LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@28920.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 15 21 33 rBV2 142637 147645 3.26% 0.473%
2 1.291 71 78 88 rBv2 485922 668470 14.76% 2.144%
3 1.413 91 116 125 rVV 3454551 4529010 100.00% 14.524%
4 1.461 125 131 156 rVV 1784897 2604943 57.52%  8.354%
5 1.564 159 163 177 rVB 153196 217898 4.81% 0.699%
6 2.104 322 331 343 rVB 244469 370828 8.19% 1.189%
7 2.201 344 361 384 rBV3 1207198 2581177 56.99% 8.277%
8 3.185 658 667 686 rVB 28684 65423 1.44% 0.210%
9 3.757 829 845 855 rBV3 31523 81636 1.80% 0.262%
106 3.9065 875 891 904 rBV2 130677 432288 9.54% 1.386%
11  4.342 1014 1027 1056 rVB 172245 444421  9.81%  1.425%
12 4.670 1118 1129 1145 rVB4 38705 93620 2.07% 0.300%
13 5.043 1228 1245 1258 rBV2 395240 977551 21.58% 3.135%
14 5.317 1318 1330 1361 rVB4 61503 154378 3.41% 0.495%
15 5.529 1375 1396 1411 rBvV2 33598 105572  2.33% 0.339%
16 5.612 1411 1422 1447 rVB 336470 687054 15.17% 2.203%
17 6.066 1540 1563 1572 rBV2 225000 501102 11.06% 1.607%
18 6.124 1575 1581 1594 rVB3 151821 302598 6.68% 0.970%
19 6.355 1641 1653 1671 rVV3 23964 62910 1.39% 0.202%
20 6.458 1673 1685 1701 rVB2 42931 91753 2.03% 0.294%
21  6.625 1727 1737 1760 rVB5 63066 135859 3.00% 0.436%
22 6.982 1834 1848 1866 rBV 111223 214774 4.74% 0.689%
23 7.082 1867 1879 1901 rBV 380940 758947 16.76% 2.434%
24 7.226 1914 1924 1929 rBV 203693 358579  7.92% 1.150%
25 7.310 1941 1950 1963 rVB 500127 885853 19.56% 2.841%
26 7.384 1965 1973 1982 rVB2 61848 103026 2.27% 0.330%
27 7.435 1982 1989 1998 rBV3 41827 69467 1.53% 0.223%
28 7.509 2007 2012 2022 rVB3 35641 57173 1.26% 0.183%
29 7.567 2022 2030 2039 rVvV3 34970 62815 1.39% 0.201%
30 7.651 2039 2056 2067 rVB3 149783 342582 7.56%  1.099%
31 7.780 2087 2096 2107 rVB2 45058 83341 1.84% 0.267%
32 8.085 2179 2191 2223 rBV 361979 885192 19.54% 2.839%
33 8.226 2226 2235 2244 rVWV6 70073 133060 2.94% 0.427%
34  8.284 2245 2253 2262 rVB 86629 141362  3.12% 0.453%
35 8.345 2262 2272 2282 rBV 145077 248351 5.48% 0.796%
36 8.587 2337 2347 2364 rVB2 44413 83359 1.84% 0.267%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0
37 8.847 2417 2428 2440 rBV 482163 781741 17.26% 2.507%
38 9.133 2499 2517 2530 rVB5 110208 269026 5.94% 0.863%
39 9.191 2530 2535 2561 rVBS8 16328 49629 1.10% 0.159%
40 9.310 2562 2572 2585 rvVB2 39430 66872 1.48% 0.214%
41  9.468 2603 2621 2635 rBV3 68533 172131 3.80% ©.552%
42 9.541 2635 2644 2655 rBV2 66757 113775 2.51% 0.365%
43 9.699 2677 2693 2712 rVV3 156989 279151 6.16% 0.895%
44  9.792 2712 2722 2731 rW5 45879 93108 2.06% 0.299%
45  9.841 2734 2737 2754 rVB7 28757 54008 1.19% 0.173%
46 10.120 2816 2824 2833 rBV3 42136 66455 1.47% 0.213%
47 10.210 2842 2852 2876 rVB3 182088 426597 9.42% 1.368%
48 10.445 2916 2925 2938 rBv4 50476 101862 2.25% 0.327%
49 10.532 2944 2952 2961 rVB 75919 109013 2.41% 0.350%
50 10.731 3005 3014 3021 rBV4 61802 102108 2.25% 0.327%
51 10.779 3023 3029 3044 rVB3 44606 80513 1.78% 0.258%
52 10.908 3056 3069 3088 rVB 93018 203007 4.48% 0.651%
53 11.056 3090 3115 3120 rBV 19194 78924 1.74% 0.253%
54 11.185 3148 3155 3162 rVB2 39564 56176 1.24% 0.180%
55 11.242 3162 3173 3191 rVV 553366 873971 19.30%  2.803%
56 11.329 3191 3200 3218 rVB 127092 205182 4.53% 0.658%
57 11.522 3249 3260 3270 rBV 246049 452192 9.98% 1.450%
58 11.615 3279 3289 3312 rVB2 557807 1120552 24.74%  3.593%
59 11.738 3319 3327 3338 rBv2 33047 56650 1.25% 0.182%
60 11.811 3341 3350 3358 rBV 38397 66011 1.46% 0.212%
61 12.008 3403 3411 3418 rBV 91288 129352 2.86% 0.415%
62 12.249 3473 3486 3492 rBV4 54895 131375 2.90% 0.421%
63 12.300 3493 3502 3513 rVB4 66046 145902  3.22% 0.468%
64 12.374 3516 3525 3529 rBV 53411 80654 1.78% 0.259%
65 12.403 3529 3534 3542 rVB 75137 103963 2.30% 0.333%
66 12.458 3542 3551 3565 rVB 197204 316455 6.99% 1.015%
67 12.541 3568 3577 3583 rBV3 46486 73381 1.62% 0.235%
68 12.676 3612 3619 3627 rVB2 35180 49685 1.10% ©0.159%
69 12.869 3659 3679 3691 rBV2 236004 444440 9.81% 1.425%
70 12.937 3694 3700 3710 rVB2 80068 130633 2.88% 0.419%
71 12.992 3710 3717 3723 rBvV2 33718 50078 1.11% 0.161%
72 13.037 3724 3731 3738 rBV3 38487 61113 1.35% 0.196%
73 13.152 3757 3767 3776 rBV2 83000 152208 3.36% 0.488%
74 13.207 3778 3784 3791 rVB2 52996 70415 1.55% 0.226%
75 13.258 3791 3800 3806 rBv4 154379 244920 5.41% 0.785%

76 13.390 3836 3841 3854 rVB 94659 152017 3.36% ©0.487%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0
77 13.490 3854 3872 3880 rBV2 147644 351659 7.76% 1.128%
78 13.535 3880 3886 3897 rVB2 125547 190580 4.21% 0.611%
79 13.602 3898 3907 3916 rBV8 43020 84376 1.86% 0.271%
80 13.696 3926 3936 3949 rBV7 59114 170251 3.76% ©.546%
81 13.763 3951 3957 3965 rVW4 42195 76093 1.68% 0.244%
82 13.811 3966 3972 3988 rVB5 37608 69850 1.54% 0.224%
83 13.901 3990 4000 4015 rVB6 44426 103838 2.29% ©.333%
84 14.030 4034 4040 4047 rVWW2 97739 147654  3.26% ©.473%
85 14.085 4048 4057 4067 rVV6 79903 204037 4.51% 0.654%
86 14.136 4067 4073 4081 rVB 88602 123937 2.74% 0.397%
87 14.223 4092 4100 4112 rVVW5 94689 182138 4.02% ©.584%
88 14.287 4113 4120 4132 rVBS 68563 131616 2.91% 0.422%
89 14.352 4132 4140 4151 rVB3 66608 108961 2.41% 0.349%
990 14.426 4152 4163 4177 rBVe 117232 272906 6.03% 0.875%
91 14.561 4197 4205 4212 rBV3 49399 72240 1.60% 0.232%
92 14.622 4213 4224 4231 rBvV4 38776 89849 1.98% 0.288%
93 14.747 4255 4263 4271 rBV 63006 103364 2.28% 0.331%
94 14.805 4274 4281 4294 rVWW7 60500 132793 2.93% 0.426%
95 14.869 4295 4301 4315 rVB8 35704 95357 2.11% ©.306%
96 15.091 4362 4370 4383 rVB3 66107 114054 2.52% ©.366%
97 15.326 4435 4443 4460 rVB3 103634 208362 4.60% 0.668%
98 15.660 4532 4547 4555 rBV5 44317 96596 2.13% 0.310%
99 15.802 4583 4591 4597 rBV 56077 89111 1.97% 0.286%
100 15.840 4598 4603 4615 rVB5 36974 64956 1.43% ©.208%
Sum of corrected areas: 31183840
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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\VVv111122\

