LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 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_ U\Method\SFAMUTRO32124WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@58310.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 87 95 104 rBV2 46822 49838 3.48% 0.266%
2 1.907 183 192 206 rVB 36225 45171 3.16% 0.241%
3 1.991 206 218 239 rBV 1049605 1430090 100.00% 7.633%
4 2.200 275 283 299 rvB2 11388 17352 1.21% 0.093%
5 2.592 384 405 432 rBV2 142557 367830 25.72%  1.963%
6 2.968 507 522 530 rBV5 17569 46319  3.24% 0.247%
7 3.036 530 543 549 rBvV2 231428 465708 32.56% 2.486%
8 3.354 624 642 676 rBV 644116 1414933 98.94% 7.552%
9 4.287 908 932 948 rBV3 17170 50337 3.52% 0.269%
10 4.425 951 975 990 rwv4 25684 77229 5.40% 0.412%
11 4.521 990 1005 1022 rVV2 104851 254600 17.80%  1.359%
12 4.621 1024 1036 1070 rVB2 40562 122428 8.56% 0.653%
13 5.055 1157 1171 1182 rVWV 52942 121226 8.48% 0.647%
14 5.119 1183 1191 1217 rVB5 22977 62646 4.38% 0.334%
15 5.380 1254 1272 1280 rBV6 12910 31771 2.22% 0.170%
16 5.454 1280 1295 1322 rVB3 83933 226309 15.82%  1.208%
17 5.627 1322 1349 1362 rBV 152713 380712 26.62% 2.032%
18 5.718 1362 1377 1399 rVV2 109115 279249 19.53%  1.490%
19 5.840 1399 1415 1427 rVWV 345816 726261 50.78% 3.876%
20 5.914 1427 1438 1448 rVWV 308468 640409 44.78% 3.418%
21 5.981 1448 1459 1477 rVB 282376 599931 41.95%  3.202%
22 6.242 1528 1540 1551 rBV 92819 183211 12.81% 0.978%
23 6.550 1624 1636 1649 rBV3 8365 20933 1.46% 0.112%
24 6.682 1664 1677 1684 rBV2 65839 128777 9.00% 0.687%
25 6.753 1684 1699 1723 rVV5 146771 446753 31.24% 2.384%
26 6.859 1723 1732 1743 rVB4 9658 18642 1.30% 0.099%
27 6.975 1757 1768 1779 rBV3 23201 41475 2.90% 0.221%
28 7.068 1782 1797 1810 rVB 44147 85602 5.99% 0.457%
29 7.155 1810 1824 1827 rBV2 43923 75863 5.30% 0.405%
30 7.229 1839 1847 1867 rVB4 53287 106450 7.44% 0.568%
31 7.389 1882 1897 1919 rBV 68879 144591 10.11% 0.772%
32 7.570 1930 1953 1983 rBV3 39661 130970 9.16% 0.699%
33 7.698 1983 1993 2000 rBV6 7320 14641 1.02% 0.078%
34 7.759 2004 2012 2026 rVB5 15024 31713  2.22% 0.169%
35 7.849 2026 2040 2045 rBV 120802 212285 14.84% 1.133%

36 7.888 2046 2052 2065 rVB 155192 266988 18.67% 1.425%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 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_ U\Method\SFAMUTRO32124WMA.M
Title : TRACE VOA SFAM1.0
37 8.033 2083 2097 2107 rBV2 51794 128345 8.97% 0.685%
38 8.174 2127 2141 2148 rBV6 17970 43593 3.05% ©0.233%
39 8.235 2149 2160 2173 rVB 90312 164644 11.51% 0.879%
40 8.361 2178 2199 2206 rBV 55611 109474 7.66% 0.584%
41  8.402 2206 2212 2222 rVB 35800 56057 3.92% 0.299%
42 8.627 2273 2282 2296 rBV2 118083 224930 15.73% 1.201%
43 8.804 2324 2337 2345 rBV2 24046 47409 3.32% 0.253%
44  8.859 2346 2354 2366 rVV3 30358 77755 5.44%  0.415%
45  8.917 2367 2372 2380 rVv2 23153 39169 2.74% 0.209%
46  8.959 2381 2385 2406 rVB7 13833 24023 1.68% 0.128%
47  9.065 2406 2418 2430 rVB5 10739 22221 1.55% 0.119%
48  9.177 2437 2453 2469 rBV7 11725 35112 2.46% 0.187%
49 9.328 2484 2500 2515 rBV6 22687 54552 3.81% 0.291%
50 9.412 2515 2526 2541 rWV 129449 234670 16.41% 1.253%
51 9.502 2541 2554 2564 rVvVv5 33720 87006 6.08% 0.464%
52 9.563 2564 2573 2595 rWV 83783 152899 10.69% 0.816%
53 9.692 2599 2613 2626 rVB8 24250 56668 3.96% 0.302%
54 9.881 2662 2672 2687 rBV6 8535 16978 1.19% 0.091%
55 10.023 2704 2716 2723 rBV7 9215 20021 1.40% 0.107%
56 10.264 2770 2791 2805 rBV7 17489 46852 3.28% 0.250%
57 10.476 2845 2857 2868 rBV 163285 254448 17.79%  1.358%
58 10.749 2929 2942 2953 rVB2 44897 85307 5.97% 0.455%
59 10.897 2979 2988 3012 rVB 42585 74894 5.24% 0.400%
60 11.016 3012 3025 3035 rBV 49209 81940 5.73% 0.437%
61 11.283 3088 3108 3132 rBV 73121 124765 8.72% 0.666%
62 11.460 3154 3163 3174 rBV 38252 58200 4.07% 0.311%
63 11.605 3195 3208 3212 rBV2 29212 45603  3.19% 0.243%
64 11.637 3212 3218 3231 rVB 42743 67181 4.70% ©.359%
65 11.737 3240 3249 3258 rVB2 17589 27122 1.90%  0.145%
66 11.804 3259 3270 3286 rBV 136403 221576 15.49%  1.183%
67 12.000 3317 3331 3342 rVB 15660 24302 1.70% 0.130%
68 12.087 3345 3358 3376 rBvV2 510412 854251 59.73% 4.559%
69 12.183 3376 3388 3409 rvv4 182225 339915 23.77% 1.814%
70 12.296 3411 3423 3437 rVB3 39396 65047 4.55% 0.347%
71 12.457 3462 3473 3489 rBV2 54559 85757 6.00% 0.458%
72 12.563 3494 3506 3514 rVV 428394 636338 44.50% 3.396%
73 12.605 3514 3519 3529 rVV 105261 152641 10.67% 0.815%
74 12.672 3529 3540 3561 rVB 502466 830391 58.07% 4.432%
75 12.855 3589 3597 3606 rVB3 17777 26624 1.86% 0.142%

76 12.965 3613 3631 3639 rBV = 243787 372381 26.04%  1.988%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 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_ U\Method\SFAMUTRO32124WMA.M
Title : TRACE VOA SFAM1.0

77 13.019 3639 3648 3664 rVB 440615 667690 46.69%  3.564%
78 13.106 3664 3675 3687 rBv4 33123 59097 4.13% 0.315%
79 13.245 3711 3718 3721 rVWV 14411 19931 1.39% 0.106%
80 13.286 3721 3731 3755 rVB 281199 462677 32.35% 2.469%
81 13.402 3756 3767 3772 rBV3 27078 47940 3.35% 0.256%
82 13.447 3772 3781 3795 rWW 500405 797323 55.75% 4.256%
83 13.515 3796 3802 3808 rVv4 27551 44129 3.09% 0.236%
84 13.553 3808 3814 3823 rVwV 18035 29287 2.05% ©0.156%
85 13.618 3824 3834 3848 rVB2 87319 145351 10.16% ©.776%
86 13.724 3856 3867 3875 rBv4 21152 37410 2.62% 0.200%
87 13.778 3875 3884 3892 rVwV 79998 139084 9.73% 0.742%
88 13.830 3892 3900 3915 rVW4 63005 156297 10.93% 0.834%
89 13.904 3915 3923 3926 rVWV 46966 68418 4.78% 0.365%
90 13.933 3927 3932 3950 rVB2 85421 158566 11.09% 0.846%
91 14.081 3961 3978 4001 rVB 143879 241959 16.92% 1.291%
92 14.280 4025 4040 4049 rBV4 18335 32843 2.30% 0.175%
93 14.338 4049 4058 4069 rVB3 19978 31241 2.18% 0.167%
94 14.476 4091 4101 4113 rVB 26738 39262 2.75% ©0.210%
95 14.659 4149 4158 4173 rBV5 18474 36966 2.58% 0.197%
96 15.216 4321 4331 4345 rBV 55839 92462 6.47% 0.494%
97 15.405 4378 4390 4404 rBV 23764 37696 2.64% 0.201%

Sum of corrected areas: 18735933
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40124\

: VUe58310.D

: 01 Apr 2024 13:55

: MD/SY

: P1912-04

: 25.0mL/MSVOA_U/WATER

: 11 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA .M
: TRACE VOA SFAM1.0

