LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41  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\SFAMUTR111822WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51938.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 72 80 91 rBV 143549 175743 15.17% 0.693%
2 1.912 168 178 192 rBV 99244 144801 12.50% 0.571%
3 1.993 192 203 221 rVB 270498 380542 32.86% 1.500%
4 2.202 258 268 284 rvB 73629 108731 9.39% 0.429%
5 2.568 370 382 412 rBV2 200129 422026 36.44% 1.664%
6 3.041 515 529 535 rBV 157682 322451 27.84% 1.271%
7 3.083 537 542 553 rVB2 154143 261206 22.55% 1.030%
8 3.359 610 628 651 rBV 367292 822441 71.01%  3.243%
9 3.700 718 734 754 rVB2 57059 126732 10.94% 0.500%
106 3.835 760 776 778 rBV5 9809 17646 1.52% 0.070%
11 3.977 807 820 840 rVB2 27600 66184 5.71% 0.261%
12 4.089 840 855 870 rBV3 31393 79214 6.84% 0.312%
13 4.334 902 931 939 rBVv6 29143 86059 7.43% 0.339%
14 4.530 975 992 1007 rBV2 230767 557428 48.13% 2.198%
15 4.617 1008 1019 1043 rVB 161492 394473 34.06%  1.555%
16 4.999 1117 1138 1145 rBV7 22147 63586 5.49% 0.251%
17 5.060 1145 1157 1168 rVV2 157002 348329 30.08% 1.373%
18 5.125 1169 1177 1192 rVB5 77468 169228 14.61% 0.667%
19 5.298 1207 1231 1242 rBv4 24696 73274 6.33% 0.289%
20 5.388 1242 1259 1272 rBV 388802 922643 79.67% 3.638%
21 5.459 1273 1281 1306 rVB4 100317 292376 25.25%  1.153%
22 5.636 1309 1336 1347 rBV4 151607 416710 35.98% 1.643%
23 5.723 1347 1363 1376 rBvV2 337535 834968 72.10%  3.292%
24  5.848 1390 1402 1413 rBV 222492 443029 38.25% 1.747%
25 5.919 1413 1424 1433 rVV 187344 400733 34.60% 1.580%
26 5.983 1434 1444 1477 rVB4 186726 510326 44.06% 2.012%
27  6.131 1477 1490 1503 rBV3 26756 57998 5.01% 0.229%
28 6.247 1512 1526 1535 rBV 302435 588080 50.78%  2.319%
29 6.401 1563 1574 1584 rVB3 27400 50677 4.38% 0.200%
30 6.462 1584 1593 1606 rVvV 39778 67814 5.86% ©.267%
31 6.555 1609 1622 1639 rVB3 141712 310133 26.78% 1.223%
32 6.687 1650 1663 1672 rBV 212757 424110 36.62% 1.672%
33  6.761 1672 1686 1702 rVB2 512709 1158128 100.00% 4.566%
34 6.874 1714 1721 1732 rVB5 9665 17436 1.51% 0.069%
35 6.980 1742 1754 1766 rBV4 40390 90786 7.84% ©0.358%
36 7.070 1776 1782 1792 rVB2 23006 38892 3.36% 0.153%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41  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\SFAMUTR111822WMA.M
Title : TRACE VOA SFAM1.0
37 7.160 1793 1810 1826 rVV7 58394 192293 16.60% 0.758%
38 7.234 1827 1833 1855 rVB5 32162 75253  6.50% 0.297%
39 7.395 1868 1883 1892 rBV2 102915 198200 17.11% 0.781%
40 7.565 1916 1936 1960 rVB 115910 287788 24.85% 1.135%
41  7.758 1969 1996 2013 rVB5 70041 172719 14.91% 0.681%
42 7.858 2013 2027 2030 rBV3 99633 154090 13.31% 0.608%
43  7.896 2031 2039 2052 rVB 431923 755868 65.27%  2.980%
44  8.038 2071 2083 2091 rBV2 38613 78483 6.78% ©.309%
45  8.176 2112 2126 2137 rVB2 72394 179483 15.50% 0.708%
46 8.243 2137 2147 2165 rVB4 57803 131395 11.35% 0.518%
47  8.366 2166 2185 2190 rBV3 29903 66238 5.72% 0.261%
48  8.411 2190 2199 2224 rVB 145450 272545 23.53% 1.075%
49 8.552 2233 2243 2250 rBV3 20127 33892 2.93% 0.134%
50 8.629 2250 2267 2284 rVV 504383 948881 81.93%  3.741%
51 8.703 2286 2290 2297 rVV2 38769 61278 5.29%  0.242%
52 8.742 2297 2302 2309 rVB2 29670 39791 3.44% 0.157%
53  8.883 2332 2346 2355 rBV6 41013 91518 7.90% 0.361%
54 9.076 2392 2406 2418 rBV4 35143 65508 5.66% ©.258%
55 9.189 2425 2441 2453 rBV8 14936 37904 3.27% 0.149%
56 9.327 2472 2484 2498 rVB7 26018 46804 4.04% 0.185%
57 9.414 2498 2511 2527 rBV 414509 734114 63.39%  2.895%
58 9.510 2536 2541 2553 rVB5 35115 64312 5.55% 0.254%
59 9.571 2553 2560 2577 rVB3 11876 28860 2.49% 0.114%
60 9.693 2586 2598 2613 rVB4 49202 98882 8.54% ©.390%
61 10.481 2832 2843 2853 rBV 127462 199985 17.27% ©.789%
62 10.755 2917 2928 2940 rBV 179552 286200 24.71% 1.128%
63 10.902 2964 2974 2991 rBV 156232 246892 21.32% 0.973%
64 11.021 2996 3011 3020 rVV 25513 51014 4.40% 0.201%
65 11.086 3020 3031 3045 rVB 130727 200412 17.30% 0.790%
66 11.288 3081 3094 3113 rBV 103321 172288 14.88% 0.679%
67 11.465 3139 3149 3163 rVB 119496 188602 16.29% 0.744%
68 11.610 3182 3194 3197 rBV 41123 60583 5.23% 0.239%
69 11.642 3197 3204 3216 rVB 78813 127178 10.98% 0.501%
70 11.742 3224 3235 3244 rBV 33424 50236 4.34% 0.198%
71 11.809 3244 3256 3271 rVVW 402321 640728 55.32%  2.526%
72 11.893 3272 3282 3299 rVB 27502 49346 4.26% 0.195%
73 12.005 3307 3317 3327 rBV 29484 45611 3.94% 0.180%
74 12.095 3327 3345 3361 rVV2 273854 452438 39.07% 1.784%
75 12.189 3362 3374 3397 rVV2 530708 932929 80.55% 3.679%
76 12.301 3400 3409 3421 rVV2 23870 38074 3.29% 0.150%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41  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\SFAMUTR111822WMA.M
Title : TRACE VOA SFAM1.0
77 12.372 3422 3431 3443 rVB 40562 60555 5.23% 0.239%
78 12.462 3448 3459 3479 rBV 128008 215017 18.57% ©.848%
79 12.568 3479 3492 3499 rBV 368985 560772 48.42% 2.211%
80 12.610 3499 3505 3515 rVV 157413 244651 21.12%  ©.965%
81 12.677 3515 3526 3545 rVVW2 635136 1110715 95.91% 4.380%
82 12.861 3573 3583 3600 rVB2 29854 53102 4.59% 0.209%
83 12.970 3600 3617 3626 rBV 192281 304536 26.30% 1.201%
84 13.021 3626 3633 3648 rVB 127368 203415 17.56% 0.802%
85 13.111 3649 3661 3681 rBV4 40831 92375 7.98% 0.364%
86 13.246 3694 3703 3708 rBV2 37618 54272 4.69% 0.214%
87 13.291 3708 3717 3742 rVB 321139 554871 47.91% 2.188%
88 13.452 3756 3767 3781 rVB2 669499 1063238 91.81% 4.192%
89 13.520 3781 3788 3796 rVB3 26553 37953 3.28% 0.150%
90 13.626 3813 3821 3841 rVB5 15572 29297 2.53% 0.116%
91 13.732 3841 3854 3860 rBV3 31629 52541 4.54% 0.207%
92 13.783 3860 3870 3878 rVvV2 104691 191230 16.51% 0.754%
93 13.838 3878 3887 3898 rVVW3 71539 156697 13.53% 0.618%
94 13.909 3902 3909 3912 rVV2 70286 106906  9.23% 0.422%
95 13.938 3912 3918 3936 rVB2 138870 243447 21.02%  0.960%
96 14.285 4016 4026 4035 rBV5 26803 45282 3.91% ©.179%
97 14.343 4035 4044 4054 rVB3 24149 39773  3.43% 0.157%
98 14.481 4075 4087 4104 rBV3 34983 58208 5.03% 0.230%
99 14.668 4134 4145 4159 rBV4 22144 52248 4.51% 0.206%
100 14.873 4201 4209 4220 rVB3 17259 26949 2.33% 0.106%
Sum of corrected areas: 25361598
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU051938.D\data.ms
600000
500000
400000 3.359