: VV028920.D

: 12 Nov 2022 09:57

: SY/MD

: N5602-18

: 25.0mL/MSVOA_V/WATER
: 54

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 19
R.T. EstConc Area Relative to ISTD R.T.
1.108 1.07 ug/L 147645 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 9

Abundance  Scan 21 (1.108 min): VV028920.D\data.ms (-15) (-) m/z 40.95 100.00%

41.0
5000
‘ 59.9 1.101.201.301.401.50
O e e e m/z 38.95 81.24%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #61: Propene
41.0
5000 [Torrr [T T T[T T[T T TTrT]
27.0 1.101.201.301.401.50
m/z 42.00 58.37%
1.0 15.0
OHHHHHH\‘H\\‘\HW\HHHH“HH‘HHH\H‘\M‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #62: Propene
41.0
1.101.201.301.401.50
5000 270 m/z 42.95 35.96%
20 130
O e e T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #64: Cyclopropane
42.0 1.101.201.301.401.50
m/z 44.00 30.91%
5000 270
14.0 ‘ H
0\HHH\‘\H\‘HH‘\HE}HH‘\\Hiuh‘uu‘hu‘ b R RN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Methanethiol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.461 18.96 ug/L 2604940  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanethiol 48 CH4S 000074-93-1 91
2 Methanethiol 48 CH4S 000074-93-1 90
3 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7
4 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7

5 Methane, nitroso- 45 CH3NO 000865-40-7 5
Abundance Scan 131 (1.461 min): VV028920.D\data.ms (-125) (-) m/z 46.95 100.00%

47.0
5000

1.20 1.40 1.60 1.80
0 m_‘H,w‘?15;9_\1“\”H_W:?HH_H‘R?-?W m/z 47.95 82.02%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #127: Methanethiol
47.0
5000

1.20 1.40 1.60 1.80
m/z 44.90 54.50%

TTT ‘]-“41’.\()\ ’ TTT \‘3:!3‘;?\ ‘ T ! ! ‘i TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #126: Methanethiol
47.0

1.20 1.40 1.60 1.80

o

5000 m/z 45.95 13.24%
15.0 33.0
0H*\*“‘wa“*w*”WHw”w”w*mww*
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #122: Hydroxylamine, O-methyl- R AR RE RS S
47.0 1.20 1.40 1.60 1.80

m/z 43.90 9.30%

[|

m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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: Cyclic3.757 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
3.757 0.59 ug/L 81636  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 80

4 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 53

Abundance Scan 845 (3.757 min): VV028920.D\data.ms (-829) (-) m/z 56.00 100.00%

56.0
5000 41.0 69.0

‘ 84.0 340 3.60 3.80 400 |
0 “w“u“u“w“w“‘_h‘qw1M‘umhgwuuuj“_‘ m/z 69.00 47.73%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl- /\
56.0
5000 o 69.0 K‘W“H\“ww‘w‘;w“w

3.40 3.60 3.80 4.00
m/z 41.00 46.82%
M‘ \H‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\\\\‘\\ \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0

o

41.0 3.40 3.60 3.80 4.00
5000 m/z 55.00 30.74%
69.0
270
84.0
1.0 15\0 ‘ ‘H\ 1 ‘
0 m‘u‘Wm_m,mw‘wu“HH,HHWHW
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- “HHWHWH,HH_
56.0 3.40 3.60 3.80 4.00
m/z 41.95 20.48%
5000 41.0
84.0
wo”o ‘ ‘ 68.0 ‘
0 ‘H‘HH‘mwuu‘mw‘uwuM‘le"“uu‘uwu wmw“fmwm,uw‘
m/z--> 0O 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\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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: Cyclic5.317 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.317 1.12 ug/L 154378 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 93
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 93
3 Isopropylcyclobutane 98 C7H14 000872-56-0 93
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 72

Abundance Scan 1330 (5.317 min): VV028920.D\data.ms (-1318) (-) m/z 55.95 100.00%

56.0
41.0 70.0
5000
98.0

830 H‘mwuu‘mwuw
5.00 5.20 5.40 5.60

e —— m/z 40.95  76.86%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0

o

5000 L B L B R B
5.00 5.20 5.40 5.60
270 98.0
: m/z 70.00 74.60%
o i
O \\\1‘.9\\‘1\4\.*\(?‘\\i!‘\\\\}\‘\\\“\u ‘\‘\\\‘}“\\\\‘\‘\\\‘\\\1‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
HWHWHWHWH‘
41.0 70.0 5.00 5.20 5.40 5.60
5000 m/z 55.00 74.56%
27.0 83.0 98.0
0 H“H‘W‘H“me‘uwpy‘wwlL_‘uuhu‘wk‘w‘ut_“
mlz--> 0 10 20 30 40 50 60 70 80 90 100 Jj\
Abundance #3746: Isopropylcyclobutane R RERRRRLES ‘ T
41.0 56.0 5.00 5.20 5.40 5.60