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

Abundance TIC: VU058310.D\data.ms
1000000 1.991
800000
3.354
600000
400000 5840
2¥h1
3.036
200000 2.592 5. 627
1.596 hoe 5, 5.454 °f 6242 66
L 8% 1907 g0 szgd 2 OFo sy I_ess
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\ \\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU058310.D\data.ms
1000000
800000
600000
12.087
400000
1
200000753 7888 8.627 10.476 11.804
9563 11.2
i R it | o
eI g ST | otbin b i amonins |00 |
Time--> 700 750 800 900 950 10.00 10.50 11.00 1150 1200
Abundance TIC: VU058310.D\data.ms
1000000
800000
600000
12.672 13.447
12.56 13.019
400000
13.286
12.965
200000 A 14.081
13. 61 33
.45] 15.2
@2\% 12,8561 8 {71848 ﬁ 140938476659 Ail% 405
0 [ =L I —f A ‘4‘7—/L T 1 /\\ T T L — L — T T
Time--> 12.50 13.00 1350 1400 14.50 1500 15.50 1&00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.991 39.03 ug/L 1430090 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 36
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 218 (1.991 min): VU058310.D\data.ms (-206) (-) m/z 43.00 100.00%
43.0
57.0
5000
e R
‘ 72.0 1.60 1.80 2.00 2.20 2.40
ot et el - m/z 42.00 85.16%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 [T T T[T T T T T T T T
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 85.11%
72.0
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\ii\\\‘\\\\‘\\\\“\\\\‘\
miz-> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
R B B
57.0 1.60 1.80 2.00 2.20 2.40
5000 27.0 m/z 57.00  70.84%
15.0
72.0
0\\\?9\\‘WM\‘H1!M\\\}1\\ﬁ“h}w\\\”\\\w
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol R
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 39.00 28.07%
5000
57.0 72.0
ol 150
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 45
R.T. EstConc Area Relative to ISTD R.T.
2.968 1.26 ug/L 46319 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 86
2 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 74
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 64
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 64
5 3-Hexene, (E)- 84 C6H12 013269-52-8 59
Abundance Scan 522 (2.968 min): VU058310.D\data.ms (-507) (-) m/z 41.00 100.00%

41.0 55.0 69.0
5000
84.0

| | 2.60 2.80 3.00 3.20
ol Ml L L m/z 55.08  93.43%

L
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methyl-
55.0 69.0
41.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
27.0 84.0 2.60 2.80 3.00 3.20

m/z 69.00  83.56%

miz--> 0 10 20 30 40 50 60 70 80 90

Abundance #1710: Cyclopropane, 1-ethyl-1-methyl-
41.0

550 o0 SRR [ B

2.60 2.80 3.00 3.20

5000 27.0 ITI/Z 56.00 68.26%
84.0
15.0 ‘
0 ‘H%pu“HV‘_‘1M“m‘ﬂu‘wﬁ‘u_‘wq“u“u“‘
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1677: Pentane, 3-methylene- A
41.0 69.0 2.60 2.80 3.00 3.20
55.0 m/z 42.90 57.33%
5000 210 84.0
) /k
0 ‘H"H"HM‘_‘1M"w}‘u“ﬂ“_“w“u“u“u e e
m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
3.036 12.71 ug/L 465708 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 49
5 Pentane 72 C5H12 000109-66-0 45
Abundance Scan 543 (3.036 min): VU058310.D\data.ms (-530) (-) m/z 43.00 100.00%
43.0
5000
A,
55.0 ‘ 86.0 2.80 3.00 3.20 3.40
o L T N RS m/z 41.95 84.23%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl-
43.0
5000
2.80 3.00 3.20 3.40
71.0 m/z 41.00 42.12%
2r.0 86.0
O\\\‘\\\\‘J\-\S\.Q‘\\\‘\“\\\\‘}\\‘\5?\.(\)‘\\\\‘\\\\‘\\1.\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2055: Butane, 2,3-dimethyl-
43.0
DN G s W
2.80 3.00 3.20 3.40
5000 m/z 70.95 25.66%
270 71.0
0 150 )| 80 | 8o
A R o e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2054: Butane, 2,3-dimethyl- R A RARmEEETET S
43.0 2.80 3.00 3.20 3.40
m/z 39.00 18.27%
5000
27.0
71.0
o0 B0 s s
m‘mwm_uwm‘ e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.354 38.61 ug/L 1414930  1,4-Difluorobenzene 6.242

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 78
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 78
Abundance Scan 642 (3.354 min): VU058310.D\data.ms (-624) (-) m/z 57.00 100.00%
57.0
41.0
5000
R Eaas A RamaaREE
H | 710 eso 300320340 360
0 et e M/ 56.00 83.29%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 450
R EERERmEEE S
29.0 3.00 3.20 3.40 3.60
m/z 40.95 56.80%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0
“H‘W‘H“H‘w‘u‘_
290 41.0 3.00 3.20 3.40 3.60
5000 m/z 42.95 21.80%
o MR S | AN O M
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl- M
57.0 3.00 3.20 3.40 3.60
m/z 39.00 15.69%
290 410
5000
15.0 “ | 710 860
O rr e e e e e e R
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
4.287 1.37 ug/L 50337 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 83
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 78
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 78

4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 74

Abundance Scan 932 (4.287 min): VU058310.D\data.ms (-908) (-) m/z 57.00 100.00%

57.0

?

43.0
5000 85.0
v T
‘ 4.00 4.20 4.40 4.60
0 ‘H‘mWm‘H‘w‘HumH‘m“\_m‘w_m_m_m m/z 43.00 53.23%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4487: Pentane, 2,2-dimethyl-
57.0
43.0 /\
5000 850 L L B BN R
4.00 4.20 4.40 4.60
20.0 m/z 56.00 43.66%
0 \\\‘\\\\‘\\\\‘\\\‘\“\\\\“ii\\‘\\‘\}‘\\\\‘\\\\‘\\}\‘\\]-\0\‘0\.\0\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4477: Pentane, 2,2-dimethyl-
57.0
43.0 R R i N AR R
4.00 4.20 4.40 4.60
5000 m/z 41.00 43.33%
29.0 85.0
oL 10 130 “ L 710 | 100.0
el e e ST S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4485: Pentane, 2,2-dimethyl- R RAEEE RS SRR
57.0 4.00 4.20 4.40 4.60
43.0 m/z 85.00 42.80%
5000
20.0 85.0
0 \15‘.0\ ‘\ e 7\1'0\ R0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
4.425 2.11 ug/L 77229  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 74
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
Abundance Scan 975 (4.425 min): VU058310.D\data.ms (-951) (-) m/z 42.95 100.00%
43.0 57.0
5000
85.0
R RRREEEEEL e
4.20 4.40 4.60 4.80
| 69.0 o
ot e m/z 57.00 90.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
5000 LI L L I LN L
85.0 4.20 4.40 4.60 4.80
29.0 m/z 55.95 55.80%
0 15.0 H i miin 69\0 , 109'0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
57.0 e
4.20 4.40 4.60 4.80
5000 m/z 40.95 50.87%
29.0 85.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474: Pentane, 2,4-dimethyl- R RRmEE AR
43.0 4.20 4.40 4.60 4.80
570 m/z 85.00 26.06%
5000
27.0 85.0
e e e e e e R REREEE
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic4.521 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.521 6.95 ug/L 254600 1,4-Difluorobenzene 6.242

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 87
3 Cyclohexane 84 C6H12 000110-82-7 87
4 Cyclohexane 84 C6H12 000110-82-7 86
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
Abundance Scan 1005 (4.521 min): VU058310.D\data.ms (-990) (-) m/z 55.95 100.00%
56.0
R |
“ ‘ 84.0 4.20 4.40 4.60 4.80
0 “w“w“u“w“w“‘_h‘¢W1u“mhiwwwwj“_‘ m/z 40.95 50.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 UL L R R B |
4.20 4.40 4.60 4.80
m/z 68.95 42.51%
28.0 “ ‘ 84.0
O\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
R Rl
41.0 4.20 4.40 4.60 4.80
5000 m/z 54.95 26.58%
69.0
27 0
84.0
10 15\ 0 ‘ L 1 ‘
ouwuwuuwuwm_uw‘wmwuwuuw
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane R R
56.0 4.20 4.40 4.60 4.80
41.0 84.0 m/z 38.85 23.57%
5000
27.0
69.0
180 | ‘
A o N S N O JOY, 94 VL VNN
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
5.119 1.71 ug/L 62646 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 64
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 64
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 50
4 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 43
5 Propanoic acid, 2-methyl-, 2-met... 142 C8H1402 000816-73-9 43
Abundance Scan 1191 (5.119 min): VU058310.D\data.ms (-1183) (-) m/z 43.00 100.00%
43.0 71.0
5000 j\
85.0
‘ 56.9 ‘ 98.0 4.80 5.00 5.20 5.40
0 bt bt et m/z 71,08 96.36%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4482: Pentane, 3,3-dimethyl-
43.0
71.0 /\
5000 L L R B R B
4.80 5.00 5.20 5.40
85.0 m/z 84.95  29.86%
29.0
O \\\‘\\\\‘]\-\5\.\0‘\\\‘\“\\\\“‘}}\\‘\5\1\.‘0\\\\‘}\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4481: Pentane, 3,3-dimethyl-
43.0
SN R B |
71.0 4.80 5.00 5.20 5.40
5000 m/z 54.95 29.28%
29.0 85.0
ol 20 150 L s | 100.0
e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4475: Pentane, 3,3-dimethyl- A RRATAREN
43.0 4.80 5.00 5.20 5.40
m/z 70.00  24.84%
71.0
5000
29.0 85.0
1o 150 | S0 |1 g0
T e e e e e D T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.454 6.18 ug/L 226309 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 93
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
5 Pentane, 1-bromo-3,4-dimethyl- 178 C7H15Br 006570-92-9 50

Abundance Scan 1295 (5.454 min): VU058310.D\data.ms (-1280) (-) m/z 55.95 100.00%

56.0
43.0

‘ ‘ | FSO 98.0 5.20 5.40 5.60 5.80
H‘W“w“u,‘waw“wu",‘Hd_“q‘du“u“w‘w m/z 42.95 76.20%

m/z--> 10 20 30 40 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0

5000 ‘H“H“_“w“u“‘
29.0 710 5.20 5.40 5.60 5.80

m/z 56.95 68.80%

\\\’\\\\’\\\‘\’\\\\"!\\\’\‘\‘ \’\\\\‘1\\\\‘8\\5\(\)‘\\]\-\0‘0\\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0

