug/L 285287 3 11.243 828127 5.0
Benzene, 1,2,3,... 12.455 0.6 ug/L 92738 3 11.243 828127 5.0
2,4-Dimethylsty... 12.873 0.6 ug/L 100440 3 11.243 828127 5.0
Azulene 13.497 0.5 ug/L 87788 3 11.243 828127 5.0
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