m/z 68.95 39.10%

70.0
5000 270
98.0
‘ ‘ 83.0 ‘
0 1] 1] ‘ wll ‘ nin ‘

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\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 2-Butanone, 3-methyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
5.529 0.77 ug/L 105572  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64
2 2-Pentanone 86 C5H100 000107-87-9 53
3 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
4 2-Pentanone 86 C5H100 000107-87-9 42
5 2-Pentanone 86 C5H100 000107-87-9 42
Abundance Scan 1396 (5.529 min): VV028920.D\data.ms (-1375) (-) m/z 42.95 100.00%
- \/\\foJJ\\“AJ\\VW/
86.0 “56“‘6“56“56‘w
| 570 710 5.20 5.40 5.60 5. ]
O g et m/z 86.00 22.78%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1984: 2-Butanone, 3-methyl-
43.0
5000 J\“‘u‘uu‘uu‘uuﬁ\u,
5.20 5.40 5.60 5.80
27.0 86.0 m/z 40.95 16.56%
20 |l o T
O\\\‘\\\\‘\\}“‘\\\}i\\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1918: 2-Pentanone
43.0
R AR RARE
5.20 5.40 5.60 5.80
5000 m/z 38.95 8.17%
86.0
58.0 71.0
B N R A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1989: 2-Butanone, 3-methyl- A amman e R ARRAS
43.0 5.20 5.40 5.60 5.80
m/z 70.95 5.69%
5000
86.0
27.0
o o ss0 MO
R R B B e B A m WA
m/z--> 10 20 30 40 50 60 70 80 90 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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: Cyclic6.458 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
6.458 0.67 ug/L 91753 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 90
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
4 Cyclopentane, 1,2, 4 trimethyl- 112 C8H16 002815-58-9 86
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 72
Abundance Scan 1685 (6.458 min): VV028920.D\data.ms (-1673) (-) m/z 70.00 100.00%
70.0
55.0
5000 ]\«
41.0 ‘/\‘“
H ‘ gag 971 1120 6.20 6.40 6.60 6.80
o"wm‘,"H‘HH“wwwuw it pblep et b | m/z 54.95 65.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0
55.0
5000 620 6.40 6.60 6.80
21.0 . .40 6. .
27.0 m/z 69.00 24.54%
H ‘ ‘ ‘ ‘ g83.0 97.0 1120
O\\\‘\\\\’\\\\‘\\H‘\‘H\‘\\\\‘\\\\‘\\H‘\H\\\‘H\‘\’\\\\‘l\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0 6.20 6.40 6.60 6.80
5000 m/z 41.00 20.00%
41.0
e M\ | ‘ 830 970 1120
O s e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 R BAAREEREN R
70.0 6.20 6.40 6.60 6.80
55.0 m/z 41.95 17.42%
5000
41.0
2r.0 ‘ 112.0
97.0 :
oo Il U )83 ol
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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: Cyclic6.625 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
6.625 0.99 ug/L 135859 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 90
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 87
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 80
5 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 58
Abundance Scan 1737 (6.625 min): VV028920.D\data.ms (-1727) (-) m/z 70.00 100.00%
55.0 70.0
5000
41.0 84.0
I | 9‘7‘1 121 6.40 6.60 6.80 7.00
bl sl Wbl b myz 55,00 94.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0
5000
270 6.40 6.60 6.80 7.00
84.0 112.0 m/z 56.00 77 .81%
LA L
O\\\‘\\\\‘\\\\’\\\\‘\‘\H‘WH W‘H\Hl ‘\\\\‘\‘\\\‘\\1‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0
T T
6.40 6.60 6.80 7.00
5000 m/z 69.00 38.25%
41.0
84.0 112.0
27.0 ‘ ‘ 97.0
o) S WA &S| NS | N A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 j\/\
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., P T T T
56.0 70.0 6.40 6.60 6.80 7.00
m/z 41.00 35.47%
5000 41.0
84.0
270 ‘ ‘ 97.0 112.0
0 ‘H‘w‘HM,HW“WH el e b e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Disulfide, dimethyl Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.082 5.52 ug/L 758947  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disulfide, dimethyl 94 C2H6S2 000624-92-0 96
2 Disulfide, dimethyl 94 C2H6S2 000624-92-0 94
3 Disulfide, dimethyl 94 C2H6S2 000624-92-0 94
4 Disulfide, dimethyl 94 C2H6S2 000624-92-0 91
5 Disulfide, dimethyl 94 C2H6S2 000624-92-0 91
Abundance Scan 1879 (7.082 min): VV028920.D\data.ms (-1867) (-) m/z 93.90 100.00%
93.9
5000 78.9
45.0
A Ras e EREEEREE
H 6.80 7.00 7.20 7.40

oWwwwwwwH‘!_wlwww‘_‘!‘_H‘l‘l‘f‘cﬂ‘ m/z 78.90  49.37%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #2845: Disulfide, dimethyl

94.0
79.0
5000 450 LI L L L I B L IR A
6.80 7.00 7.20 7.40
61.0 m/z 44.95 37.21%
O \H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\ H‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2847: Disulfide, dimethyl
94.0
R RARENEE S
45.0 79.0 6.80 7.00 7.20 7.40
5000 m/z 46.95 21.22%
61.0
0 ‘H_HwHH_H“H‘“H‘1‘_WHH_WW_Mw_m_
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2846: Disulfide, dimethyl AR N RRAL
94.0 6.80 7.00 7.20 7.40
m/z 45.90 20.72%
45.0 79.0
5000
15.0 61.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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: Cyclic7.779 Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
7.779 0.53 ug/L 83341  Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90

Abundance Scan 2096 (7.779 min): VV028920.D\data.ms (-2087) (-) m/z 97.05 100.00%
97.0
55.0
5000 112.1
41.0
‘ ‘ ‘ 67 0 3.0 7.40 7.60 7.80 8.00 8.20
0 m_m_m,uH‘!aHmwu‘\}uwhu bl m/z 55.00  76.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7609: Cyclohexane, 1,4-dimethyl-
55.0 97.0
5000 TIT T T[T T[T rrrryT
41.0 112.0 7.40 7.60 7.80 8.00 8.20
m/z 112.05 39.50%
27.0 690 g30
O\\\‘ﬁ\o\‘\\\\’\\\\“!‘\\\‘\u\‘\‘\\\\H\\\\‘\H\\‘\\‘\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
R R RE
7.40 7.60 7.80 8.00 8.20
5000 41.0 ITI/Z 40.95 21.11%
112.0
27.0 69.0
o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans- T
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 55.95 20.93%
5000
41.0 112.0
69.0
27.0 ‘ ‘ 83.0
0‘H‘HH‘HH,HH‘mu‘NH‘HHL‘HMHHM‘HM‘HM‘HM SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57

Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 12 (DEL) Alkane: Cyclic8.226 Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
8.226 0.85 ug/L 133060 Chlorobenzene-d5 8.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 50
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 50
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 38
4 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 35
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 27
Abundance Scan 2235 (8.226 min): VV028920.D\data.ms (-2226) (-) m/z 55.00 100.00%
55.0
97.0
41.0 69.0
5000 83. 112.1
H ' 8.008.20 8.40 8.60
126.0 : . : :
oHwwm,uu\‘,m‘u\h‘m‘_M‘ww‘H‘um‘m“uwm‘ m/z 97.05  68.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
558.0
97.0
5000 41.0 83.0 uu‘m/\\\‘uu‘uu‘\u
112.0 8.00 8.20 8.40 8.60
270 690 m/z 101.95 67.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
coope e
41.0 97.0 8.00 8.20 8.40 8.60
m/z 69.00 58.93%
5000 83.0 /
270 o9lo 112.0
o,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7699: Cyclohexane, 1,2-dimethyl- (cis/trans) SRS T TS
55.0 97.0 8.00 8.20 8.40 8.60
’ m/z 41.00 56.74%
5000 41.0
70.0 112.0
i
oHWm‘HH,HH,“m‘M‘m‘l_HwH‘wm!_wwww B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60

SFAMVTR111122WMA.M Wed Nov 16 11:03:17 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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: Cyclic8.284 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.284 0.90 ug/L 141362  Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
5 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 53
Abundance Scan 2253 (8.284 min): VV028920.D\data.ms (-2245) (-) m/z 83.00 100.00%
83.0
55.0
5000
41'0 112.1 \\\‘\\\\’\\\\‘\\\\‘\\\\
67.0 95.0 8.00 8.20 8.40 8.60
0"_‘H‘H‘w‘Hﬂﬂuuvﬂlw‘uhuuuﬁﬁh‘_‘h‘u‘WMH‘_ m/z 55.00 64.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 L B L L L B R L B
4L.0 oo 8.00 8.20 8.40 8.60
‘ m/z 82.00 47.81%
27.0 ‘ 67.0
O\\‘HH‘\HM‘HHH‘H\“\‘H\‘H‘\‘}‘i\\\‘\“\lH‘HH‘HH‘\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7535: Cyclohexane, ethyl-
83.0
R REE e e
55.0 8.00 8.20 8.40 8.60
5000 m/z 41.00 24.43%
41.0
112.0
29.0 67.0
Y SN A T MO P ../ N M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7537: Cyclohexane, ethyl- R AR
83.0 8.00 8.20 8.40 8.60
55.0 m/z 112.05 24.38%
5000
41.0
112.0
27.0 67.0
AR -2 SN T S PR BN £ SR PR Y AL S LV S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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: Cyclic8.345 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.345 1.59 ug/L 248351  Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 CSH18 003073-66-3 95
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,3,5-trimethyl- 126 CO9H18 001839-63-0 64
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64
5 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 64
Abundance Scan 2272 (8.345 min): VV028920.D\data.ms (-2262) (-)| [ m/z 111.10 100.00%
1111
69.0
5000
55.0
41.0 83.0 A RERH A S SR,
‘ | ‘ 670 1261 8.00 8.20 8.40 8.60
0 H_Ww_m“\hwHJ‘_MHuu,wwm;_Hu\“uwecw m/z 69.00  69.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 550 TT T rrrrprrrr e i
41.0 83.0 8.00 8.20 8.40 8.60
' m/z 55.00 34.37%
27.0 ‘ ‘
O H‘HH‘\H‘\“\H\“E‘H\‘\‘H\‘H\Ml\\\\’\\\\‘\\H‘\H\HH\‘]-\Z\}G\.‘O\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
AR e
8.00 8.20 8.40 8.60
5000 41.0 55.0 ITI/Z 41.00 24.01%
83.0
270
ot S0 | 1260
0 H‘mwmWm"m‘HHWH“m,mwm_Hmm‘umm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl- EAREmama TSR
69.0 111.0 8.00 8.20 8.40 8.60
m/z 83.00 21.33%
55.0
5000
41.0 126.0
27.0 | 83.0 970 NJ
oH‘HH_HU_H“UHwm‘wmu‘HH,“:H_m‘wwwww R R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 (DEL) Alkane: Cyclic8.587 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
8.587 0.53 ug/L 83359  Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 80
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 80
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 80
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 80