300000 1.993

4.530

2.568
200000
1.597 617 5.060

1.9
100000 2.202 3.700

%947089 4.334 49

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 260 2.80 3.00 3.20 340 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: VU051938.D\data.ms

o

600000

8.629 121

500000
7.896

9.414 11.809

400000
300000 12.095
10.755
200000 o 55
7. 395 565 10481 11085, 44.465
100000 7o o3 : 11.642
E §7 234 8. 03 /\8 3 883, 03618933 51‘9 oz 11.640749 899
ol ‘

I
Time--> '9.00 950 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU051938.D\data.ms
12.677 13.452

600000
500000

400000 12.568

13.291
300000

200000 1lsl 12.970
12.46 13.938

021 13 783
100000
03 12.8611B-1B1246 1441@6348114 66
0 o . A 84.873

‘ T ‘ T
Time--> 12.50 13 OO 13 50 14 00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 12
R.T. EstConc Area Relative to ISTD R.T.
1.993 3.24 ug/L 380542 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 38
4 Pentane 72 C5H12 000109-66-0 28
5 Butanenitrile, 2-hydroxy-3-methyl- 99 C5HONO 010021-64-4 12
Abundance Scan 203 (1.993 min): VU051938.D\data.ms (-192) (-) m/z 43.10 100.00%
43.1
57.1
5000
“H‘_‘H“H‘W‘H“
‘ ‘ 72.1 1.60 1.80 2.00 2.20 2.40
bttt b L Mz 42.10 85.77%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.10 78.49%
15.0 ‘ 72.0
O\\\’\\\\‘\\‘\.\‘\\}\‘\\\i" }\\‘\\‘\\‘\\\\“1\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
1.60 1.80 2.00 2.20 2.40
27.0 57.0
5000 . m/z 57.10 75.62%
15.0
72.0
O 21 O :‘ww!;_mmm‘w_m
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol D MBS b K A S
42.0 1.60 1.80 2.00 2.20 2.40
m/z 56.10 25.83%
5000
27.
et 50 Mllleitiperrreregreeey || e
m/z--> 0O 10 20 30 40 50 60 70 80 90 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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 34
R.T. EstConc Area Relative to ISTD R.T.
2.202 0.92 ug/L 108731 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 64
Abundance Scan 268 (2.202 min): VU051938.D\data.ms (-258) (-) m/z 43.05 100.00%
43.0
5000
57.1
| ‘ 72‘-1 1.80 2.00 2.20 2.40 2.60
e AR m/z 42.05 60.14%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 BN RN
1.80 2.00 2.20 2.40 2.60
. m/z 41.10 51.14%
21.0 570 72.0 /
15.0 \‘\‘ \‘\ | \M‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane
43.0
1.80 2.00 2.20 2.40 2.60
5000 m/z 57.10 16.78%
27.0
57.0
15.0 ‘ ‘ ‘ 72.0
i e e e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane UMD I YA EBNSSD A
43.0 1.80 2.00 2.20 2.40 2.60
m/z 39.05 15.07%
5000 27.0
15.0 ‘ ‘ 570 70
ob—29 Ll U GO VIO AW
m/z--> 0 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
3.041 2.74 ug/L 322451 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
Abundance Scan 529 (3.041 min): VU051938.D\data.ms (-515) (-) m/z 43.10 100.00%
5000
71.1
55.1 86.1 2.80 3.00 3.20 3.40
Ol et O3 T nyz 42,05 86.71%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.80 3.00 3.20 3.40
270 m/z 41.10 44.18%
55.0
86.0
0 15.0 ‘ | ‘ | | ‘ |
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 50 70 80 90
Abundance #2053. Butane, 2,3—d|methyl—
42.0
2.80 3.00 3.20 3.40
5000 m/z 71.10 29.97%
71.0
27.0
55.0 86.0
15 0 ‘ Il | Il ‘ ‘
0 wm‘_m_m‘ RN FUI- LSSV FEMESISN S
m/iz--> 10 40 50 60 70 80 90 A
Abundance #2056: Butane, 2,3-dimethyl- R EEREREERESE
43.0 2.80 3.00 3.20 3.40
m/z 38.95 17.77%
5000
270 71.0
86.0
m/z--> 10 20 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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 18
R.T. EstConc Area Relative to ISTD R.T.
3.083 2.22 ug/L 261206 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
2 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 50
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 45
4 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 43
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 36
Abundance Scan 542 (3.083 min): VU051938.D\data.ms (-537) (-) m/z 43.10 100.00%
43.1
71.1
5000
57.1
2.80 3.00 3.20 3.40
| \‘ ‘ 86.1 9
o i e e e e m/z 71.10 60.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #2048: Pentane, 2-methyl-
43.0
2.80 3.00 3.20 3.40
270 57.0 m/z 41.10 38.86%
‘ | " 86.0
0 \H’HH’HH’HH“\H\i\‘\\\‘\\H\‘\H\l‘\\\\‘Hl\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8647: Hexane, 2,3-dimethyl-
43.0
70.0 2.80 3.00 3.20 3.40
5000 m/z 57.10 23.96%
27.0
o0 850 990 1140
T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2047: Pentane, 2-methyl-
43.0 2.80 3.00 3.20 3.40
m/z 42.10 21.21%
5000 71.0
57.0
270 ‘ 86.0
0 \H’HH’HH’\HH‘\\H“\‘H\‘\\‘!\‘\H\l\u\‘Hl\‘uu‘uu‘uu‘u
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
3.359 6.99 ug/L 822441 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 72
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
Abundance Scan 628 (3.359 min): VU051938.D\data.ms (-610) (-) m/z 57.10 100.00%
57.1
41.1
5000 A
e A RmaE R
| 69.1  gg.1 3.00 3.20 3.40 3.60
0 ‘H“H“H"_“w“H\JH‘VMLJM“MM‘H“H]‘H‘ m/z 56.10 85.04%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 41.0
N EEAENREEE SR
29.0 3.00 3.20 3.40 3.60
m/z 41.10 52.83%
‘ 71.0 g0
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\“}\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
I
“H‘W‘H‘_“W‘H‘_
29.0 410 3.00 3.20 3.40 3.60
5000 m/z 43.10 21.37%
15.0 ‘ 71.0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0 3.00 3.20 3.40 3.60
m/z 39.00 13.88%
29.0 41.0
5000
P X | Y L e
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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 6 2-Ethyl-oxetane Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
3.700 1.08 ug/L 126732 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 50
4 n-Hexane 86 C6H14 000110-54-3 50
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 43