5.20 5.40 5.60 5.80

o

o

m/z 40.95 67.60%
5000 710
29.0
Lm0 00
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 56.0 5.20 5.40 5.60 5.80

m/z 71.00 40.47%

5000
29.0 71.0
Joaso L w0 0 A

m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 10 (DEL) Alkane: Cyclic5.627 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.627 10.39 ug/L 380712 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 72
2 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 38
3 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 35
4 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 30
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 30
Abundance Scan 1349 (5.627 min): VU058310.D\data.ms (-1322) (-) m/z 56.00 100.00%
56.0
69.0
83.0
41.0
5000
‘ 98.0 5.40 5.60 5.80 6.00
0 Hwmwu_m\l‘m\u‘\ wHu‘l‘mM,‘m,m,w m/z 55.00  85.53%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0
5000
83.0 5.40 5.60 5.80 6.00
27.0 m/z 69.00 82.08%
O \\\‘\\\\‘\\\‘\“\\\\‘i!‘\\\“\u ‘\‘\\\‘}‘\\\\’\1\\’\\9\8}.3\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3798: Cyclopropane, 1,1-diethyl-
41.0 69.0
55'0 \\\\‘\\\\‘\\\\’\\\\‘\\\
5.40 5.60 5.80 6.00
5000 m/z 83.00 73.33%
27.0 98.0
83.0
15\'0 \‘M | ‘\ \‘\‘\ !
N U E M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3728: 1-Pentene, 3-ethyl- A e A REE
41.0 5.40 5.60 5.80 6.00
69.0 m/z 41.68  55.74%
5000 27.0
' 55.0
15.0 \‘ - \ ‘ 539
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic5.840 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.840 19.82 ug/L 726261 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 95
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
4 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 78
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 72
Abundance Scan 1415 (5.840 min): VU058310.D\data.ms (-1399) (-) m/z 70.00 100.00%
70.0
56.0
41.0
5000
83.0
‘ “ ‘ ‘ 98.0 5.60 5.80 6.00 6.20
Ot atlll ot T hyz 5595 77.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
2.0 83.0 m/z 54.95 67.02%
il |
0 \\’\\H‘HH‘HW}\‘\H“\H ‘\‘H\W ‘HH‘MH‘\H!‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 40.95 53.54%
27.0 83.0
9 | L
) S | A | SRS PR o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
m/z 69.00 27.16%
41.0
5000
83.0
2.0 ‘ ‘ 98.0
0 ","H‘H‘Hiuu‘i“m“‘l ‘Wm‘; Hu‘wlu‘m!“m  REEmERasEEEEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 12 (DEL) Alkane: Cyclic5.914 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.914 17.48 ug/L 640409 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 91
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
Abundance Scan 1438 (5.914 min): VU058310[NdMarns(1427)() m/z 70.00 100.00%
56.0 70Q.
41.0
5000
83.0
‘ 98.0 5.60 5.80 6.00 6.20
] S —— ‘Wm‘: RPN m/z 56.080  93.55%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
2r.0 83.0 m/z 55.00  75.18%
il |
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\H ‘\‘\\\w ‘\\\\‘i\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 70.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 62.34%
270 83.0
‘ ‘ ‘ 98.0
ol-to ta0 MMl
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
410 56.0 70.0 5.60 5.80 6.00 6.20
’ m/z 69.00 36.96%
5000
27.0
83.0
‘ ‘ 98.0
ol20 10 I Wl al
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic5.981 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.981 16.37 ug/L 599931 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 87
5 3-Heptene 98 C7H14 000592-78-9 80
Abundance Scan 1459 (5.981 min): VU058310.D\data.ms (-1448) (-) m/z 56.00 100.00%
56.0
70.0
41.0
5000
98.0
‘ ‘ | 8‘70 5.60 5.80 6.00 6.20 6.40
0 bl it m/z 55.08  70.07%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0
5000
27.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 70.00 67.10%
‘ ‘ ‘ ‘ 83.0
O\\\‘\\\\‘\\\\‘\\11‘\\\}}\\\\“\”\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
410 0.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 54.13%
27.0 98.0
‘ ‘ ‘ 83.0
ol 20 10 Il Ml b

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

Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-

56.0 5.60 5.80 6.00 6.20 6.40

70.0 m/z 69.00 33.00%

41.0
5000
98.0
27.0 ‘ 83.0
0 ‘H_"‘_HwH““‘:H:‘wmu‘l “_‘u:pm_‘:www

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
6.859 0.51 ug/L 18642 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 40
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 40
3 Octane 114 C8H18 000111-65-9 38
4 Oxalic acid, isohexyl propyl ester 216 C11H2004 1000309-32-6 32
5 4-Penten-1-o0l, 3-methyl- 100 C6H120 051174-44-8 27

Abundance Scan 1732 (6.859 min): VU058310.D\data.ms (-1723) (-) m/z 42.95 100.00%

43.0 57.0
84.9
5000
™0 WMW_MM-WM/
‘ ‘H ‘ H 6.60 6.80 7.00 7.20
0l L m/z s6.95  93.93%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #8637: Hexane, 2,4-dimethyl-
430 570
85.0 /\
5000 \\\\/‘\\\\\‘\\\\/\‘\/\\\\‘\\\\
6.60 6.80 7.00 7.20
290 710 m/z 84.90  79.51%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl-
43.0 “ {
57.0 L
6.60 6.80 7.00 7.20
5000 85.0 m/z 40.90 64.07%
29.0
71.0
1.0 15\0 | H\ \‘ | \” ‘\ 99.0 114.0
R4 RARRARE N L e e LR SR
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8623: Octane e EEREEES EEs s
43.0 6.60 6.80 7.00 7.20
m/z 66.90 59.02%
5000
57.0
29.0 710 830
SRS N SO SO O O < I N 1 VA VA
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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: Cyclic6.975 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
6.975 1.13 ug/L 41475  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 90
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 83
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 46

4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 42
5 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 38

Abundance Scan 1768 (6.975 min): VU058310.D\data.ms (-1757) (-) m/z 69.00 100.00%

69.0
40.9 54.9
5000
82.9 ‘,HHWHWH,MW
| 97-0 6.60 6.80 7.00 7.20
Ot Ml gz es.ee 77.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747: Cyclopentane, ethyl-
69.0
41.0
5000 550 \‘\\\\‘\\\\‘\\\\’\\\\‘V
6.60 6.80 7.00 7.20
270 m/z 40.90 64.87%
| gao 980
O\\\‘]\-\5\.(\)‘\\\‘}“\\\\i\‘\\\‘\w\‘\‘\\\‘\“\\\\’\‘\\\’\\\!’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0 A
SR
womini
m/z . . 0
5000 270
98.0
150 Wl L B0
R R N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3730: 1-Hexene, 3-methyl-
55.0 6.60 6.80 7.00 7.20
41.0 69.0 m/z 54.99  58.29%
5000
27.0
83.0 o980
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 (DEL) Alkane: Cyclic7.068 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.068 2.34 ug/L 85602 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 86
4 Tridecane, 3-methylene- 196 C14H28 019780-34-8 78
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 72
Abundance Scan 1797 (7.068 min): VU058310.D\data.ms (-1782) (-) m/z 70.00 100.00%
70.0
55.0
5000
40.9

‘ M ‘ 84.0 97.0 1120 6.80 7.00 7.20 7.40
o"wm‘,"H‘Hwauwwuw sl kb e m/z 54.95  66.14%

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

70.0
55.0
5000 L L B R B L R
41.0 6.80 7.00 7.20 7.40
27.0 m/z 40.90  26.49%
Ll L e oo o
O\\\‘H\\’\\\\“\\H‘\‘H\‘\H\‘\‘\\\\ ‘\\H‘\H\.\\‘H\‘\’\\\\‘!\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
B ARBEBAREEEE SR
55.0 6.80 7.00 7.20 7.40
5000 m/z 69.00 23.26%
41.0
e M\ | ‘ 830 970 1120
Ol e e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 J
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha., ERRRRRES ‘ S A RA
70.0 6.80 7.00 7.20 7.40
m/z 42.00  19.29%
55.0
5000
41.0
27.0 /\
97.0 112.0
ortae I Ll sse oo mzo 1 | A AN )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Cyclohexene, 3-methyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
7.155 2.07 ug/L 75863  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 95
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
4 2-Heptyne 96 C7H12 001119-65-9 87
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 81
Abundance Scan 1824 (7.155 min): VU058310.D\data.ms (-1810) (-) m/z 81.00 100.00%
81.0
5000 67.0
96.0
389 549
‘ ‘ ‘H | 6.80 7.00 7.20 7.40
bl Bl msz 67,00 46.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3229: Cyclohexene, 3-methyl-
81.0
2000 6807.007.207.40
67.0 . . . .
39.0 550 96.0 o
27.0 ‘ ‘ m/z 96.00  35.42%
O\\‘\\5\(\)‘\\\\‘\\\\“\\\\‘HH\\‘\\w\‘\\\‘\“1\\\‘\\‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: Cyclohexene, 1-methyl-
81.0
TANSES A E
6.80 7.00 7.20 7.40
5000 67.0 m/z 68.00 32.78%
55.0 96.0
270 ‘
owl‘5‘9,uu_‘ W‘WuHH il
m/z--> 10 20 30 40 50 60 70 80 90 100 /\ /k
Abundance #3234: Cyclohexene, 4-methyl- AP e
81.0 6.80 7.00 7.20 7.40
m/z 54.90  27.82%
54.0
5000
380 67.0 96.0
27.0
15.0 ‘H M \\\‘ \M‘ \‘
O v b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 (DEL) Alkane: Cyclic7.229 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.229 2.91 ug/L 106450 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 52
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 50