Abundance Scan 2347 (8.587 min): VV028920.D\data.ms ( 2337) () m/z 111.10 100.00%

69.0 111.
5000 55.0
41.0 126.1

‘ ‘ ‘ 83.0 96.9 8.20 8.40 8.60 8.80 9.00
HW‘HW‘HWH‘LM‘qmu‘um,umﬂhwam_u‘mu‘wuw‘u m/z 68.95 85.47%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0 M/\N

5000 41.0 BEARERERES RN RN R R
8.20 8.40 8.60 8.80 9.00
126.0

m/z 54.95 51.35%

27.0 ‘ ‘ 84.0
”W”‘W”JM””\M”“mmﬁ‘mﬁ‘mww”W”MW”WE”W‘WW”‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0

o

o

55.0 8.20 8.40 8.60 8.80 9.00
5000 41.0 m/z 126.10  26.54%

27.0 126.0

NI
0t ‘,mwm‘WH‘ku‘u“‘m“,‘mW‘;HW‘f“m‘!m,um,m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 f\

Abundance #13245: Cyclohexane, 1,3,5-trimethyl- ‘/\‘A‘ R R S LARAE
69.0 111.0 8.20 8.40 8.60 8.80 9.00

m/z 41.00 25.08%

5000 55.0
41.0 126.0
qp‘h g 80970 |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 (DEL) Alkane: Cyclic9.468 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.468 1.10 ug/L 172131  Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 81
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 81
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 74
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 74
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 72
Abundance Scan 2621 (9.468 min): VV028920.D\data.ms (-2603) (-) m/z 97.10 100.00%
97.1
55.0
5000
41.0 69.0 126.1 L A P R e
‘ | ‘ 830 || 1111 ‘ 9.20 9.40 9.60 9.80
0 wWH_m“lmmmWMHm‘m,mHwupw,mw” m/z 55.00  71.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
55.0 97.0
5000 UL L B I B AL LR
21.0 9.20 9.40 9.60 9.80
' 69.0 126.0 m/z 69.00  24.52%
7 | ) o | e
0 H‘HH‘H\M‘\H\‘H‘H\“\‘\!‘\‘H‘\‘H\Hﬁg\.e’\\\1‘\\]\":'-‘%.\\0\’\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
G T T
9.20 9.40 9.60 9.80
5000 m/z 40.95 23.45%
41.0 69.0 126.0
7o | | . o | wo
0“_H‘_HU_HhUHWJ¢W‘JHH‘ﬁﬁpwu‘hu}%%Qwunwuu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane A AR HE
55.0 97.0 9.20 9.40 9.60 9.80
m/z 126.10 19.76%
5000
41.0 69.0 126.0
27.0 ‘
ST VAT - S W AT W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.20 9.40 9.60 9.80

SFAMVTR111122WMA.M Wed Nov 16 11:03:22 2022 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Bicyclo[3.2.1]octane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.699 1.79 ug/L 279151  Chlorobenzene-d5 8.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 59
2 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 49
3 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 43
4 Pentalene, octahydro-1-methyl- 124 C9H16 032273-77-1 42
5 Bicyclo[4.1.0]heptane 96 C7H12 000286-08-8 38
Abundance Scan 2693 (9.699 min): VV028920.D\data.ms (-2677) (-) m/z 66.95 100.00%
43.0 67.0 81.0
5000 96.0
== =

‘ ‘ H ‘ 1090 1240 9.50 10.00
oww,!muu:u_“!w‘ m‘,Mw_Hu‘_!”,ww m/z 43.00  99.10%

m/z--> 30 40 50 60 70 80 90 100 110 120 130

Abundance #6699: Bicyclo[3.2.1]octane

67.0
82.0
5000 LS =
54.0 110.0 9.50 10.00
m/z 80.95 84.03%
‘ ‘ 95.0
O\‘\\\\’\\\\“\‘\M\‘\\‘l\“\\\\‘\‘\\\’\\i\‘\\\\“\\\\’\\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #12149: Bicyclo[3.3.1]nonane
81.0
124.0 P a0
a0 i / 9.22 00 l70;)093
m/z . .93%
5000 54.0 96.0
m/iz--> 30 40 50 60 70 80 90 100 110 120 130 J
Abundance #12214: Pentalene, octahydro-2-methyl- e = 2y
81.0 9.50 10.00
67.0 m/z 58.00 72.32%
41.0
5000 96.0
55.0
‘H 109.0 124.0
0 w“m}Mu‘Nm1u_‘ww“JMJ‘H,‘H“H‘J_“W‘!H“‘ = ——
m/z--> 30 40 50 60 70 80 90 100 110 120 130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Cyclohexane, 2-propenyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
9.792 0.60 ug/L 93108 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 93
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 70
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 58
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 58
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 43
Abundance Scan 2722 (9.792 min): VV028920.D\data.ms (-2712) (-) m/z 83.00 100.00%
55.0 83.0
5000
A 109 . 126.1 Mf\
‘ H 9.50 10.00
0l u\‘v “HH“ “m“!”h M‘ bl ‘ bbb m/z 55.00  91.33%
miz-> 20 40 60 80 100 120 140
Abundance #12175: Cyclohexane, 2-propenyl-
55.0
83.0
5000 T ‘ :
3900 9.50 10.00
m/z 82.10  84.31%
124.0
O \1\4..\0‘ \‘\‘\ T }“\ \‘}Hl ‘ \Hl‘\ \‘H‘l T \‘1 ‘]\-O\g\.o\ ‘ 1 LI ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
"1 J/¥
55.0 N UNIIE
9.50 10.00
5000 m/z 67.00 55.31%
126.0
29.0
0 m_““ Al “1“”“1 L U N
miz--> 40 60 80 100 120 140
Abundance #12168: Cyclohexane, 2-propenyl- AK‘ == =
55.0 83.0 9.50 10.00
m/z 81.00 54.32%
5000
3P 124.0
o‘1‘5‘9‘\“”‘_‘M‘“‘:mel“’?;q‘x"wH AR sy
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57

Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
: 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 20 Benzene, 1l-ethyl-2-methyl- Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
10.731 0.58 ug/L 102108 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 83
3 Mesitylene 120 C9H12 000108-67-8 76
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 76
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 76

Abundance Scan 3014 (10.731 min): VV028920.D\data.ms (-3005) (- m/z 105.00 100.00%
105.0
5000
120.1
81.0 RS 4
410 650 ‘ 10.50 11.00
Y Iy Nt ‘W‘ ¥ ALy 1360 7 100,05 30.90%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T T /\\ T T T T
120.0 10.50 11.00
m/z 80.95 22.33%
39.0 77.0
Ot T \‘\ T \“‘\ \“1‘5\9‘.9\‘\ T \““ T \“ “‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
—— —
10.50 11.00
5000 m/z 91.00 14.74%
790 120.0
I IO I Y
m/iz--> 20 40 60 80 100 120 140
Abundance #10694: Mesitylene T ——
105.0 10.50 11.00
m/z 77.00 14.50%
120.0
5000
77.0
olaso 80 %0 N b TS
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57

Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 21 Benzene, 1,2,3-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.329 1.17 ug/L 205182  1,4-Dichlorobenzene-d4 11.242
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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Mesitylene 120 C9H12 000108-67-8 93
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3200 (11.329 min): VV028920.D\data.ms (-3191) (- m/z 105.00 100.00%
105.0
5000
510 /0 11.00 11.50
O s bl 452.0138.9 m/z 120.00  43.75%
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 — o~ /\
11.00 11.50
m/z 77.00 11.71%
77.0
O T ‘2\7\.(\)\“ T \‘M‘\H‘ ‘\‘\ T \‘H‘ T \‘\ T ‘h‘\ \;1\1“2\.\0\ T ‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
- e
11.00 11.50
5000 m/z 91.00  10.06%
39.0 77.0
o‘¥5?‘M‘ﬂp‘ﬂ§%ﬂ“ﬁh‘ﬂ“mh‘%p%Q““H‘
miz-> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl- — —
105.0 11.00 11.50
m/z 119.00 10.03%
5000
39.0 77.0
ol 150 T80 | 1220 VYN
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMVTR111122WMA.M Wed Nov 16 11:03:30 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 22 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.522 2.59 ug/L 452192  1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72

Abundance Scan 3260 (11.522 min): VV028920.D\data.ms (-3249) (- m/z 56.95 100.00%
57.0

—

5000
41.0
83.0 \ ey
117.0 11.50
0b el 89 T 136.01519 s 41 09 32.97%
m/z--> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 —— |
41.0 11.50
83.0 m/Z 54.95 29.50%
m/z--> 20 40 60 100 120 140
Abundance #15692.1—Hexan0L2—eﬂwL
57.0
—— ‘
11.50
m/z 43.00 29.13%
5000 41.0 /
83.0
N -
0\\\‘\0\\‘\\\‘\\\\‘\\\\‘Hl\‘\\\\‘\\\
m/z--> 20 40 60 100 120 140
Abundance #15685.1—Hexan0L2—eﬂwL T ‘
57.0 11.50
m/z 70.00 25.87%
5000
41.0
83.0
ok A 71300 A
m/z--> 20 40 60 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 23 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
12.008 0.74 ug/L 129352 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 94

Abundance Scan 3411 (12.008 min): VV028920.D\data.ms (-3403) (- m/z 119.00 100.00%

119.0
5000

91.0
390 650 | 135.0 12.00
O o . [ RN NS S Ul 1 N m/z 134.00  29.86%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0

J\ Amj\AJ\

12.00
91.0 m/z 91.00 12.04%

39.0 65.0 ‘ ‘
O T ‘ T \]-\5\0‘ T ‘\ T “‘ T ‘\ T ’ ‘\‘ T \‘ ‘ T \ }‘ T “H“\ T H l T }??"0‘
miz--> 0 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0

5000

1200
5000 m/z 117.00 9.23%
91.0
ol 50 30 . 80, ol M
m/z--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 1200

m/z 119.95 9.20%

5000
390 50 91O /\\ AA
0 180 | o u Ly -l o /‘/\ o

m/z--> 0 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 24 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.249 0.75 ug/L 131375 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 93
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 89
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 87
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 81
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 76
Abundance Scan 3486 (12.249 min): VV028920.D\data.ms (-3473) (- m/z 133.00 100.00%
1338.0
5000 /\
41.0 580 ‘ 115,0 152.1 12.00 12.50
Ot b i ‘m“ A T nyz 148.05  30.70%
m/z--> 20 40 60 8 100 120 140
Abundance #26396: Benzene, 1-ethyl-4-(1- methylethyl) ﬂ
138.
5000 ‘ /\\A ‘ ‘ /\ A\ ‘
105.0 12.00 12.50

O \J-\S\(’) T \ T %a‘_ \O\ ‘\5\8‘()\‘ T \7?“()\ T T ‘ ‘\‘\ T ‘\‘ “ T \ T 14‘9.0 ‘
mi/z--> 20 40 60 80 100 120 140
Abundance #26348: 3,4-Dimethylcumene
133.0

12.00 12.50
5000 ITI/Z 90.95 16.82%
770 105.0
o150, 7 mee TIO | Ly | 1o
miz--> 20 40 60 80 100 120 140
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)- b —
133.0 12.00 12.50
m/z 105.00 14.89%
5000 105.0
19 000 70 | s MW
oH‘,25@"m?g‘-%w_‘H‘w_mﬁ??‘ VAWAVRIAVL
m/z--> 20 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\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 25 o-Cymene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.300 0.83 ug/L 145902 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 93
2 o-Cymene 134 C10H14 000527-84-4 93
3 p-Cymene 134 C1oH14 000099-87-6 93
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 90
Abundance Scan 3502 (12.300 min): VV028920.D\data.ms (-3493) (- m/z 119.00 100.00%
119.0
5000
91.0
65.0 ‘ 146.0 12.00 12.50
Obrr e 320 L L WL 2067 131 60 37.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
5000 2 SAIRN
12.00 12.50
91.0 m/z 134.00 29.51%
41.0 65.0 ‘
O\\\‘\‘H\“‘H‘\\H“\‘\H‘”‘\H‘\“\”\\‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene NMA
119.0
U UL
12.00 12.50
5000 m/z 91.00 21.80%
91.0
ELT N N I A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene T —
119.0 12.00 12.50
m/z 115.00 12.59%
5000
91.0
41.0 65.0 ‘
0\\\‘ﬂ\\wuh\NU\WM\v\NH\WM\HW\\\W\\H‘\\H‘\\H e o
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 26 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
12.403 0.59 ug/L 103963 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94

Abundance Scan 3534 (12.403 min): VV028920.D\data.ms (-3529) (- m/z 119.00 100.00%
119.0
5000
91.0
39.0 65.0 | 135.0 12.00 12.50
Ot W I m/z 134,00 56.41%
mfz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 “J\ AN s
12.00 12.50
m/z 91.00 13.59%
39.0 65.0 910 135.0
0 \1\5\.0‘\‘\ T \“‘\ \‘\‘\ “r“.\ T \‘”‘ T \‘\ T “\“\ \‘iw T \‘\.‘ T
miz-> 20 40 60 80 100 120 140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
— ——
12.00 12.50
5000 ITI/Z 133.00 10.43%
91.0
obaso 380 . 80 L e Y
miz--> 20 40 60 80 100 120 140 A
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- T I
119.0 12.00 12.50
m/z 120.05 9.29%
5000
91.0
39.0 65.0 135.0 }\ Nf\ﬂ
0H““H““‘“M“c‘wu‘”““m“c‘m‘:“l‘H““H J\‘ ‘/\\J\‘ ey
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\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 27 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.458 1.81 ug/L 316455 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3551 (12.458 min): VV028920.D\data.ms (-3542) (- m/z 119.00 100.00%
119.0
5000
91.0
12.50
39.0 65.0 152 1
) S T ‘ adl izt 2088 /7 134.00  46.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 J\ \/\\A/\\ T T T
12.50
390 m/z 91.00 16.02%
. 65.0 91.0
0 \\\‘\‘\\\“‘\\“”\“}“\\\‘H‘\\‘!\“\“\\wl\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
——
12.50
5000 m/z 120.00 10.25%
91.0
39.0 650
m/z--> 20 40 60 80 100 120 140 160 180 200 /\\ J\ N/L
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- R R A
119.0 12.50
m/z 133.00 9.88%
5000
410 91.0
0Hw‘m“.‘mhﬁﬁl‘(‘)‘u“‘“"“e“‘M"“‘Wm‘uwmwuu ””v/\ LA
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\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 28 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.869 2.54 ug/L 444440  1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 93
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 93
4 o-Cymene 134 C1eH14 000527-84-4 90
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 90