Abundance Scan 734 (3.700 min): VU051938.D\data.ms (-718) (-) m/z 57.10 100.00%

57.1
5000 /\
86.1 B R | N—
‘ 71.1 3.40 3.60 3.80 4.00
0 H"H“‘H“_"w‘“w“u\ﬂmd‘u‘wﬁ“w“u“u m/z 41.10 70.28%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0
5000 \\\‘\\\\’\\\\‘\\\\‘\\\\
3.40 3.60 3.80 4.00
29.0 86.0 m/z 43.16  58.28%
71.0 ‘
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
“W‘H‘W“W‘H‘_‘H
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.10 56.47%
86.0
15.0 71.0 ‘
ottt et e M
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane R A REERS E
57.0 3.40 3.60 3.80 4.00
43.0 m/z 42.10  29.62%
29.0
5000
150 ‘ 86.0
71.0
o"“2:9""“H"‘11""‘;‘;"‘m_m‘mw!wm VRN RN VAVY
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
3.977 0.56 ug/L 66184 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 80
2 Furan, 2,3-dihydro-3-methyl- 84 C5H80 001708-27-6 74
3 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 72
4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 72
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 72
Abundance Scan 820 (3.977 min): VU051938.D\data.ms (-807) (-) m/z 69.10 100.00%
69.1
41.0
5000
84.1
R R A R
‘ 53.0 ‘ 3.60 3.80 4.00 4.20 4.40
0 ""H"‘m""‘“m"Ju‘Wh_H:‘mu“mw m/z 41.00 68.16%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1706: 2-Pentene, 4-methyl-, (2)-
41.0 69.0
5000 L L B LI B L I LR B
84.0 3.60 3.80 4.00 4.20 4.40
m/z 84.10 36.98%
27.0 55.0
O\\\‘\\\\‘\\\\‘\\\‘\“\\\\il‘\\\“\‘\H\‘\\\‘\“\\\\‘\\‘\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1630: Furan, 2,3-dihydro-3-methyl-
69.0
/\‘A(\,/‘\m
4L.0 o1 3.60 3.80 4.00 4.20 4.40
5000 ’ m/z 38.95 22.11%

27.0 55.0
190 | )
0 *Hw*wHHw*‘!w*‘W*Hi‘*”w””w*w‘*‘w”
m/z--> 0 10 20 30 40 50 60 70 80 90 J\
Abundance #1708: Cyclopropane, 1,1,2-trimethyl- 0 “HH”‘/‘\M,HH_HW
41.0

3.60 3.80 4.00 4.20 4.40
m/z 67.05 20.34%

69.0

5000
84.0
27.0 55.0

150
‘\ il L \ /”\/\ﬂ(\ |

ol 28 e B
miz--> 0 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 40
R.T. EstConc Area Relative to ISTD R.T.
4.089 0.67 ug/L 79214  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 90
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 90
3 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 90
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 90
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 90
Abundance Scan 855 (4.089 min): VU051938.D\data.ms (-840) (-) m/z 69.05 100.00%
41.0 69.0
55.1 841
5000
‘ 3.80 4.00 4.20 4.40
0 "w“H"H"‘H“H‘eﬂw‘mhlw‘umu;w‘wuhu‘_‘ m/z 41.00 94.13%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1702: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000 55.0 /\,
27.0 84.0 3.80 4.00 4.20 4.40
‘ m/z 55.10 64.69%
15.0 ‘
0 \\\1‘.\0\\\‘\\‘\\‘\\}1‘“\\1}!‘\\\“1‘}\\‘\H‘\“HH‘H‘H‘H
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0
69.0 o R e
3.80 4.00 4.20 4.40
5000 55.0 610 m/z 84.10 57 .907%
27.0 ’
so |
) A 11T 1 SO IR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1661: 2-Pentene, 3-methyl- R Y Vi S S
41.0 69.0 3.80 4.00 4.20 4.40
m/z 39.00 33.91%
5000 55.0 84.0
27.0
oboaso [ Ll L ),
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 38
R.T. EstConc Area Relative to ISTD R.T.
4.334 0.73 ug/L 86059 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
2 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 91
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 90
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 90
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 87
Abundance Scan 931 (4.334 min): VU051938.D\data.ms (-902) (-) m/z 69.10 100.00%
69.1
41.0
55.1 84.1
5000
4.00 4.20 4.40 4.60
il s :
o1 m/z 41.00 70.11%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1703: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000 55.0 T T T T T T
84.0 4.00 4.20 4.40 4.60
27.0 m/z 55.10 53.11%
OH‘HH‘H}‘\‘\H}‘}!‘H\i‘{h!\’\\\‘w\\H‘\‘\‘H‘H
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methyl-
55.0 69.0
41.0 AR AR
4.00 4.20 4.40 4.60
5000 m/z 84.10 52.45%
270 84.0
150 -
0 S YT 1 FROSO0T M 'S M
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methyl-, (2)- bt
41.0 4.00 4.20 4.40 4.60
69.0 m/z 56.10 23.78%
5000
70 55.0 84.0
so
R R B R R R B ERARa i SRasREaaEE
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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: Cyclic4.530 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.530 4.74 ug/L 557428 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 76
2 Cyclohexane 84 C6H12 000110-82-7 62
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 58
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 50
Abundance Scan 992 (4.530 min): VU051938.D\data.ms (-975) (-) m/z 56.05 100.00%
56.0
5000 41.0 69.1 l
R ARENEREENEaESEEE
‘ | ‘ ‘ 84.1 4.20 4.40 4.60 4.80
Ol e el el sl b m/z 69.10 44.86%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.20 4.40 4.60 4.80
m/z 41.05 44.85%
280 M ‘ 84.0
O \\\‘\\\\‘}?\-0\‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane
56.0
410 840 T T T T[T T T T T T
4.20 4.40 4.60 4.80
5000 m/z 55.05 25.30%
27.0
69.0
150 | ‘
0 "“2:9""“"Wl“_m}“mmM_Hu_m_mw
m/z--> 0O 10 20 30 40 50 60 70 80 90 /h\
Abundance #1659: Cyclobutane, ethyl- T e e
56.0 4.20 4.40 4.60 4.80
m/z 38.95 20.41%
41.0
5000
27.0
69.0
ot 80 Ul A ee A )
m/z--> 0O 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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
4.999 0.54 ug/L 63586 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 83
2 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 83
3 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 80
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 72
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 45