Abundance Scan 1847 (7.229 min): VU058310.D\data.ms (-1839) (-) m/z 70.00 100.00%
56.0 70.0
5000 41.0
84.0
‘ ‘ ‘ | 97.0 112.0 7.00 7.20 7.40 7.60
0t L w2 se.ee 89.45%
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
5000 “/\/\’/L
41.0 7.00 7.20 7.40 7.60
84.0 1120 m/z 55.00  83.15%
27.0 ‘ ‘ 97.0
O\\\‘\\\\‘\\\‘\"\\\\“\‘\\\‘\w\‘\\\M\‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
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
R e AR
41.0 7.00 7.20 7.40 7.60
5000 ITI/Z 40.95 50.95%
27.0
84.0 112.0
I
ol 30 MWl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., R R AR
56.0 70.0 7.00 7.20 7.40 7.60
m/z 69.00 44.097%
5000 41.0
84.0
0 ‘H‘w‘HM,HW‘W‘M | NN SNBSS N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 20 Cyclobutane, (1-methylethyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.389 3.95 ug/L 144591 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 72
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72
4 2,3-Dimethyl-1,4-pentadiene 96 C7H12 000758-86-1 72
5 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 72
Abundance Scan 1897 (7.389 min): VU058310.D\data.ms (-1882) (-) m/z 81.00 100.00%
81.0
5000
96.0
R RN
39‘ 0 530 67‘ 0 7.00 7.20 7.40 7.60 7.80
0 "‘_H‘_‘H"H‘“‘mm1“‘_m_H‘mww‘mw m/z 79.00  30.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 R RN R
7.00 7.20 7.40 7.60 7.80
39.0 . . .67%
270 ‘ 530 670 96.0 m/z 96.00 27.67
O\\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\‘\‘\‘\\\‘\“1\\\‘\\‘!\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0 N
e e
7.00 7.20 7.40 7.60 7.80
5000 m/z 38.95 15.38%
27.0 39.0 96.0
53.0
15.0 ‘ ‘ o eo
0 \\\‘\\‘\\‘\\H“\H1i\\Hi‘i1‘\\‘\\‘1‘1‘m‘ulm‘u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3270: Cyclopentene, 4,4-dimethyl- Emaaa e AR ER
81.0 7.00 7.20 7.40 7.60 7.80
m/z 67.00 14.79%
5000
27 0 ‘ 53.0 96.0
67.0 ‘
b 20 “‘AJ\,
m/z--> 10 20 30 40 50 60 70 80 90 100 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 (DEL) Alkane: Cyclic7.759 Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
7.759 0.87 ug/L 31713 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-cyclopropyl- 98 C7H14 005750-02-7 42
2 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 42
3 1-Butene, 3-methyl- 70 C5H10 000563-45-1 37
4 1-Heptene, 5-methyl- 112 C8H16 013151-04-7 36
5 2,3-Dimethyl-1-hexene 112 C8H16 016746-86-4 36
Abundance Scan 2012 (7.759 min): VU058310.D\data.ms (-2004) (-) m/z 70.00 100.00%
70.0
54.9
5000 /\ J\
| H ‘ 0 960 7.40 7.60 7.80 8.00

omwWm_m,uH_mp“ulw“l‘mum”m‘lhw m/z 54.90  77.82%

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

Abundance #3761: Butane, 2-cyclopropyl-

o 550 190
5000 LI L B I L I LN B
7.40 7.60 7.80 8.00
27.0 m/z 69.00 34.84%
L =
0 \\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #661: Cyclopropane, 1,1-dimethyl-
550 700
P
290 42.0 7.40 7.60 7.80 8.00
5000 m/z 66.95 22.71%
0 i
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #646: 1-Butene, 3-methyl- “““‘H““““H““
55.0 7.40 7.60 7.80 8.00
m/z 41.90 20.22%
5000
2710 420 70.0
so | | I
1.0
0 ‘H‘mwmuu,mwmwu‘:wwwwme EWAWN.VERWAiYad
m/z--> 0 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 23 (DEL) Alkane: Cyclic8.033 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.033 2.73 ug/L 128345  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 93
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 91
4 1H-Pyrazole, 4,5-dihydro-3,5,5-t. 112 C6H12N2 003975-85-7 64
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 59

Abundance Scan 2097 (8.033 min): VU058310.D\data.ms (-2083) (-) m/z 97.00 100.00%
97.0

55.0
5000 69.0
41.0
‘ 83.0 112.0 7.80 8.00 8.20 8.40
0 m_m_m,uHMMM\“wHMMm‘\wmw‘:m_ m/z 54.95 71.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 41.0 69.0 e A AR

7.80 8.00 8.20 8.40
27.0 m/z 69.00 48.91%

H H AL 840 11\2'0
| L
\\\‘\\\\‘\\\\’\\\\‘\\\\‘1\\1‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7613: Cyclohexane, 1,1-dimethyl- J\/\
97.0

o

55.0 A e am T
7.80 8.00 8.20 8.40
5000 69.0 m/z 40.95 35.07%
41.0
o w0 | 120
o AU M P M S | M
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 M
Abundance #7618: Cyclohexane, 1,1-dimethyl- A o AL AN R
97.0 7.80 8.00 8.20 8.40
55.0 m/z 55.95 34.93%
5000 410 69.0
27.0 ‘ k
84.0
1 O YO O - I F A VOV R W WA WA
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue40124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55

Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.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 24 (DEL) Alkane: Cyclic8.235 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
8235 3.51ugl 164644 Chlorobenzene-ds 5.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Cyclohexane, 1,2-di imethyl-, trans- 112 caHls 006876-23-9 96

1,2-di
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 96
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
1,2-di

5 Cyclohexane, imethyl- (cis/... 112 C8H16 000583-57-3 94

Abundance Scan 2160 (8.235 min): VU058310.D\data. ms(2149)() m/z 96.95 100.00%
55.0 97.
5000 41.0
69.0 112.0
83.0
H ‘ ‘ 8.00 8.20 8.40 8.60
0 m_m_m,uH\“Hu‘u‘wwwHuMuml‘www m/z 54.95  89.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0
5000 L L L I L L B I I IR
69.0 1120 8.00 8.20 8.40 8.60
27.0 H ‘ 83.0 m/z 41.00  42.40%
0\\\‘\\\\‘\\\\"\\\\‘\‘\\\“1‘\\‘\‘\\\‘L‘\\\\‘}M\\‘\\\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0
97.0
/\\\\\‘\\\\‘\\\\‘\\\\‘\\\
41.0 8.00 8.20 8.40 8.60
5000 ITI/Z 55.95 35.03%
27.0 69.0 112.0
[0 LY
0 m_m‘W,HH_‘WNHM‘HH_m_‘luwl_wmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans- Al A
55.0 97.0 8.00 8.20 8.40 8.60
m/z 112.00 31.33%
41.0
5000
27.0 69.0 112.0
| ] A
0 ‘H_m‘w,‘m_“H‘“1Mm“ww_‘luwlwww A DA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 (DEL) Alkane: Cyclic8.361 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
8.361 2.33 ug/L 109474  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94

Abundance Scan 2199 (8.361 min): VU058310.D\data.ms (-2178) (-) m/z 97.00 100.00%

55.0 97.0
5000
41.0 112.0
69.0

I ‘ 82.9 8.00 8.20 8.40 8.60
‘w‘H‘M‘H‘HH\ﬁ‘WUM‘_uhkunqﬂh‘wﬁH‘u‘wuu‘_ m/z 55.00 93.80%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0

5000 41.0 T T T T T[T [TTrT
112.0 8.00 8.20 8.40 8.60
69.0

m/z 40.95 36.75%

' 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0

8.00 8.20 8.40 8.60

o

o

5000 ITI/Z 112.00 34.10%
41.0 112.0
69.0
27.0 ‘ 83.0
0**\H*w*H*w*H\ww*w”“\H”w**wvﬂ*w*mlww*w”w*\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\/
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans- AW EL'D L I
55.0 97.0 8.00 8.20 8.40 8.60

m/z 56.00  28.35%

5000

41.0 112.0
69.0
.

M 83.0
‘w‘H‘W‘H‘HH‘H‘W‘H‘_‘MVH‘W‘H‘_‘H‘H‘W‘H‘_ R R e A RRRRAR

I If
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60

270

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
8.402 1.19 ug/L 56057 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 87
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 59
4 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 59
5 Furan, 2-ethyl-5-methyl- 110 C7H1e0 001703-52-2 53

Abundance Scan 2212 (8.402 min): VU058310.D\data.ms (-2206) (-) m/z 95.00 100.00%
95.0

5000
67.0
110.0 /\_H“HH_HWM
38.9 529 ‘ 78.9 ‘ 8.00 8.20 8.40 8.60 8.80
Ot et bl b m/z 67.60  26.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 670 J\,

8.00 8.20 8.40 8.60 8.80
110.0 m/z 109.95 20.06%

39.0 550
\\‘]\-\5\.\0‘ \2\7}.“0\\\\“‘\\\\i‘}‘\‘\\‘\\‘\}‘\\7\‘3;‘(\)\\\“\‘\\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6786: 1,4-Pentadiene, 2,3,3-trimethyl- N\ Wj\
95.0
A A

8.00 8.20 8.40 8.60 8.80

o

5000 440 67.0 m/z 93.00 12.59%
55.0
27.0 110.0
I
0\\‘uu‘uu“\\\\{1‘\\\,‘111\,”‘\“1\”‘\‘{‘\”\‘u‘\!wm‘\m‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6791: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0 8.00 8.20 8.40 8.60 8.80

m/z 76.90 9.32%

67.0
5000 41.0
55.0
110.0
0 Ll ‘H\ ‘\ il L Ll i ‘ /\ l\/\/\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 27 (DEL) Alkane: Cyclic8.804 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
8.804 1.01 ug/L 47409 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 93
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 76