Abundance Scan 3679 (12.869 min): VV028920.D\data.ms (-3659) (- m/z 119.00 100.00%
119.0
- m
91.0 12:50 13.00
390 650 ‘ : :
) Sl NS ‘ u Wl 1589 2069 L, 134 05 44.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 = st
12.50 13.00
91.0 m/z 117.00  20.55%
39.0 650
0 %\5\.‘0\‘\ T \“‘\ \“i‘\“{“\\\““ T \‘f\‘WH‘M\\\“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
— =45
12.50 13.00
5000 m/z 91.00 17.39%
150 390 650 91.0
0 \m"\‘\\\“‘\w‘;‘\“;‘u\‘”‘\\‘\\“%WM\\\“\WHWHWH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- T —
119.0 12.50 13.00
m/z 115.00 12.26%
5000
91.0
410 630 | |
0 H“ﬂ"LwﬂwﬂujﬁH"NM‘M“M“H“H“_“W‘H‘ L —
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\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 29 1,4-Dihydronaphthalene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.937 0.75 ug/L 130633 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 91
2 Naphthalene, 1,2-dihydro- 130 C1oH1e 000447-53-0 89
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 81
4 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 81
5 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 81
Abundance Scan 3700 (12.937 min): VV028920.D\data.ms (-3694) (- m/z 130.00 100.00%
130.0
5000 105.0
: ‘/\w”/‘\/\/‘[\ﬁ
57 9 76.9 521 13.00
) S YR M WO YN M A A 2 m/z 129.00  84.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15034: 1,4-Dihydronaphthalene
130.0
5000 1
13.00
m/z 115.00  84.26%
51.0 77 0 1020
ol 200 | 1
\\\‘\\\\‘\\ ‘\\\\‘\\\1‘\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15043: Naphthalene, 1,2-dihydro-
130.0
—7
13.00
5000 m/z 128.00 49,65%
0 27.0 I \‘ Il 77\0 1020 |
L L o e
m/z--> 20 40 60 80 100 120 140 160
Abundance #15028: 1H-Indene, 1-methyl- Ty
130.0 13.00
m/z 105.00  46.28%
5000
51.0
ol B0y L) RO M o
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 30 (+)-2-Bornanone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.152 0.87 ug/L 152208 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 95
2 (+)-2-Bornanone 152 C10H160 000464-49-3 95
3 Camphor 152 C1eH160 000076-22-2 95
4 Camphor 152 C1eH160 000076-22-2 95
5 (+)-2-Bornanone 152 C10H160 000464-49-3 95

Abundance Scan 3767 (13.152 min): VV028920.D\data.ms (-3757) (- m/z 132.95 100.00%

95.0 132.9
5000

| HIS.O | “ ‘ 13,00 1350
0 T ‘”M“‘“ bl sl m/z 95.00  83.94%

m/z--> 20 40 60 80 100 120 140 160
Abundance #29108: (+)-2-Bornanone
95.0

5000 41.0 U
69.0 152.0 13.00 13.50
m/z 80.95 56.44%

\1\5\.? T ‘\‘\ \‘i“\ ‘ \‘H‘\ \‘ } \‘\‘ 1“ T \]-‘2\4.\0\ \“ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #29113: (+)-2-Bornanone
95.0

T
13.00 13.50

o

5000 41.0 m/z 130.95 38.57%
69.0 152.0
0 \1\5\'?\‘1‘\ s ‘ \‘hu Ll \‘M“ \ “‘Z‘I.‘Zi‘%.‘()‘ e
mlz--> 20 40 60 80 100 120 140 160
Abundance #29042: Camphor P =
95.0 13.00 13.50
41.0 9
m/z 108.00  37.25%
5000 69.0
152.0
o 1240
m/z--> 200 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_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 31 Benzene, (2-methyl-1-butenyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.258 1.40 ug/L 244920 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
3 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 50
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 50
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 50

Abundance Scan 3800 (13.258 min): VV028920.D\data.ms (-3791) (| | m/z 133.00 100.00%
138.0
91.0
0 1 w“umi:“lﬁlﬂ 2070 n/; 131.00  83.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0
13 00 13 50
m/z 148.00 29.47%
mo 850 | | |
0\‘\‘\\\‘\\\‘\‘\‘}\\‘\\‘}\‘W\\\‘\‘1\\‘\”\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25012: Benzene, (1-methyl-1-butenyl)-
et lUL)
P pes g
13.00 13.50
5000 91.0 m/z 146.00 28.10%
39.0 650
0! ‘_“m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200 \ M//\/
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)- An R
133.0 13.00 13.50
m/z 119.00 26.13%
5000 105.0
410 770 ‘ ‘
o STEN PO ) N AAYa .Y
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 32 Benzene, 1-ethyl-3-(1-methy... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.390 0.87 ug/L 152017 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 90
2 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 90
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 86
4 Benzene, 1,4-dimethyl-2-(1-methy... 148 Cl1Hl6 004132-72-3 83
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 83

Abundance Scan 3841 (13.390 min): VV028920.D\data.ms (-3836) (- m/z 133.00 100.00%

138.0
5000

105.0 13. 00 13 50
52.9 77.0
ol 300 28y ik L2800 s 148,05 32.81%
miz--> 20 40 60 80 100 120 140 160
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
1338.0
00 e AL UL \
105.0 13.00 13.50
l m/z 119.00  21.08%
77.0 ‘
O \]-\5\(‘)\\\%%\O\‘\S\S‘q‘\\\“‘\\\\“\‘\\‘\“\\\‘\‘J\-\‘O\.\O‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)-
133.0

13. 00 13 50
m/z 105.00 10.37%

5000 105.0
7.
m/z--> 20 40 60 80 100 120 140 160

Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0 13. 00 13 50

m/z 134.00 9.85%

5000 105.0
10 77.0 ‘ ‘
0 I 1599 | el ‘ /\

m/z--> 20 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 54

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
: TRACE VOA SFAM1.0

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 33 Azulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.490 2.01 ug/L 351659 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 93
3 Naphthalene 128 C10H8 000091-20-3 93
4 Azulene 128 C10H8 000275-51-4 81
5 Azulene 128 C10H8 000275-51-4 81
Abundance Scan 3872 (13.490 min): VV028920.D\data.ms (-3854) (- m/z 128.00 100.00%
128.0
5000
02.0 1430 13.50
51.0 77.0 102 .
N ! “H‘u“ ! ‘ ‘1‘?‘2{‘1‘ m/z 145.00  16.88%
miz--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000 T
13.50
m/z 127.00  14.00%
51.0 75.0 102.0 H
O‘\\\\‘\\“\\‘W\\HV"\\\\“‘\\\\‘\‘\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13688: 1H-Indene, 1-methylene-
128.0
I AL AN )
13.50
5000 m/z 128.95 12.89%
51.0
e
O
m/z--> 20 40 60 80 100 120 140 160
Abundance #13683: Naphthalene T
128.0 13.50
m/z 133.05 10.05%
5000
51.0 102.0
o2 e e ALY,
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 34 Benzene, pentamethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

13.535 1.09 ug/L 190580 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 90
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 Cl1H1l6 004706-89-2 87
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 87

Abundance Scan 3886 (13.535 min): VV028920.D\data.ms (-3880) (- m/z 133.00 100.00%
138.0

2

5000
U \
410 77.0 ‘10‘5-0‘” . ||1600 13.50
L TS e S AL L Ml R m/z 148.85 27.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26355: Benzene, pentamethyl-
133.0

13.50
z 145.05 15.01%

91.0 m/
39.0 .
0 \1\5\.0‘\‘\ T \“‘\ \‘\‘\?ﬁ\ow \““ T \‘\‘\ “\‘\ \m“‘ T “\‘\ T \‘\‘\ T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26348: 3,4-Dimethylcumene
133.0

T \
13.50

5000 m/z 105.00 11.88%
105.0
41.0 77.0
T TP ' O N N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26354: Benzene, pentamethyl- T ‘
133.0 13.50
m/z 91.00 11.81%
h \\/MM
91.0
ol180 2L 80 T k
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 35 4-Indancarboxylic acid, 7-m... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.696 0.97 ug/L 170251 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Indancarboxylic acid, 7-methyl- 176 C11H1202 071042-74-5 55
2 1,3,5-Trisilacyclohexane, 1-methyl- 146 C4H14Si3 018148-11-3 50
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 42
4 2,3-Dihydro-1H-inden-5-ylacetic ... 176 C11H1202 005453-98-5 41
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 41