Abundance Scan 1138 (4.999 min): VU051938.D\data.ms (-1117) (-) m/z 56.10 100.00%
56.1
5000 41.0
81.1
‘ 77 1 ‘ 98.1 4.60 4.80 5.00 5.20 5.40
0 Hww_ww}mwu“ bttt m/z 41.00  43.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3777: 1-Pentene, 2,4-dimethyl-
56.0
43.0
5000
270 4.60 4.80 5.00 5.20 5.40
m/z 43.10 39.83%
70.0 830 980
O\\\‘]\-\5\0\‘\\\1“\\\}}1\\\“\‘\“\‘\\\‘\‘l\\\\’\‘\\\’\\\1’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3767: 1-Pentene, 2,4-dimethyl-
56.0 /\/\M
A T
21.0 4.60 4.80 5.00 5.20 5.40
5000 ' ITI/Z 81.10 27.57%
27.0
150 ‘ 700 530 980
0 H“H“.wH\;“ml}lmih“ “‘H““1‘m,“m,m!,uu
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3787: 2-Hexene, 5-methyl-, (E)- R A LY
56.0 4.60 4.80 5.00 5.20 5.40
43.0 m/z 55.85 24.55%
5000 27.0
69.0
15.0 ‘ ‘ 83.0 98.0
0“‘_J‘w‘ml‘u‘iH:H‘W!M‘Hﬂw“u,‘u‘,u‘w“u R o R SRS eLAT
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
5.125 1.44 ug/L 169228 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 68
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 64
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 64
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 64
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 59

Abundance Scan 1177 (5.125 min): VU051938.D\data.ms (-1169) (-) m/z 83.10 100.00%
83.1
55.1

5000 41.0 08.1

71.0

M | 4.80 5.00 5.20 5.40
0t bbb bl Ll m/z 55.18 82.88%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3765: 2-Pentene, 4,4-dimethyl-
53.0 83.0
41.0

5000 R AL PLA R4
4.80 5.00 5.20 5.40

98.0 m/z 41.05 42.83%

67.0
O\\\‘\\\\‘\\\\‘\\\\‘1\\\i‘\‘\!‘\‘\\‘\‘\u\\\\’\1\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3784: 2-Pentene, 2,4-dimethyl-
83.0
55.0

4.80 5.00 5.20 5.40

5000 410 m/z 98.10  36.42%
27.0 98.0
17.0 | | 670
o S 1 A R R M B
miz--> 10 20 30 40 50 60 70 80 90 100 ]h\
Abundance #3785: 2-Pentene, 2,4-dimethyl- H‘kuwﬁ\wmﬁ/
55.0 83.0 4.80 5.00 5.20 5.40
m/z 43.00  34.02%
5000 41.0
98.0
27.0
67.0
miz--> 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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
5.298 0.62 ug/L 73274 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 87
2 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 74
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 72
4 4-Methyl-2-hexene,c&t 98 C7H14 003404-55-5 64
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 64
Abundance Scan 1231 (5.298 min): VU051938.D\data.ms (-1207) (-) m/z 69.10 100.00%
69.1
41.0
5000
PO
‘ ‘ ‘ 98"1 1919 5.00 5.20 5.40 5.60
bt el Ll R m/z 41.05 76.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3762: 1-Pentene, 2,3-dimethyl-
410 690
5000
5.00 5.20 5.40 5.60
m/z 55.05 44.65%
98.0
150 il
0\\\\‘\\\\ \\i\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3796: 2-Hexene, 3-methyl-, (2)-
41.0 69.0
P e
5.00 5.20 5.40 5.60
5000 98.0 m/z 70.00 36.21%
140 |
O \\“1‘\‘w‘\m‘“‘u\H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3772: 1-Pentene, 2,3-dimethyl- & M‘\_ e
41.0 69.0 5.00 5.20 5.40 5.60
m/z 39.00 27.25%
5000
120 T
0 el lll bl b ey A AL ey
m/z--> 20 40 60 80 100 120 140 160 180 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.459 2.49 ug/L 292376  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 49
5 Hexane, 3-methyl- 100 C7H1le 000589-34-4 38

Abundance Scan 1281 (5.459 min): VU051938.D\data.ms (-1273) (-) m/z 56.10 100.00%

56.1
43.0
5000 71.1

| 85.0 g5 1 5.20 5.40 5.60 5.80
e i e e L TR T m/z 43,05 76.56%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0

o

5000 UL I B R
29.0 71.0 5.20 5.40 5.60 5.80
m/z 57.10 69.32%
RO Y . A"
0\\\’\\\\’\\\\’\\\\i\\\\’\\ \’\\\\“\\\\‘\\\\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 580
““
5.20 5.40 5.60 5.80
5000 ITI z 41.10 47 .55%
29.0 71.0
s e
R LR L L R R | R SRR NR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0 5.20 5.40 5.60 5.80

m/z 71.10  44.45%

5000
29.0 71.0
o 89 100

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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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: Cyclic5.636 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.636 3.54 ug/L 416710  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 83
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 72
3 2-Heptene 98 C7H14 000592-77-8 53
4 Isopropylcyclobutane 98 C7H14 000872-56-0 47
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 38
Abundance Scan 1336 (5.636 min): VU051938.D\data.ms (-1309) (-) m/z 56.05 100.00%
56.0 69.1
7 o831
5000 411
‘ ‘ ‘ 98.1 5.40 5.60 5.80 6.00
0 ‘H‘H‘W‘H‘_‘H‘H‘WMH‘wM“Hﬁhuuﬂﬂlu‘ulM‘u‘ m/z 69.10  83.47%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0
83.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\T/\‘
27.0 5.40 5.60 5.80 6.00
m/z 55.05 82.25%
‘ | ‘ ‘ 98.0
O\\\1‘.9\\‘]-\4\)‘\0\‘\\{1‘\\\\}\‘\\\“\‘}\‘\\\w‘\\\\‘\}\\‘\\\‘l‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
B R ARERRARELEE SR
41.0 69.0 5.40 5.60 5.80 6.00
m/z 83.10 74.83%
5000 83.0 /
27.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3703: 2-Heptene A REERE SR
410 56.0 5.40 5.60 5.80 6.00
' m/z 41.10  49.24%
69.0
5000 98.0
27.0
L o
0l rrrprrrrprrrr et e e
m/z--> 0O 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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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: Cyclic5.848 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.848 3.77 ug/L 443029 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
4 Formic acid, heptyl ester 144 C8H1602 000112-23-2 59
5 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 53