Abundance Scan 2337 (8.804 min): VU058310.D\data.ms (-2324) (-) m/z 54.95 100.00%
55.0
97.0
5000 41.0 200 830
112.0
N R
‘ ‘ 8.40 8.60 8.80 9.00 9.20
orerrpreerrerepreetleretll Sl il sz e7.e0 72.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0
41.0
5000 830 L B L R
70.0 ' 112.0 8.40 8.60 8.80 9.00 9.20
270 ' m/z 40.95 48.04%
0’1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
AR REREES AL
41.0 97.0 8.40 8.60 8.80 9.00 9.20
m/z 82.95 47 .44%
5000 70.0 83.0
270 112.0
b0l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis- /yﬂ‘mW““‘u“,u““
55.0 8.40 8.60 8.80 9.00 9.20
97.0 m/z 70.00  41.69%
5000 41.0 70.0 83.0
112.0
T Wik
o‘H_W‘H‘,HH_‘m‘mMHJL_H“HWH:_WHW _-H/\_m_m,‘/\”/‘\_f
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue40124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55

Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 (DEL) Alkane: Cyclic8.859 Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
8.859 1.66 ug/L 77755  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64

Abundance Scan 2354 (8.859 min): VU058310.D\data.ms (-2346) (-) m/z 83.00 100.00%

83.0
55.0
5000
41.0
112.0 \

‘ 69.0 ‘ 8.60 8.80 9.00 9.20
0 bl el e m/z 54.95  70.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0
5000 41.0 HH‘HH‘HH,HM
8.60 8.80 9.00 9.20
27.0 112.0 m/z 82.00 52.56%

o

1 |
\H‘HH‘\H\’\\H‘!‘\H‘\‘1!\‘H\‘\‘i\H\‘\\\\‘\9\\7\.‘0\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-
83.0
W

‘m“m_m,mwm
550 8.60 8.80 9.00 9.20

5000 m/z 41.00 34.67%
41.0
112.0
27.0 69.0
) R NS A N PO S /B M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl- — A
83.0 8.60 8.80 9.00 9.20
m/z 112.00  21.19%
55.0
5000
41.0
112.0
27.0
ol i B0 W ere L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 (DEL) Alkane: Cyclic8.917 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
8.917 0.83 ug/L 39169 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72

Abundance Scan 2372 (8.917 min): VU058310.D\data.ms (-2367) (-) m/z 111.00 100.00%

111.0
69.0
5000 55.0
40.9 83.0 A

\‘\\ “ | “ 070 | 1259 8.608809.009.0
eprrerprrrpre bbb | M/Z 69.00  73.74%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
41.0

5000 g‘eaggaaass*za”‘
83.0

m/z 54.95 46.32%

270
‘M WL ero | 1260
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0

8.60 8.80 9.00 9.20

o

o

5000 41.0 55.0 ITI z 82.95 25.93%
83.0
270
0 |1 . L o7.0 | 1260
‘W‘H‘_‘H‘H‘w‘HW‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- “‘H“‘H“‘H“_“‘
111.0 8.60 8.80 9.00 9.20
69.0 m/z 55.90 23.78%
5000 410 580
270
H‘HH‘H‘WH‘W‘HW‘HW‘H‘_H‘M‘HM‘H_‘H‘HH‘H‘WH‘ “‘H“_“w“‘w“u‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 cis-Bicyclo[3.3.0]oct-2-ene Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
9.328 1.16 ug/L 54552  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Bicyclo[3.3.0]oct-2-ene 108 C8H12 000930-99-4 80
2 Pentalene, 1,2,3,3a,4,6a-hexahydro- 168 C8H12 005549-09-7 30
3 1,4-Cyclooctadiene 108 C8H12 001073-07-0 25

4 1,3-Cyclooctadiene 108 C8H12 001700-10-3 25
5 1,4-Cyclooctadiene, (Z,Z)- 108 C8H12 016327-22-3 22

Abundance Scan 2500 (9.328 min): VU058310.D\data.ms (-2484) (-) m/z 59.00 100.00%

79.0
5000 40.9
e R e
Ll B ST T o | | Sososaoseo
0 H_HwHH‘Hmm"\‘l‘mw\\mHHWH\_Mw_m_ m/z 78.95 56.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6161: cis-Bicyclo[3.3.0]oct-2-ene
79.0
5000 M/\”,M
9.00 9.20 9.40 9.60
39.0 93.0 108.0 m/z 40.85  41.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6199: Pentalene, 1,2,3,3a,4,6a-hexahydro-
79.0
R R RRRRT
9.00 9.20 9.40 9.60
5000 m/z 79.90 30.51%
39.0 93.0 108.0
.
Y S U TN S A O N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 [\
Abundance #6104: 1,4-Cyclooctadiene Ll ‘/\‘ ey e ‘
79.0 9.00 9.20 9.40 9.60
39.0 m/z 66.90 25.61%
54.0 108.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 33 Pentalene, octahydro- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
9.502 1.85 ug/L 87006  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 91
2 Pentalene, octahydro- 110 C8H14 000694-72-4 90
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 86
4 3,4-Nonadiene 124 C9H16 037050-03-6 72
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 59

Abundance Scan 2554 (9.502 min): VU058310.D\data.ms (-2541) (-) m/z 66.95 100.00%

67.0
5000 82.0

41.0

54.0
N O T - e o0

H‘HH‘mwH‘m‘_HWm_‘mhm_m_m}w‘ m/z 82.00 51.03%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6704: Pentalene, octahydro-
67.0
82.0

5000
9 50

m/z 40.95 19.09%

N e T
I LAl L
\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\[\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6709: Pentalene, octahydro-
67.0

o

o

950
5000 82.0 m/z 38.95 17.10%
41.0
270 54.0 || ss0 1100
O e oo e et b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6756: Pentalene, octahydro-, cis- ‘

67.0 950

m/z 67.90 14.07%

5000 82.0
41.0 /\
54.0 110.0
o \\ TS [ - I . )