Abundance Scan 3936 (13.696 min): VV028920. D\data ms (-3926) (- m/z 131.00 100.00%
131.0

i

5000
13.50 14.00
01 m/z 145.00 81.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50680: 4-Indancarboxylic acid, 7-methyl-
131.0
5000 176.0 U U
13.50 14.00
91.0 /Z 132.95 60.69%
O TTT ‘ T \3\9“.9\“\‘ \6‘3‘“ T ‘\ ‘\h“ T \‘\ T ‘1]-\0\ &‘ T T ‘ T \]-\5\““(\)\ \‘\“ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25106: 1,3,5-Trisilacyclohexane, 1-methyl-
145.0
13.50 14.00
5000 ITI/Z 73.95 53.18%
43.0 69 0 115.0
m/z--> 20 60 80 100 120 140 160 180 /L
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- Mer, e ; M
131.0 13.50 14.00
m/z 146.00 47 .54%
5000 91.0
39.0
W WM
£ B N T NI |

o

m/z--> 20 40 60 80 100 120 140 160 180 13 50 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57

Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
: 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 37 1H-Indene, 1,1-dimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
14.030 0.84 ug/L 147654  1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 93
2 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 91
3 1H-Indene, 1l-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 86
4 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 81
5 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 81

Abundance Scan 4040 (14.030 min): VV028920.D\data.ms (-4034) (- m/z 129.00 100.00%
129.0
- V\/\/J\J\”M
14.00 |
70.8 172.0 :
vl I um“ [L172070  28LU hy7 144.00  61.16%
miz--> 50 100 150 200 250
Abundance #23558: 1H-Indene, 1,1-dimethyl-
129.0
5000 —_—— ‘
14.00
m/z 128.00 54.63%
150 51.0
0 \‘\ ‘\ “\ }“ \‘h‘iw“\s‘g‘\‘.q“‘\“\‘! \“M‘ L S B s B B B
m/z--> 50 100 150 200 250
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0
N \
14.00
5000 m/z 140.95 18.26%
39.0 77.0 | M
ol L
miz-> 50 100 150 200 250
Abundance #23568: 1H-Indene, 1-ethenyl-2,3-dihydro- Aﬁmﬁdyxﬁw — ‘
129.0 14.00
m/z 143.05 16.71%
5000
39.0 91.0 ‘
ol A ks
miz--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 38 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.085 1.17 ug/L 204037 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 92
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 81
4 Naphthalene, 5-ethyl-1,2,3,4-tet... 160 C1l2H16 042775-75-7 70
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
Abundance Scan 4057 (14.085 min): VV028920.D\data.ms (-4048) (- m/z 131.00 100.00%
131.0
5000
0 162.1 14.00 |
50.9 ‘H : :
) ‘ | “M 289 myz 146.05  34.17%
miz--> 50 100 150 200 250
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 qj\ﬁA 1
14.00
m/z 132.95 29.92%
270‘ 8 91.0 ‘ ‘
O \‘\‘\ \‘ ?‘ \.P\“\ \‘ ‘Hf‘h\ M \“ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
L I
14.00
5000 m/z 118.00 23.51%
91.0
39.0 ‘
0 . \‘\ i\\ AL h‘ n “\L‘M“ \H}‘ ‘u‘ , — —
m/iz--> 50 100 150 200 250
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- A”A“Y“ﬁx‘ ‘ ‘ﬂJ
131.0 14.00
m/z 117.00 21.65%
5000
91.0
39.0 ‘ ‘
ol e gl d vl
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 39 Naphthalene, 1,2-dihydro-4-... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
14.136 0.71 ug/L 123937 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro-4-methyl- 144 C11H12 004373-13-1 94
2 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 93
3 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 91
4 (1-Methylbuta-1,3-dienyl)benzene 144 C11H12 054758-36-0 91
5 1H-Cyclopropa[b]naphthalene, 1a,... 144 C11H12 006571-72-8 90
Abundance Scan 4073 (14.136 min): VV028920.D\data.ms (-4067) (- m/z 129.00 100.00%
129.0
= —
L e S 1 m/z 144.00 64.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23573: Naphthalene, 1,2-dihydro-4-methyl-
129.0
5000 ——— AR
14.00 14.50
m/z 128.00  52.38%
WO 10 mo | || 10
0 ‘\\\\’\\\\“\\‘\‘\“\\”\\“\\\i‘\‘ \\"‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0
e —
14.00 14.50
5000 m/z 127.00 16.33%
39.0 , ) 145.0
ol S0 e 20 | RY
m/z--> 20 40 60 80 100 120 140 160
Abundance #23554: 1H-Indene, 4,7-dimethyl- /\MW — —
129.0 14.00 14.50
m/z 115.00  15.57%
5000
390 630 880 qqq I 1 f-O
Y PN < | Y -
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_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 40 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.223 1.04 ug/L 182138 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 46
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 38
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 38
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H16 004706-90-5 35
5 5H-Cyclopentapyrazine, 6,7-dihyd... 148 C9H12N2 038917-61-2 35

Abundance Scan 4100 (14.223 min): VV028920.D\data.ms (-4092) (- m/z 133.00 100.00%
138.0

5000

N

158.1 ‘
390 640 10 i h 14.00 1450
oLtk b B3 LML nyz 14300 24.38%

m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
1338.0

5000 P~ —
14.00 14.50
m/z 148.05 39.71%
39.0 91.0
0 \‘\\]-\5‘\.(’)\‘}‘\\“‘\\‘\‘\6“5}"\0\ \‘”‘H‘H":\L\L\ZWQ\ \‘\‘\‘\\‘\ \‘\\\\‘ T
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #26356: Benzene, pentamethyl- \
133.0
PN
14.00 14.50
5000 m/z 128.00 32.99%

410 459 910 |
0 \‘\H\,\‘\mwu‘;‘u“i‘\H“‘H‘m,w‘u‘l“‘p1‘1\‘\‘\‘”‘””‘\
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance

#26354: Benzene, pentamethyl- T T
133.0 14.00 14.50

m/z 145.00  29.75%

) M,\/W\MAVN\
91.0
0 15.0 4%'0 65.0 (PR N T |

: T
m/z--> 0O 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 41 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.287 0.75 ug/L 131616 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 76
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 168 C12H16 002613-76-5 76
3 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 68
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 68
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 68
Abundance Scan 4120 (14.287 min): VV028920.D\data.ms (-4113) (| m/z 145.00 100.00%
145.0
5000
229 | o 1400 1450
0 m_‘?"%‘g‘m,‘?ﬂﬁ‘m‘H‘U"m"Mh‘WM,]?,Q?:?‘WH_Hw‘%?‘l‘f m/z 131.00  33.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0
5000 e R
14.00 14. 50
m/z 160.10 %
115.0
O\H‘\\3\\9“‘\0\‘\\"”\7‘\7’(\)\H‘\‘H‘\H‘\!H‘!\‘H\‘Hi“‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- N
145.0
14. OO 14 50
5000 m/z 159.05 25.20%
0 115(1 ‘
77
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36306: Benzene, 1-(1- methylethenyl) -2-(1-methylethyl)- \ e ~—
145, 14.00 14.50
m/z 115.00 17.16%
5000
910
510 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 42 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
14.352 0.62 ug/L 108961 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 84
2 1H-Indene, 2,3-dihydro-1,1,4,5-t... 174 C13H18 016204-57-2 74
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 60
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 55
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 55
Abundance Scan 4140 (14.352 min): VV028920.D\data.ms (-4132) (- m/z 145.00 100.00%
145.0
115, . e
390 ‘ ‘ 174.1 14.00 14.50
Obrrrrrrrerriby wm“mu LA L AL 2080 2690 159,10 67.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #36187: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145.0
5000 =k A
14.00 14.50
115.0 m/z 133.08  45.01%
39.0 ‘
O\H‘!‘\Uf\“‘\\“\\““\‘\\HU‘H‘\\‘HH“HH‘\‘\H‘HH‘HH‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #49161: 1H-Indene, 2,3-dihydro-1,1,4,5-tetramethyl-
159.0
P P
14.00 14.50
5000 m/z 160.05 44.77%
180 400 770 70
O e T At bbb et e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- A — ——
145.0 14.00 14.50
m/z 128.00 25.99%
5000
115.
39.0 77.0 | ‘ ‘
0w‘m“‘u“m‘WM‘M""""M"M‘“‘1“H“wwwwwww,w — —
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 43 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.426 1.56 ug/L 272906 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 38
2 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 35
3 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 35
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 30
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 30