Abundance Scan 1402 (5.848 min): VU051938.D\data.ms (-1390) (-) m/z 70.10 100.00%

70.1
56.1
5000 41.0
83.1

‘ ‘ H 98.2 5.60 5.80 6.00 6.20
‘w“w“w“w“wk‘qﬂlﬁ“wh byl m/z 56.10 70.56%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
41.0
5000

5.60 5.80 6.00 6.20
210 83.0
: m/z 55.10 59.07%

150 | ‘ ‘ 98.0
\\’\\‘\\‘\\\!‘\\\\l\‘\\\“\‘l\\‘\‘\‘\‘} ‘\\\‘\“w\\\‘\\\!‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
s60 00 //\
41.0

5.60 5.80 6.00 6.20

o

o

5000 m/z 41.05 44.58%
27.0 83.0
90| |
0 H,‘H“H:JM“ﬂJ‘Hﬂﬂl“HW1M“quu“u“_“w
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 69.05 26.98%
41.0
5000
83.0
270 ‘ ‘ 98.0
oH,m“HH_HW“H‘Jl ‘\‘m\‘i wamwul_uw e SoRaEEL SUASVAS
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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36

Operator JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

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

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
. TRACE VOA SFAM1.0

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

Peak Number 17

(DEL) Alkane:

Cyclic5.919

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
5.919 3.41 ug/L 400733  1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 Cyclopentane, 002532-58-3 91
2 Cyclopentane, 002453-00-1 90

1
1,3- imethyl— 98 C7H14
3 Cyclopentane, 1,
1
1

trans- 98 C7H14 001759-58-6 90
4 Cyclopentane, 1,2- imethyl—, cis- 98 C7H14 001192-18-3 90
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 87

Abundance Scan 1424 (5.919 min): VU051938. D\data ms (-1413) (-) m/z 70.10 100.00%

56.1 70Q.
5000 Ll
83.1

‘ ‘ 98.1 5.60 5.80 6.00 6.20
‘H‘H‘W‘H‘_‘H‘H‘qﬂu‘mhL‘Hw:MHJ_‘H‘H:M‘H‘ m/z 56.10  92.66%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-

56.0 70.0
41.0
5000

5.60 5.80 6.00 6.20
27.0 83.0 m/z 55.05 73.04%
‘ Ly

‘ ‘ ‘ 98.0
\\\‘\H\‘]-ﬂr\Q‘\\H“\\\\l\‘\\\i‘i” \‘HH‘H\‘\“‘HH‘H\L‘HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0 N
41.0

5.60 5.80 6.00 6.20

5000 m/z 41.10 51.16%
27.0

“ H‘ \M‘

83.0
‘ 98.0
A |
10 20 30 40 50 60 70 80 90 100
#3830: Cyclopentane, 1,3-dimethyl-, trans-

ATl et U M.
m/z--> 0
L amaa
56.0 70.0 5.60 5.80 6.00 6.20

Abundance
41.0 m/z 69.10  37.22%

5000
27.0
83.0
‘ ‘ 98.0
10 140 | g ]

H‘HHWH,HHWH‘
5.60 5.80 6.00 6.20

o

o

o

o

0O 10 20 30 40 50 60 70 80 90 100

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 (DEL) Alkane: Cyclic5.983 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.983 4.34 ug/L 510326  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 87
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 68
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 64
Abundance Scan 1444 (5.983 min): VU051938.D\data.ms (-1434) (-) m/z 56.10 100.00%
56.1
70.1
5000 411
‘ ‘ ‘ 81.0 98.1 5.60 5.80 6.00 6.20 6.40
0 Wml‘mM“Hw_m‘_m m/z 70.18  75.05%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
41.0 70.0
5000
5.60 5.80 6.00 6.20 6.40
27.0 ‘ 83.0 98.0 m/z 55.10 48.12%
0\\\‘\\\‘1“\\\\i\‘\\\“\‘1 ‘\‘\\\‘}“\\\\[\‘\!\‘\\\J‘\\\\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-
56.0
A ARSRE N RN
700 5.60 5.80 6.00 6.20 6.40
5000 4L.0 m/z 41.10 40.03%
98.0
27.0 ‘ 83.0
0‘H_Hm‘lm‘i“luiu‘l e e e
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis- T
56.0 70.0 5.60 5.80 6.00 6.20 6.40
m/z 69.10 38.38%
41.0
5000
83.0
27.0 ‘ 98.0
0\\\‘\\\‘\‘i\\\\‘i!‘\\{‘\” “‘m“; ‘HH“MH‘H‘H“HH A e
m/z--> 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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
6.462 0.58 ug/L 67814  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 91
2 3-Methyl-3-hexene 98 C7H14 003404-65-7 91
3 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 91
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 91
5 4-Methyl-2-hexene, c&t 98 C7H14 003404-55-5 90
Abundance Scan 1593 (6.462 min): VU051938.D\data.ms (-1584) (-) m/z 69.10 100.00%
69.1
41.0
5000
55.0 98.1
83.1 6.20 6.40 6.60 6.80
Ottt L nz 41.00 65.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3786: 2-Hexene, 3-methyl-, (2)-
41.0 69.0
5000 55.0
270 98.0 6.20 6.40 6.60 6.80
m/z 98.10 41.16%
S T YL s
O\\\‘\\‘\\‘\\}\‘\\\}’\\\\i‘\}\‘\‘\\\u‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3727: 3-Methyl-3-hexene
41.0
69.0
6.20 6.40 6.60 6.80
5000 55.0 m/z 55.05 37.50%
98.0
27.0
83.0
ok 22 L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3796: 2-Hexene, 3-methyl-, (2)-
41.0 69.0 6.20 6.40 6.60 6.80
m/z 70.05 30.66%
55.0
5000 98.0
27.0
83.0
14.0 ‘
oHw‘HwHH‘_‘HH‘H‘;‘MH_ww_“www ‘M,‘
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.555 2.64 ug/L 310133  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
2 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 83
4 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 83
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 80
Abundance Scan 1622 (6.555 min): VU051938.D\data.ms (-1609) (-) m/z 55.10 100.00%
55.1 83.1
5000 41.0 98.1
69.1
‘ | H “ 1265 6.20 6.40 6.60 6.80
0 H_WHW;\1“”;‘:3“‘_‘“::m‘wlu_ulquw_wm m/z 83.10  92.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
5000
41.0 98.0 6.20 6.40 6.60 6.80
270 69.0 m/z 98.10 47.78%
O H‘HH‘\H‘\“H\\“\‘\\\“\‘}1\‘\\\‘\“\\\\‘\1\\‘HH“HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3813: 2-Pentene, 3,4-dimethyl-, (2)-
55.0
83.0
6.20 6.40 6.60 6.80
5000 41.0 m/z 41.05 47.17%
27.0 98.0
‘ ‘ 69.0
0 H_JH_H“W‘;1“”;““1“”““‘;w_m_Huw‘_m_m_m‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3808: 2-Pentene, 3,4-dimethyl-, (2)- EREae ARAREERER T
55.0 83.0 6.20 6.40 6.60 6.80
m/z 81.10 27.26%
5000 41.0
98.0
0 wm_m“m“‘“"‘Nw““;uwlu_m_m_m_m_m‘ P D e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 21 (DEL) Alkane: Cyclic6.980 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
6.980 0.77 ug/L 90786 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 72
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 58
3 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43
4 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 38
5 3-Hexene, 2,5-dimethyl-, (E)- 112 C8H16 000692-70-6 38
Abundance Scan 1754 (6.980 min): VU051938.D\data.ms (-1742) (-) m/z 69.10 100.00%
69.1
41.0 55.0
5000
83.1
‘ i | ‘ %1 1121 6.60 6.80 7.00 7.20 7.40
0 b e e m/z 68.10 84.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
55.0
5000 \‘HH‘HH‘\H/%\”\/‘\T‘\
27.0 6.60 6.80 7.00 7.20 7.40
m/z 55.00 58.98%
‘ 83.0
O\\\‘]-ﬁh()\‘\\}!’\\\\}\‘\\\“\u\‘\‘\\\‘\"1\\\‘\WH‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3747 Cyclopentane, ethyl-
69.0
41.0 6.60 6.80 7.00 7.20 7.40
5000 55.0 m/z 70.10 58.45%
27.0 ‘ g30 980
0 HwH'H_HH,‘H‘;“m_‘1“WH“,mH_m‘m“,uwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3798: Cyclopropane, 1,1-diethyl-  RARRNREEZE TSy e
41.0 69.0 6.60 6.80 7.00 7.20 7.40
55.0 m/z 41.00  58.35%
5000
27.0 98.0
‘ ‘ 83.0
0 ‘H‘HMW‘:H,m:‘“m““1““”““,”H““H“m,mwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36

Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 22 Cyclohexene, 3-methyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
7.160 1.63 ug/L 192293  1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 76
2 Cyclohexylmethyl formate 142 C8H1402 002888-49-5 64
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 62
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 62
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 62
Abundance Scan 1810 (7.160 min): VU051938.D\data.ms (-1793) (-) m/z 81.10 100.00%
81.1
55.1
5000
41.0 68.1 96.1
‘ H 112.1 6.80 7.00 7.20 7.40
0 e prerepere el ‘HsmH,‘mU‘_M!HW m/z 55.10  72.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl-
81.0
5000
67.0 96.0 6.80 7.00 7.20 7.40
380 o ' m/z 83.10 59.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #22657: Cyclohexylmethyl formate
55.0 81.0
e R
6.80 7.00 7.20 7.40
5000 41.0 9.0 m/z 67.05 49.99%
68.0
27.0 ‘
om_‘H_‘““,‘HH‘iHm‘Mu,ulWH“1:H,HMM_MW_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3238: Cyclohexene, 1-methyl-

81.0 6.80 7.00 7.20 7.40
m/z 79.10 34.07%

5000 390 550 68.0 96.0

S

S|
| i il all 1l I

m/z-->

o

10 20 30 40 50 60 70 80 90 100 110

6.80 7.00 7.20 7.40

SFAMUTR111822WMA.M Mon Nov 21 17:59:33 2022

Page:

26



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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: Cyclic7.234 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
7.234 0.64 ug/L 75253  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 72
2 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 56
3 1-Heptanol 116 C7H160 000111-70-6 53
4 Cyclopropane, pentyl- 112 C8H16 002511-91-3 50
5 1-Nonanol 144 C9H200 000143-08-8 50
Abundance Scan 1833 (7.234 min): VU051938.D\data.ms (-1827) (-) m/z 70.10 100.00%
70.1
56.1
5000 41.0
o1 NN
97.0 P e e
I ‘ i T 7.00 7.20 7.40 7.60
Ot prerrprereprre b bl S m/z s6.18 84.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0
5000 \\\\‘\\\\‘\\\\‘\\/\A\/‘k\\\
41.0 7.00 7.20 7.40 7.60 .
84.0 112.0 m/z 55.10  68.55%
27.0 ‘ ‘ 97.0
O\\‘\\\\‘\\\‘\“\\\\“\‘\\\‘\w\‘\\\w‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7667: cis-1-Butyl-2-methylcyclopropane
55.0 70.0
42.0
7.00 7.20 7.40 7.60
5000 m/z 41.00 42 .55%
83.0 112.0
| ‘ | 970
o} S A /B | U
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9441: 1-Heptanol R AL
56.0 70.0 7.00 7.20 7.40 7.60
430 m/z 69.10 38.67%
5000
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 24 Cyclobutane, (1-methylethyl... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

7395 1.69 ug/l 198200 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

yclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 81
,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 80
,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
yclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72
yclohexene, 3-methyl- 96 C7H12 000591-48-0 64

uuhwNneE
NN wWN N

Abundance Scan 1883 (7.395 min): VU051938.D\data.ms (-1868) (-) m/z 81.05 100.00%

81.0
5000
96.1

39.0 531 67.0 7.00 7.20 7.40 7.60 7.80
‘Wm_m"HMWNHWM‘:‘_‘M‘M‘;‘J“u_‘l“lﬂ"l“_ m/z 79.10  34.91%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000

7.00 7.20 7.40 7.60 7.80

o

‘ 530 70 96.0 m/z 96.10 28.60%
O\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\‘\‘\‘\\\‘\“1\\\‘\\‘!\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3261: 2,4-Hexadiene, 2-methyl-
L
BaRAAEEEEE RS SR e
7.00 7.20 7.40 7.60 7.80
5000 410 96.0 m/z 67.05 14.37%
27.0 530 670
0 u‘:wH‘;Hme_ww_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3253: 3,5-Dimethylcyclopentene R AAAREEEE SRS AR
81.0 7.00 7.20 7.40 7.60 7.80

m/z 76.95 13.74%

5000 L
39.0
27.0 53.0 96.0 M/M j\/\
67.0
0 150 ‘\\ M m‘w Ll L1 \‘

\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ BEERERESEEEEEE RSN R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 26 Cyclohexene, 1-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.758 1.47 ug/L 172719 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 87
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 74
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 68
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 68
Abundance Scan 1996 (7.758 min): VU051938.D\data.ms (-1969) (-) m/z 81.10 100.00%
81.1
5000 67.0
55.1 96.1
39.0
‘ ‘ ‘ ‘ 110.0 7.40 7.60 7.80 8.00
o"_m_m‘m;‘:m;‘almHu‘m‘mmH‘:‘l“u_w;”w m/z 67.05 46.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl-
81.0
2000 740760 7.808.00
67.0 . . . .
96.0
s70 00 52.0 m/z 79.05  33.86%
O\\‘\\\\‘\\\\‘\\\\“\\\\‘HH\\‘\\w\‘\\\‘\“}\\\‘\\‘\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
7.40 7.60 7.80 8.00
5000 67.0 m/z 96.10 32.35%
55.0 96.0
27.0 ‘
oH1“5‘9“”““HH“W‘MHH_mw““!‘wmu_ww_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3230: Cyclohexene, 1-methyl- “H““‘H,““ﬁ#¥xp
81.0 7.40 7.60 7.80 8.00
m/z 68.10 31.03%
5000 67.0 96.0
55.0
7020 | Jan AL
oH_H?_m‘w\‘\m‘_\l”_Mm‘H_mw_m_ RANSONAVENYa'S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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: Cyclic8.038 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
8.038 0.53 ug/L 78483  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 68
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 68
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
4 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 59
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 59