m/z--> 10 20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Benzene, propyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
10.897 1.69 ug/L 74894  1,4-Dichlorobenzene-d4 11.804
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 87
3 Benzene, propyl- 120 C9H12 000103-65-1 80
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
5 Benzyl(2-chloroethyl)amine 169 C9H12CIN 042074-16-8 64
Abundance Scan 2988 (10.897 min): VU058310.D\data.ms (-2979) (- | m/z 90.95 100.00%
91.0
5000
A
10.50 11.00
50.9 12& 280.¢
ob i L Agko 1928 200 ) 106,00 21.63%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 T /\k /\
10.50 11.00
m/z 64.90 11.24%
%9 |, | o
O\\‘\\‘i\‘\‘\‘\“\\‘\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0 /\
AN AT
10.50 11.00
5000 m/z 91.90 10.47%
ol 0w
miz--> 50 100 150 200 250 I | /\
Abundance #10699: Benzene, propyl- — A
91.0 10.50 11.00
m/z 77.90 7.36%
5000
Jomo amo oy
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 36 Benzene, 1l-ethyl-2-methyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.016 1.85 ug/L 81940 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 3025 (11.016 min): VU058310.D\data.ms (-3012) (- | m/z 105.00 100.00%
105.0
5000
120.0
4 =
38.9 63.0 77.0 97.9 11.00
Olerprrrprrr e el MLl m/z 120,00 29.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 A :
120.0 11.00
m/z 77.00 12.61%
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 110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 /\
R Al R A R A
11.00
5000 m/z 90.90 12.35%
120.0
510 77.0 91.0
27.0 *~ 64.0
0H‘\\H‘H\‘\‘\\\\“\\H“\‘H\‘ﬁ‘u‘ﬂ\m‘uu“‘}\\\H‘\l\‘u‘\‘\“uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10695: Mesitylene ‘ fbw ‘f¥‘ ‘
105.0 11.00
m/z 106.00 9.15%
120.0
5000
39.0 77.0 91.0 /\
0H“H"m"?uu““mi‘\mﬁ%;‘?‘m‘1“””“1‘H“‘:Mmh“‘mw ' —h A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 37 Benzene, 1l-ethyl-4-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.283 2.82 ug/L 124765 1,4-Dichlorobenzene-d4 11.804
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-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3108 (11.283 min): VU058310.D\data.ms (-3088) (- | m/z 105.00 100.00%
105.0
5000
120.0
4 S
38.9 62.9 77-9 91.0 11.00 11.50
oH_m_m‘HH“mmumhwm‘wu“mH_‘\!ww‘uw m/z 120.00  28.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 4 R
120.0 11.00 11.50
m/z 76.90  14.15%
77.0 91.0
O\\‘]\_\5\‘\0‘\\\‘\‘\\3\\9‘.(\)\\\“\\\\6‘%\.‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 A
NAWANANZAYYAVIY
11.00 11.50
5000 m/z 91.00 13.06%
120.0
39.0 77.0 91.0
0‘W‘ngﬁeu‘wm‘qh‘ﬁﬁewu‘MHHJMH‘Mkwume‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene ‘ fhw ‘fk‘ I
105.0 11.00 11.50
m/z 79.00 9.69%
5000 1200
77.0
51.0 91.0 mA /A
PN £ Tt UYL N P LSV PLP LAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Benzene, (2-methylpropyl)- Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
11.605 1.03 ug/L 45603 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 87
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 83
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 83
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 80
Abundance Scan 3208 (11.605 min): VU058310.D\data.ms (-3195) (- | m/z 91.00 100.00%
91.0
5000
610 134.0 N pn o o al
42.9 :
M | ‘ 116.9 11.50 12.00
Ot et bt e e e m/z 92.00 51.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17038: Benzene, (2-methylpropyl)-
91.0
5000 A\\‘\\“\\‘\
11.50 12.00
134.0 m/z 134.00  23.27%
43.0 65.0
o 2oy 180
H‘H\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17043: Benzene, (2-methylpropyl)-
91.0
o Ma Al
11.50 12.00
5000 m/z 64.90 14.16%
ozo % aso
H‘H\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH“\‘\H‘HH‘H‘H‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17041: Benzene, (2-methylpropyl)- Ly ﬁ\‘ —4
91.0 11.50 12.00
m/z 42.90 11.29%
5000
65.0 134.0 j\
39.0 ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Benzeneacetaldehyde, .alpha... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
11.637 1.52 ug/L 67181 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 83
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 78
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 72
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72
5 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 68
Abundance Scan 3218 (11.637 min): VU058310.D\data.ms (-3212) (- | m/z 105.00 100.00%
105.0
5000 /\ J\
770 - —
50.9 I I 13f.9 11.50 12.00
O prerpe P e W e m/z 76.95 14.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl-
105.0
5000 AA /\A\ /\\ T T T
11.50 12.00
77.0 m/z 133.95 11.53%
270 910 H 134.0
0\\‘H\\‘H\‘\"‘HH“HH}‘{H\‘\‘\‘H‘\H}‘\\H“HH‘\‘}!\‘HH‘HH‘\!H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
o Ma al
11.50 12.00
5000 m/z 102.90 10.67%
134.0
77.0
0 270 I 5170 Ll ‘\‘ , \\‘ L ‘\
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17055: Benzene, 1-methyl-4-propyl- ‘ ‘A\ %«‘ —4
105.0 11.50 12.00
m/z 78.95 9.19%
5000
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Benzene, 1-propenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.087 19.28 ug/L 854251 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 86
3 Indane 118 C9H10 000496-11-7 70
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
Abundance Scan 3358 (12.087 min): VU058310.D\data.ms (-3345) (- | m/z 117.00 100.00%
117.0
5000
91.0 —L oL
389 629 ‘ ‘ 134.0 12.00
oH‘HH_‘H_m“um;‘;HWwm‘mHm‘w‘Hm,mwﬂw m/z 118.00  52.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 e :
12.00
91.0 m/z 115.00  36.15%
51.0
O\\‘\\\\‘%Z\‘R\H“\\\\H{H‘J“}‘\‘\\Tﬁ'i?‘\\\\‘i}H\‘}‘\H’Hl\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 A /\
s
12.00
5000 m/z 119.00 29.42%
91.0
39.0 s5gp
0‘wHH_‘m_ku‘wmﬁMUHZ%ﬁu‘MMHNMWHEMHH_HW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AJ\
Abundance #10181: Indane Ly
117.0 12.00
m/z 105.00  26.11%
5000
91.0
ol1so 30 | SRV J\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 Benzene, 1,2-diethyl- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
12.296 1.47 ug/L 65047 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
2 Benzene, 1,3-diethyl- 134 C1leH14 000141-93-5 83
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 81
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 81
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 81
Abundance Scan 3423 (12.296 min): VU058310.D\data.ms (-3411) (- | m/z 105.00 100.00%
105.0
76.9 L A A
50.9 ‘ | H 12.00 12.50
Obeerrerrrrrrepreritrrretbnrg el el b gz 119,00 82.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00 12.50
77.0 m/z 134.00 48.63%
O H‘J-HSHO‘\H‘\“H\\"‘\\H“Ez\ﬂ\\\‘\H‘H‘HH"U\H‘\‘\1\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17028: Benzene, 1,3-diethyl-
119.0 N
EUAVIW. W WA
12.00 12. 50
5000 134.0 m/z 90.90 %
91.0
39.0 65.0 ‘
o R P O M Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17030: Benzene, 1,3-diethyl-
105.0 12 00 12 50
m/z 116.90  26.21%
134.0
5000
27.0 51.0 7.0
O TR NS N PO O T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 44 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
12.457 1.94 ug/L 85757 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3473 (12.457 min): VU058310.D\data.ms (-3462) (- | m/z 119.00 100.00%
119.0
5000
134.0
90.9
389  64.9 ‘ | 12.50
Ol el e el L hyz 134,00 31.31%
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
s000 b P
9L.0 134.0 m/z 90.90  20.43%
39.0 65.0 ‘
04 \1\5\.0‘ e \“‘\ \“1‘\ “‘1‘\ T i‘H‘ T “H“\ \Ml T T
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- J
119.0
A ASUN
12.50
5000 m/z 105.00 14 .48%
91.0 134.0
39.0 65.0 ‘
ob 280 0w Al bl L
m/iz--> 20 40 60 80 100 120 140 /\ Jk
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- e R
119.0 12.50
m/z 76.90 11.87%
5000
134.0
39.0 91.0 ﬂd\ J
15.0 65.0
P PR O T S LA ATV
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 45 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.563 14.36 ug/L 636338 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 p-Cymene 134 CleH14 000099-87-6 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3506 (12.563 min): VU058310.D\data.ms (-3494) (- | m/z 118.95 100.00%
119.0
5000
134.0
91.0
389 650 | | 12.50
Obreprerrprrre e e el M m/z 134,00 28.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 /\A L |
12.50
91.0 134.0 m/z 90.95 16.88%
39.0 65.0 ‘
O\\‘1\\5\.\0‘\\\‘\‘\H\“‘\H\i‘{‘u\ku‘\\\“‘HH“1\H‘M‘H‘H‘}‘\luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
AN |
12.50
5000 m/z 120.00 9.96%
91.0 134.0
410 650 ‘
o) NS T S PO R PR ) N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16998: 0-Cymene \Aq ‘
119.0 12.50
m/z 76.90 9.30%
5000
134.0
91.0
41.0 65.0
0\wuh‘umMuJﬁuWHmumh‘uhw\uwuwﬂwwumluuwﬁuw\ ] A*‘Aq
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 46 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.605 3.44 ug/L 152641 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 86
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 86
Abundance Scan 3519 (12.605 min): VU058310.D\data.ms (-3514) (- | m/z 117.00 100.00%
11v.0
5000 132.0
90.9
oH_m_m_HJwwm‘u‘\‘wHmHH“Hww!!_mmw m/z 132.00  47.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 e et
132.0 12.50 13.00
m/z 114.90  35.70%
91.0
B0 80 |
O\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\‘\H‘\\\}‘\\H‘HH‘}‘\‘H‘HH‘\HH‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
132.0 12.50 13.00
5000 91.0 ' m/z 131.00 17.08%
51.0
27.0 ‘
o"‘H"‘H“"‘H"‘H"1‘1‘;"H‘H"M‘w"‘Hu:‘H‘:‘HH_u!l_w‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /J\ J
Abundance #16143: Benzene, (2-methyl-1-propenyl)- R
1 7.01320 12.50 13.00
' m/z 90.90 16.58%
) JUt
39.0 65.0 ‘
SIELTI A S N N N (VWL Ll
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 47 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.672 18.74 ug/L 830391 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 86
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
Abundance Scan 3540 (12.672 min): VU058310.D\data.ms (-3529) (- | m/z 116.95 100.00%
117.0
5000
132.0
91.0 LI 1200
390 630 ‘ 12.50 13.00
Obrrprrreprrrrpretprere e e el m/z 114,960 32.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0 /\$ oL /\‘/\
12.50 13.00
91.0 m/z 132.00 27.04%
51.0
27.0 74.
O\\‘\\H‘\\\‘\‘\\H“\\\\M{‘H‘r‘\w\\‘\HR‘\\\\“‘\H\‘M‘\\’HH‘\HH‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
—= —
12.50 13.00
5000 m/z 90.95 14.37%
132.0
1.
39.0 65.0 91.0 “ |
O rrprrrr ettt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene \¥A\‘ T I
117.0 12.50 13.00
m/z 118.00 9.83%
5000 132.0
91.0
51.0
02107%0, P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 49 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.965 8.40 ug/L 372381 1,4-Dichlorobenzene-d4 11.804
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 96
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, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95

Abundance Scan 3631 (12.965 min): VU058310.D\data.ms (-3613) (- | m/z 119.00 100.00%
119.

19.0
5000
T

91.0 ‘
39.0 65.0 ‘ 135.0 13.00
bbb LTI sz 134,00 44.23%
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
110.0 }\
5000 T

13.00
m/z 91.00 16.83%

91.0
15.0 39.0 65.0 ‘ 135.0
O\\‘\.’\‘\\\“‘\\“i‘\“\‘\\\‘H’\\\\‘W\\w‘l\\\‘\‘\\\\
Mjze> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T

13.00

5000 ITI/Z 120.00 9.72%
390 91.0
: 65.0 135.0
0 ‘1‘5"9“‘ ‘ ““‘ SN i “1 et ‘M e
miz--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- 4
119.0 13.00
m/z 133.00 9.10%
5000
91.0
o NNLNTA
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue40124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55

Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 50 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.020 15.07 ug/L 667690 1,4-Dichlorobenzene-d4 11.804
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 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3648 (13.019 min): VU058310.D\data.ms (-3639) (- | m/z 119.00 100.00%
119.0
91.0 T
9 649 | | 1349 13.00
bbb e LT gz 134,00 42.18%
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
110.0 A
5000 T
1300
m/z 90.95 16.53%
91.0
15.0 39.0 65.0 ‘ 1%
0‘“‘“"““““\“““‘“‘““‘M“H“““““
miz--> 20 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T [
13.00
5000 m/z 120.00 9.87%
390 91.0
650 135.0
IR T I O N I L
miz--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- s ‘
119.0 13.00
m/z 133.00 9.05%
5000
91.0
10 RLATI
m/z--> 20 40 60 80 100 120 140 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