Abundance Scan 4163 (14.426 min): VV028920.D\data.ms (-4152) (-] | m/z 131.00 100.00%

131.0
5000
160.1
91.0

51.0
(«
0! il 2009 28BE sz 145,00 95.37%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
91.0

5000 T
14.50
390 m/z 142.95  63.02%
O' \‘\“\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #34720: 1H-Indene, 1,1,3-trimethyl-
1438.0
e
14.50
5000 m/z 127.95 60.21%
b, 390 710 us0 | L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #36187: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl- —
145.0 14.50

m/z 146.00  46.50%

5000
115.0
39.0
77.0
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m/z--> 20 40 60 80 100120140160180200220240260 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 48 1H-Indene, 1,1,3-trimethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
15.091 0.65 ug/L 114054 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 94
2 1,2,3-Trimethylindene 158 C12H14 004773-83-5 90
3 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 87
4 1,2,3-Trimethylindene 158 C12H14 004773-83-5 87
5 Benzene, 1,4-bis(1-methylethenyl)- 158 C12H14 001605-18-1 87
Abundance Scan 4370 (15.091 min): VV028920.D\data.ms (-4362) (- m/z 143.00 100.00%
148.0
115. T 1
15.00
390 77.0 ‘ ‘ ‘174.1
0 ,‘Hw‘mwmwwwum;_“MHMUmw?f??-%w_W??Rnf m/z 158.05  66.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34720: 1H-Indene, 1,1,3-trimethyl-
143.0
5000 AN R |
15.00
115. m/z 128.00 55.10%
O ’\\3\\9‘.9‘H“}‘\7‘\?“;(\)\“\\“H\L‘\‘\‘H“m\\\“HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34707: 1,2,3-Trimethylindene
143.0
T \
15.00
5000 m/z 141.00 26.87%
115.
51.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34733: (1-Methylpenta-1,3-dienyl)benzene —— :
143.0 15.00
m/z 159.05 26.38%
5000
390 770 115
Oy rprereeieprrr e o preee e e e e ‘
Y ‘H | ‘ ||
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 49 1,2,3-Trimethylindene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.326 1.19 ug/L 208362 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 50
2 1,2,3-Trimethylindene 158 C12H14 004773-83-5 50
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 46
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 46
5 Benzene, 1,3,5-trimethyl-2-(1,2-... 158 C12H14 029555-07-5 46
Abundance Scan 4443 (15.326 min): VV028920.D\data.ms (-4435) (- m/z 145.00 100.00%
145.0
115. - A
389 10 208 1 ' 15.00 15.50
0! 512081 28l m/z 143.00  63.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34720: 1H-Indene, 1,1,3-trimethyl-
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5000 — -
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m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34706: 1,2,3-Trimethylindene
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NANISVATSWLILY
15.00 15.50
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Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- — ——
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115.
39.0 770 | ‘ ‘
RN N T TS MO O
o S NN T 1 v aal
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111122\
Data File : VV028920.D

Acqg On : 12 Nov 2022 09:57
Operator : SY/MD

Sample : N5602-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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... 1.108 1.1 ug/L 147645 1 5.612 687054 5.0
Methanethiol 1.461 19.0 ug/L 2604940 1 5.612 687054 5.0
(DEL) Alkane: C... 3.757 0.6 ug/L 81636 1 5.612 687054 5.0
(DEL) Alkane: C... 5.317 1.1 ug/L 154378 1 5.612 687054 5.0
2-Butanone, 3-m... 5.529 0.8 ug/L 105572 1 5.612 687054 5.0
(DEL) Alkane: C... 6.458 0.7 ug/L 91753 1 5.612 687054 5.0
(DEL) Alkane: C... 6.625 1.0 ug/L 135859 1 5.612 687054 5.0
Disulfide, dime... 7.082 5.5 ug/L 758947 1 5.612 687054 5.0
(DEL) Alkane: C... 7.779 0.5 ug/L 83341 2 8.847 781741 5.0
(DEL) Alkane: C.. 8.226 0.8 ug/L 133060 2 8.847 781741 5.0
(DEL) Alkane: C.. 8.284 0.9 ug/L 141362 2 8.847 781741 5.0
(DEL) Alkane: C.. 8.345 1.6 ug/L 248351 2 8.847 781741 5.0
(DEL) Alkane: C... 8.587 0.5 ug/L 83359 2 8.847 781741 5.0
(DEL) Alkane: C... 9.468 1.1 ug/L 172131 2 8.847 781741 5.0
Bicyclo[3.2.1]o... 9.699 1.8 ug/L 279151 2 8.847 781741 5.0
Cyclohexane, 2-... 9.792 0.6 ug/L 93108 2 8.847 781741 5.0
Benzene, 1-ethy... 10.731 0.6 ug/L 102108 3 11.242 873971 5.0
Benzene, 1,2,3-... 11.329 1.2 ug/L 205182 3 11.242 873971 5.0
1-Hexanol, 2-et... 11.522 2.6 ug/L 452192 3 11.242 873971 5.0
Benzene, 1l-ethy... 12.008 0.7 ug/L 129352 3 11.242 873971 5.0
Benzene, 1-ethy... 12.249 0.8 ug/L 131375 3 11.242 873971 5.0
o-Cymene 12.300 0.8 ug/L 145902 3 11.242 873971 5.0
Benzene, 1,2,4,... 12.403 0.6 ug/L 103963 3 11.242 873971 5.0
Benzene, 1,2,3,... 12.458 1.8 ug/L 316455 3 11.242 873971 5.0
Benzene, 1,2,3,... 12.869 2.5 ug/L 444440 3 11.242 873971 5.0
1,4-Dihydronaph... 12.937 0.8 ug/L 130633 3 11.242 873971 5.0
(+)-2-Bornanone 13.152 0.9 ug/L 152208 3 11.242 873971 5.0
Benzene, (2-met... 13.258 1.4 ug/L 244920 3 11.242 873971 5.0
Benzene, 1-ethy... 13.390 0.9 ug/L 152017 3 11.242 873971 5.0
Azulene 13.490 2.0 ug/L 351659 3 11.242 873971 5.0
Benzene, pentam... 13.535 1.1 ug/L 190580 3 11.242 873971 5.0
4-Indancarboxyl... 13.696 1.0 ug/L 170251 3 11.242 873971 5.0
1H-Indene, 1,1-... 14.030 0.8 ug/L 147654 3 11.242 873971 5.0
1H-Indene, 2,3-... 14.085 1.2 ug/L 204037 3 11.242 873971 5.0
Naphthalene, 1,... 14.136 0.7 ug/L 123937 3 11.242 873971 5.0
unknown-01 14.223 1.0 ug/L 182138 3 11.242 873971 5.0
Naphthalene, 1,... 14.287 0.8 ug/L 131616 3 11.242 873971 5.0
1H-Inden-1-one,... 14.352 0.6 ug/L 108961 3 11.242 873971 5.0
unknown-02 14.426 1.6 ug/L 272906 3 11.242 873971 5.0
1H-Indene, 1,1,... 15.091 0.7 ug/L 114054 3 11.242 873971 5.0
1,2,3-Trimethyl... 15.326 1.2 ug/L 208362 3 11.242 873971 5.0
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