Abundance Scan 2083 (8.038 min): VU051938.D\data.ms (-2071) (-) m/z 97.10 100.00%

97.1
55.0
5000 69.1
41.0
R R O
M ‘ ‘ 112.1 7.80 8.00 8.20 8.40
o‘H‘HH‘m‘,‘mi‘m‘u“HW!_HM‘M‘!Hm‘kl_mgluw m/z 55.05  70.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7613: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 690 L B LA LA BN B L
41.0 7.80 8.00 8.20 8.40
m/z 69.10 49.34%
27.0 84.0 112.0
O\\\‘\\\\‘\\\‘\"\\\\“\‘\\\‘1\\‘1‘\\\Wl\\\\‘\‘1\\‘\\‘11‘\\\\‘\\.\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0 R R
7.80 8.00 8.20 8.40
5000 41.0 69.0 m/z 56.10 37.84%
27.0
“ ‘N Ll 840 11?0
) A R 1 N ) i B i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7677: Cyclohexane, 1,3- dwneWwL cis- R AR
55.0 97.0 7.80 8.00 8.20 8.40
m/z 41.00 36.60%
5000 41.0
69.0 112.0
27
e
0"W‘H‘_‘HW‘H‘H‘WMH‘MH‘_‘HVM‘W‘HW‘H‘_‘H“ N AEBEREEEAEE LS
m/z--> 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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 28 (DEL) Alkane: Cyclic8.243 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
8.243 0.89 ug/L 131395 Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 93
2 Cyclohexane, 1,2-dimethyl-, trans— 112 C8H16 006876-23-9 93
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 74
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 74
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 74

Abundance Scan 2147 (8.243 min): VU051938.D\data. ms (2137) ()| 'm/z 97.10 100.00%
55.1 97.

5000 41.0
112.1
83.0
s aREA R I S
‘ H ‘ ‘ ‘ ‘ 8.00 8.20 8.40 8.60
0ttt bl w2 518 93.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
53.0 97.0
41.0
5000 ' 8.00 8.20 8.40 8.60
27.0 69.0 112.0 . : 408,

‘ 83.0 m/z 41.00 45.66%

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

o

 RAEEmEERE S
41.0 8.00 8.20 8.40 8.60
5000 m/z 56.05 37.09%
69.0 1120
s
0“W‘H‘_Hww‘H‘m‘wﬂﬂw‘uww‘H‘m‘wu‘h‘u‘_uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans- A
55.0 97.0 8.00 8.20 8.40 8.60
m/z 112.10 34.46%
41.0
5000
27.0 69.0 112.0
| ] I
o‘H‘HH"H‘,"H_“H‘mmHmt"H““!HMWW‘_ BV, VTASA VA S
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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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library

: VUe51938.D
: 19 Nov 2022 07:36
JC/MD
: N5685-06
: 25.0mL/MSVOA_U/WATER
: 41 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\VU111922\

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA .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 29 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
8.411 1.86 ug/L 272545  Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 78
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 70
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
Abundance Scan 2199 (8.411 min): VU051938.D\data.ms (-2190) (-) m/z 95.10 100.00%
95.1
5000
67.1 110.1
390 531 ‘ 79.1 | 8.00 8.20 8.40 8.60 8.80
0 waH‘W‘MHMMwuw“;‘puH“‘;lwm‘uw m/z 67.10  24.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 [ L AL B
67.0 8.00 8.20 8.40 8.60 8.80
m/z 110.10 21.37%
270 390 550 79.0 s /
O\\‘]\_\5\‘\0‘\\\“‘\\\\“‘\\\\i‘}‘\‘\\‘\\‘\}‘\\\‘i‘i“\\\\“\‘\1\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
Y
A VIOV W B
8.00 8.20 8.40 8.60 8.80
5000 m/z 93.10 14 .64%
67.0 110.0
410 550 82.0 '
27.0 ‘ ‘
0‘“H‘W“ﬁuu‘hu‘HpNMW‘HﬂuHJﬂM‘HHM1W“HwH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 WAJ\‘ ﬁ“\vA
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl- R e I RRARERE
670 95.0 8.00 8.20 8.40 8.60 8.80
’ m/z 91.10 12.25%
41.0
5000 55.0
27.0 110.0
79.0 '
0 ‘wl‘?ic‘)_‘:‘l“m}:hH;‘:‘:mu“‘“w‘;‘;‘”H‘M“!Wm_w N S
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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 30 Methyl ethyl cyclopentene Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
8.883 0.62 ug/L 91518  Chlorobenzene-d5 9.414

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 91
2 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 86
3 1,4-Heptadiene, 3-methyl- 110 C8H14 001603-01-6 80
4 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 64
5 2,4-Hexadiene, 3,4-dimethyl-, (E... 110 C8H14 002417-88-1 55