VUe58310.D

: 01 Apr 2024 13:55

: MD/SY

: P1912-04

: 25.0mL/MSVOA_U/WATER

: 11 Sample Multiplier: 1

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40124\

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.M

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 51 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
13.106 1.33 ug/L 59097 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 92
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 83
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 83
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 78

Abundance Scan 3675 (13.106 min): VU058310.D\data.ms (-3664) (- | m/z 131.00 100.00%
131.0
5000
90.9
114.9 146.0
389 6438 M | ‘ M 13.00 13.50
ol et bl W WL hyz 118,00 46.18%
miz--> 20 40 80 100 120 140
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131.0
5000 T T T T
91.0 146.0 13.00 13.50
290 1150 ' m/z 90.90  36.55%
’ 63.0 ‘ ‘
0 T \‘\ T \“‘\ \“1‘\ ,“U\ \‘”\“‘ T \‘1 T “‘H\ T \" \‘H‘! T \“\ T
miz--> 20 40 60 80 100 120 140
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
e —
91.0 146.0 13.00 13.50
5000 m/z 114.90 24.94%
41.0 65.0 116.0
ob288 Il o bbb D
miz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 13.00 13.50
146.0 m/z 146.00 24.13%
5000 91.0
115.0
39.0 0 ‘ A A
Ot JH“MM H”H‘JM‘ ul“ﬁt ‘U,‘WM “JV“ e IR
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SFAMUTRO32124WMA.M Tue Apr 02 17:51:03 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 52 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.286 10.44 ug/L 462677 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 90

Abundance Scan 3731 (13.286 min): VU058310.D\data.ms (-3721) (- | m/z 116.95 100.00%
117.0

5000

131.9
Vi L
509 o 90‘-9 ‘ 13.00 13.50
0 HwWwmJ‘mn“wthf’w_m‘w”WH_»!HMH m/z 131.95  36.74%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 s A
13.00 13.50

m/z 114.90  28.78%

390 g5 910 ‘
\\‘H\\%ﬂ\p‘\\\\“H\\}‘U\\\‘\‘U\\‘\HM‘\H\‘\H\‘\‘\‘H‘\\‘H‘\\\‘“i\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0

o

13.00 13.50
5000 m/z 130.95 18.73%
51.0
27.0 | ‘
o"‘H"‘Hw"‘H"}m‘:m"":u"‘m”"mH_lel‘_‘”w

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 NA
Abundance #16106: 3-Phenylbut-1-ene e i
117.0 13.00 13.50

m/z 90.90  13.27%

5000
91.0 132.0
39.0 5.0 M
0 ‘ ‘ \‘H M\ H H N

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1300 1350
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

VUe58310.D

: 01 Apr 2024 13:55

: MD/SY

: P1912-04

: 25.0mL/MSVOA_U/WATER

: 11 Sample Multiplier: 1

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40124\

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.M

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 53 Benzene, 2,4-diethyl-1-methyl- Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
13.402 1.08 ug/L 47940 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 95
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 93
3 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 58
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 55
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 55

Abundance Scan 3767 (13.402 min): VU058310.D\data.ms (-3756) (- | m/z 118.95 100.00%
119.0
5000
148.0
91.0 ‘ T T ‘ T
50.9 ‘ ‘ ‘ “ 13.00 13.50
Ot el el Ml SN M m/z 133.00  60.14%
miz--> 20 40 60 80 100 120 140
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
133.0
5000 \ MUU\M“
91.0 13.00 13.50
117.0 m/z 148.00 34.24%
39.0 65.0 ’
180 | U Ll 2490
O\\‘\’\\‘\\‘\\‘1‘\“1\\\"\\‘“\“}‘\\1‘\1“\\‘\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
o LY
/\A‘/\ T T \/\\ ‘ \r\ T T
13.00 13.50
5000 ITI/Z 90.95 25.62%
91.0
‘ ‘1110
65.0
NI Y- Wl Y | O s
miz--> 20 40 60 80 100 120 140
Abundance #26379: Benzene, 1,3-diethyl-5-methyl- - e %Y,
119.0 13.00 13.50
m/z 104.95 15.97%
5000
91.0 148.0
o L Dbt
0‘¥%?‘W1‘M‘JN‘NL‘ww‘uw‘pW‘Wlewt“J“ : AW REAWAS
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue40124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55

Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.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 54 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.447  17.99 ug/L 797323  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 91
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 86
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 83
Abundance Scan 3781 (13.447 min): VU058310.D\data.ms (-3772) (- | m/z 117.00 100.00%
117.0
5000
132.0
P
50.9 74.9 91.0 13.50
Obrrrrreperrepreeireter e PR el il m/z 132,00 36.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
A
5000 T
132.0 13.50
o 910 m/z 114.95  29.31%
O\\‘\H\‘%Z\‘R\H“\\\\i‘\.\\\‘\w‘\7\4\’.\9‘H\\“‘\H\‘M‘H’HH‘\HH‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
13.50
m/z 130.95 17.92%
5000 132.0 /
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- P
117.0 13.50
m/z 90.95 13.58%
5000 132.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 55 1H-Indene, 3-methyl- Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
13.515 1.00 ug/L 44129 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 76
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 76
3 Naphthalene, 1,2-dihydro- 130 C1leH1e 000447-53-0 76
4 Benzene, (1-methyl-2-cyclopropen... 130 C1eH10 065051-83-4 76
5 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 76
Abundance Scan 3802 (13.515 min): VU058310.D\data.ms (-3796) (- | m/z 130.00 100.00%
130.0
5000
o L
38.9 | M 88.9 145.9 13.50
ot e ey L L m/z 114,90 93.75%
m/z--> 20 40 60 80 100 120 140
Abundance #15032: 1H-Indene, 3-methyl-
130.0
5000
13.50
510 m/z 129.00  85.45%
‘ ‘h 7?0 102.0 “
O\\\‘\\\\‘\\1\“‘\\\H{“\\‘\\““\\\\“\‘ L
miz-> 20 40 60 80 100 120 140
Abundance #15028: 1H-Indene, 1-methyl-
130.0
A A NI ‘
13.50
5000 m/z 127.90 49,94%
51.0
ol 20 SR M
miz--> 20 40 60 80 100 120 140 j\ J\M/\
Abundance #15043: Naphthalene, 1,2-dihydro- e
130.0 13.50
m/z 130.95 48.51%
5000
51.0
oo 0 e w20 | | Mj\ -
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 57 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.618 3.28 ug/L 145351  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 92
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 86
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 70

Abundance Scan 3834 (13.618 min): VU058310.D\data.ms (-3824) (- | m/z 103.95 100.00%
104.0
5000 132.0
NN
i R
Oberrrreprerrretyredietl ol el Al A w2 132,00 45.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 T \/\\ T T
13.50 14.00
m/z 90.95 42.57%
270 , 910 780
O\\\‘\\‘H‘H\\‘HH‘H\\}‘“H\‘\‘HH‘\MH‘HH‘\H\‘1"H‘\\M\‘\H‘l‘i‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0 M
1320 1350 1400
5000 ITI/Z 114.90 33.47%
270 51.0 78.0 H ‘
Y i R PR S S S| S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- = ‘A/\/\f/\‘ ‘
104.0 13.50 14.00
m/z 128.95 22.23%
5000 132.0
-
270 S0 j\ ]\M
O rrrprrrrprrtr e el bt e el R AR RN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00

SFAMUTRO32124WMA.M Tue Apr 02 17:51:09 2024 Page: 52



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 59 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.778 3.14 ug/L 139084 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
Abundance Scan 3884 (13.778 min): VU058310.D\data.ms (-3875) (- | m/z 131.00 100.00%
131.0
09 1150 e e
509 709 | \ | 1469 ' ' S
ot e m/z 146.00  24.96%
miz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 /\\ i e \/
13.50 14.00
115.0 m/z 128.90  19.23%
370 65.0 ‘ ‘ ‘ 147.0
O\\\\‘\\\\H\ \“f“\ ‘H‘H \‘1“‘ T \H\ T “H\ T !“ \‘!‘L T ‘ \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
P —
910 13.50 14.00 .
5000 m/z 115.00 18.42%
39.0
65.0 115.0
0 O
W T N N
m/iz--> 20 40 60 80 100 120 140
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- = {JV\ﬁ\‘
131.0 13.50 14.00
m/z 127.95 14.97%
5000
39.0 910 1150
63.0 .
0“‘“‘M‘Jp‘WM‘W‘HJ“‘M‘ym‘hw‘Mw‘flzP‘ %Np‘ 2
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 60 Benzene, (1-methyl-1-butenyl)- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.830 3.53 ug/L 156297 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 66
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 62
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 53
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H16 004706-90-5 53
51,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 50

Abundance Scan 3900 (13.830 min): VU058310.D\data.ms (-3892) (- | m/z 133.00 100.00%
133.0
90.9 114.9 N
#9 w20 || |yl ee S0 we00
O e A e et m/z 131.00 63.39%
miz--> 20 40 60 80 100 120 140
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000 SRY. A A
13.50 14.00
51.0 115.0 4)‘ m/z 148.00  28.86%
27.0 ‘
Orrrn T \‘\‘\ \“i‘\ \“H\ “M“\?ﬁJ" i “‘H\ T !“‘ \‘H! T ‘1\?'\0\
miz-> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 A
L R ERIL T S
13.50 14.00
5000 m/z 146.00 21.64%
91.0
115.0
39.0
P B Y 7
0 “‘,‘M“f‘HNNVW"Jq‘ﬂw“w“U“Mﬂ“ﬂh“
m/iz--> 20 40 60 80 100 120 140 A
Abundance #26355: Benzene, pentamethyl- \ o ety /
133.0 13.50 14.00
m/z 114.90  20.69%
5000
91.0
115.0
39.0 65.0 .
ol 280 L T e i A T s (WIS
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue40124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55

Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@32124WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 62 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.933 3.58 ug/L 158566 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 91
4 Benzene, (1,2-dimethyl-1- propenyl) 146 C11H14 000769-57-3 91
5 1H-Indene, 2,3-dihydro-4,7-dimet. 146 C11H14 006682-71-9 90

Abundance Scan 3932 (13.933 min): VU058310.D\data.ms (-3927) (- | m/z 131.00 100.00%
131.0
5000
114.9 1450
91.0 I
0 bt b el m/z 146.00  26.54%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000
1400
o 146.0 m/z 114.99  17.98%
39.0 64.0 91.0 .
0 \2‘4\..9\ \“‘\ \“i‘\ ‘W'\‘\ \“ T \‘\ T “\‘\ \H T \‘U‘! ™ i“\ T
miz--> 20 40 80 100 120 140
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
ivSdN.
14.00
m/z 90.95 15.24%
5000 146.0 /
39.0 910 1150
63.0
2 T Y iR VR T
m/iz--> 20 40 80 100 120 140 A
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- Ay
131.0 14.00
m/z 129.00 14.81%
5000
91.0 146.0
20 50 ‘ 116.0 /\
ol “‘u v b e “1“ s e ENARL S
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 63 Azulene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.081 5.46 ug/L 241959 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3978 (14.081 min): VU058310.D\data.ms (-3961) (- | m/z 127.95 100.00%
128.0
5000
T
37.9 51.0 63.9 76.9 101.9 H 14.00
b el b m/z 127.00 13.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13684: Naphthalene
128.0
5000 A ‘M\ : \
14.00
102.0 m/z 129.00 11.42%
51.0 74.0 . ‘
0 \‘\\\\‘\\3\8\‘.‘0\\\\“\H\‘}H\\‘\UM‘\8\7;?\\\{“!\H‘HH‘\\} “HH‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene /\
128.0
AL Lonn
14.00
5000 m/z 101.90 9.32%
1060 RO
Ot et e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 /\
Abundance #13683: Naphthalene ‘”x“ﬂ\‘ ‘ 5y
128.0 14.00
m/z 125.90 7.80%
5000
51.0 64.0 102.0
Obrrrr 380, eyl || A Ao L
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 14.00

SFAMUTRO32124WMA.M Tue Apr 02 17:51:16 2024 Page: 56



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 68 Naphthalene, 1-methyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
15.216 2.09 ug/L 92462  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
Abundance Scan 4331 (15.216 min): VU058310.D\data.ms (-4321) (- | m/z 142.00 100.00%
142.0
5000
115.0 j\
62.9 15 00 15 50
38.9 88.9
Okt e M 2070 141 00 88.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 \ /\
115.0 15 OO 15. 50
m/z 115.0 35.46%
ol 300 D3 890 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
A i
15. 00 15 50
5000 m/z 142.90 11.91%
115.0
ol 500 0 920 |
W A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 [\
Abundance #22143: Naphthalene, 2-methyl- L 1
142.0 15.00 15.50
m/z 139.00 10.57%
5000
115.0
ol 300 930 890 I /\
R B o B A Ama e —— T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040124\
Data File : VU@58310.D

Acqg On : 01 Apr 2024 13:55
Operator : MD/SY

Sample : P1912-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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 69 Naphthalene, 2-methyl- Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
15.405 0.85 ug/L 37696 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
4 1H-Indene, 1l-ethylidene- 142 C11H10 002471-83-2 95
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
Abundance Scan 4390 (15.405 min): VU058310.D\data.ms (-4378) (- | m/z 142.00 100.00%
14p.0
5000
114.9 A j\
I
63.0 ggo 15.50
Ob sl St 2068 ;141 60 95.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 ‘ /\ T
115.0 15.50
m/z 114.90  36.81%
ol 50070 90 | ||
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
e
15.50
5000 m/z 142.90 12.59%
115.0
BN SO | IS
m/z--> 20 40 60 80 100 120 140 160 180 200 [\
Abundance #22142: Naphthalene, 1-methyl- e
142.0 15.50
m/z 138.90  12.14%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40124\
Data File : VU@58310.D

Acqg On

Operator : MD/SY

Sample
Misc

: 01 Apr 2024 13:55

. P1912-04
: 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO32124WMA.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.. 1.991 39.0 ug/L 143009 1 6.242 183211 5.0
(DEL) Alkane: S.. 2.968 1.3 ug/L 46319 1 6.242 183211 5.0
(DEL) Alkane: S.. 3.036 12.7 ug/L 465708 1 6.242 183211 5.0
(DEL) Alkane: S.. 3.354 38.6 ug/L 1414930 1 6.242 183211 5.0
(DEL) Alkane: S.. 4.287 1.4 ug/L 50337 1 6.242 183211 5.0
(DEL) Alkane: S.. 4.425 2.1 ug/L 77229 1 6.242 183211 5.0
(DEL) Alkane: C.. 4.521 7.0 ug/L 254600 1 6.242 183211 5.0
(DEL) Alkane: S.. 5.119 1.7 ug/L 62646 1 6.242 183211 5.0
(DEL) Alkane: S.. 5.454 6.2 ug/L 226309 1 6.242 183211 5.0
(DEL) Alkane: C.. 5.627 10.4 wug/L 380712 1 6.242 183211 5.0
(DEL) Alkane: C.. 5.840 19.8 ug/L 726261 1 6.242 183211 5.0
(DEL) Alkane: C.. 5.914 17.5 ug/L 640409 1 6.242 183211 5.0
(DEL) Alkane: C.. 5.981 16.4 wug/L 599931 1 6.242 183211 5.0
(DEL) Alkane: S.. 6.859 0.5 ug/L 18642 1 6.242 183211 5.0
(DEL) Alkane: C.. 6.975 1.1 ug/L 41475 1 6.242 183211 5.0
(DEL) Alkane: C... 7.068 2.3 ug/L 85602 1 6.242 183211 5.0
Cyclohexene, 3-... 7.155 2.1 ug/L 75863 1 6.242 183211 5.0
(DEL) Alkane: C... 7.229 2.9 ug/L 106450 1 6.242 183211 5.0
Cyclobutane, (1... 7.389 4.0 ug/L 144591 1 6.242 183211 5.0
(DEL) Alkane: C... 7.759 0.9 ug/L 31713 1 6.242 183211 5.0
(DEL) Alkane: C.. 8.033 2.7 ug/L 128345 2 9.412 234670 5.0
(DEL) Alkane: C.. 8.235 3.5 ug/L 164644 2 9.412 234670 5.0
(DEL) Alkane: C.. 8.361 2.3 ug/L 109474 2 9.412 234670 5.0
Cyclopentene, 1.. 8.402 1.2 ug/L 56057 2 9.412 234670 5.0
(DEL) Alkane: C.. 8.804 1.0 ug/L 47409 2 9.412 234670 5.0
(DEL) Alkane: C... 8.859 1.7 ug/L 77755 2 9.412 234670 5.0
(DEL) Alkane: C... 8.917 0.8 ug/L 39169 2 9.412 234670 5.0
cis-Bicyclo[3.3... 9.328 1.2 ug/L 54552 2 9.412 234670 5.0
Pentalene, octa... 9.502 1.9 ug/L 87006 2 9.412 234670 5.0
Benzene, propyl- 10.897 1.7 ug/L 74894 3 11.804 221576 5.0
Benzene, 1l-ethy... 11.016 1.9 ug/L 81940 3 11.804 221576 5.0
Benzene, 1l-ethy... 11.283 2.8 wug/L 124765 3 11.804 221576 5.0
Benzene, (2-met... 11.605 1.0 ug/L 45603 3 11.804 221576 5.0
Benzeneacetalde... 11.637 1.5 ug/L 67181 3 11.804 221576 5.0
Benzene, 1-prop... 12.087 19.3 ug/L 854251 3 11.804 221576 5.0
Benzene, 1,2-di... 12.296 1.5 ug/L 65047 3 11.804 221576 5.0
Benzene, 2-ethy... 12.457 1.9 ug/L 85757 3 11.804 221576 5.0
Benzene, 2-ethy... 12.563 14.4 ug/L 636338 3 11.804 221576 5.0
Benzene, 1l-ethe... 12.605 3.4 ug/L 152641 3 11.804 221576 5.0
Benzene, 1l-ethe... 12.672 18.7 wug/L 830391 3 11.804 221576 5.0
Benzene, 1,2,3,... 12.965 8.4 ug/L 372381 3 11.804 221576 5.0
Benzene, 1,2,4,... 13.020 15.1 ug/L 667690 3 11.804 221576 5.0
Bicyclo[4.2.0]o... 13.106 1.3 ug/L 59097 3 11.804 221576 5.0
1H-Indene, 2,3-... 13.286 10.4 ug/L 462677 3 11.804 221576 5.0
Benzene, 2,4-di... 13.402 1.1 ug/L 47940 3 11.804 221576 5.0
1H-Indene, 2,3-... 13.447 18.0 wug/L 797323 3 11.804 221576 5.0
1H-Indene, 3-me... 13.515 1.0 ug/L 44129 3 11.804 221576 5.0
Naphthalene, 1,... 13.618 3.3 wug/L 145351 3 11.804 221576 5.0
Benzene, (1,2-d... 13.778 3.1 ug/L 139084 3 11.804 221576 5.0
Benzene, (1-met... 13.830 3.5 ug/L 156297 3 11.804 221576 5.0
1H-Indene, 2,3-... 13.933 3.6 ug/L 158566 3 11.804 221576 5.0
Azulene 14.081 5.5 wug/L 241959 3 11.804 221576 5.0
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Naphthalene, 1-... 15.216 2.1 ug/L 92462 3 11.804 221576
Naphthalene, 2-... 15.405 0.8 ug/L 37696 3 11.804 221576

v un
[OR)
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