Abundance Scan 2346 (8.883 min): VU051938.D\data.ms (-2332) (-) m/z 81.10 100.00%
81.1
95.0
5000 67.0 110.1 N A
39.0 “w“u“u‘_“w“u
I 5‘5"0 m ] 8.60 8.80 9.00 9.20
o R e A1 A O m/z 95.05 57.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6734: Methyl ethyl cyclopentene
81.0
95.0
5000 67.0
110.0 /860880900920
39.0 m/z 67.05 44.41%
270 530 ‘
0\\‘\\\\‘\\\M“\\\\‘\\\\i‘\‘\‘\\‘\‘\‘\l“\\\‘\‘!\\\“\‘\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6762: 1-Ethyl-5-methylcyclopentene
81.0
P T T T
8.60 8.80 9.00 9.20
95.0 .
5000 67.0 ITI/Z 110.10 39.41%
39.0 110.0
27.0 ‘ 53.0 ‘
14.0 ‘ ‘
0“‘wa“u‘u‘w“HH$LWNJHWHJME‘Hﬂﬁlw“uwu“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6733: 1,4-Heptadiene, 3-methyl- e RSRRAEawa AL
81.0 8.60 8.80 9.00 9.20
67.0 m/z 79.05 26.31%
41.0 55.0 95.0
5000 27.0
110.0
15.0 ‘
0ol el 1!1“»“!‘\_”“‘!‘wwwwww ““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 31 Benzene, propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.902 1.93 ug/L 246892 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 81
2 Benzene, propyl- 120 C9H12 000103-65-1 81
3 Benzene, propyl- 120 C9H12 000103-65-1 81
4 Benzene, propyl- 120 C9H12 000103-65-1 74
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
Abundance Scan 2974 (10.902 min): VU051938.D\data.ms (-2964) (- | m/z 91.05 100.00%
91.0
5000
1050 1100
39.0 1 hl : :
ol b LA 2811 s 126,18 21.61%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 -~ BVes
10.50 11.00
m/z 92.10 10.61%
39.0 L
O-— ‘\‘i‘ \“\“\ ‘\“‘J\-z\‘.\ow‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
— Aph A
10.50 11.00
5000 m/z 65.10 9.61%
¥ | | sz
0] R R i e i e e
miz—-> 50 100 150 200 250 j\ /K A
Abundance #10701: Benzene, propyl- A R R
91.0 10.50 11.00
m/z 78.10 5.75%
5000
ol 0 ame L A
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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 32 Benzene, 1l-ethyl-2-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.288 1.34 ug/L 172288 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3094 (11.288 min): VU051938.D\data.ms (-3081) (- | m/z 105.10 100.00%
105.1
5000
o 170 11.00 11.50
0 ‘H_"m‘mhm”M‘m‘;w‘:‘w,uM,W,W_WZ‘Q‘?% m/z 120.10  30.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 v L
11.00 11.50
m/z 91.10 13.06%
77.0
0 %lwsw.‘ow‘\:\s\g“.(\)\‘\\“\‘H\M‘\\1\‘H‘H‘\H"\H\’HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
11.00 11.50
5000 m/z 77.00 11.26%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Benzene, 1-ethyl-4-methyl- . el ‘/\
105.0 11.00 11.50
m/z 79.00 9.22%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 Benzene, 1-methyl-4-propyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.642 0.99 ug/L 127178 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 91
2 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 90
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 83
4 Benzene, 1l-methyl-4-propyl- 134 CleH14 001074-55-1 83
5 Benzene, (1-methylpropyl)- 134 C1leH14 000135-98-8 83
Abundance Scan 3204 (11.642 min): VU051938.D\data.ms (-3197) (- | m/z 105.10 100.00%
105.1
5000
51.0 77f | 13?1 11.50 12.00
Orrprrrrprrrr e e m/z 77.00 10.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 ka\
5000 T T T /\j\/\\/\
11.50 12.00
134.0 m/z 79.00 10.61%
77.0
O\\‘HH‘%Z\'RH\“H?:‘IT\.?\‘\‘\‘H‘H\m‘\\H“i\\\‘\‘}!\‘H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17049: Benzene, 1-methyl-4-propyl-
105.0
w L W Sl
11.50 12.00
5000 ITI/Z 106.05 9.78%
134.0
L1580 390 60 10 | ‘
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17046: Benzene, (1-methylpropyl)- e T
105.0 11.50 12.00
m/z 134.05 9.46%
5000
134.0
77.0
27.0 51.0 f/\
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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA .M

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 34 Benzene, 1,2-diethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.095 3.53 ug/L 452438  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 86
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 70
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 64
4 Indane 118 C9H1e 000496-11-7 59

5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 50

Abundance Scan 3345 (12.095 min): VU051938.D\data.ms (-3327) (- | m/z 117.10 100.00%
117.1

5000

39.1 63.1 ‘ 12.00
H‘HH_H‘_HLm‘quﬂﬂUu_mM‘uhuH‘MHMH‘LHWHMWH m/z 105.10  77.74%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
T

91.1 134.1
|

o

5000 134.0 T
12.00
77.0 m/z 119.05 77.55%
50 | 7 sroy L]
O\\‘H\\‘\\H“H\\’\\H‘“H‘\H\\\‘\H\‘H\\"U\H‘HH’HH‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0 AJ\
e ‘
12.00
5000 ITI/Z 115.10 48.37%
39.0 63.0
0“%ﬁﬂ‘ﬁwH‘LHHHhﬁpwuwwﬁw‘ﬂﬂ‘HMM‘“WM‘HW‘HW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁ¥ﬂ
Abundance #17029: Benzene, 1,4-diethyl- Tty
105.0 12.00
m/z 118.10  44.58%
5000 134.0
77.0
27.0 ‘
0“_Hw‘HWHHMHHWM‘NLW‘HWHHUMHMW‘MNM‘HWHM‘H A ‘A
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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 35 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
12.462 1.68 ug/L 215017 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95
5 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95

Abundance Scan 3459 (12.462 min): VU051938.D\data.ms (-3448) (- | m/z 119.10 100.00%
119.1

5000 j

91.0 T T T T I T T

w0 o5 || e

0t el L AT m/z 134,05 32.95%

miz--> 0O 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
M ISR R

5000
12.50
m/z 91.05 17.73%
150 3?'0 65.0 | 135.0
0 \‘\\\‘\ T \‘\ T "‘\ \‘M‘\ ‘H‘\ T \‘H‘ T T ,‘1‘\ \M Tt T
miz--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
/\ T T ‘ T
12.50
5000 ITI/Z 105.10 15.24%
91.0
15.0 39“0 65.0 | ‘ ‘ | 135.0
S L S i
m/z--> 0 20 40 60 80 100 120 140
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0 12.50

m/z 117.05 11.42%

5000
91.0
39.0 65.0 ‘ l?TS'O
| | Ly nh ‘H . h‘\ H\‘ |
M M YA S N A 1 s it

m/z--> 0 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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 41

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA .M

. TRACE VOA SFAM1.0

: 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 36 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.568 4.38 ug/L 560772 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 95
2 p-Cymene 134 CleH14 000099-87-6 95
3 o-Cymene 134 CleHi4 000527-84-4 95
4 o-Cymene 134 CleHi4 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3492 (12.568 min): VU051938.D\data.ms (-3479) (- | m/z 119.05 100.00%
119.1
5000
134.0 AJ\
91.0 i ‘
mo @0 [
0 e e e m/z 134.00  28.57%
miz--> 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 /U\ AL :
12.50
91.0 134.0 m/z 91.05 16.08%
390 650 ‘ ‘
0 \1\5\.0‘\‘\ T \“‘\ \“1‘\ “‘1‘\ T \‘H‘ Tt “m\ \‘M T T
miz-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0 ka
L —
12.50
5000 m/z 117.05 10.80%
91.0 134.0
41.0 65.0
0\\\‘\ﬁ\\H“\M\‘HU\\M\\wu‘WH\\w\\\H‘\\
m/iz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0 12.50
m/z 120.10 9.81%
5000
134.0
410 91.0 ‘ J\
. 65.0
0 \\\‘\M\\w\\\\”MJ\\”W\\M\‘W\\WW\\\H o A]\ s A\\ e
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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 (E)-1-Phenyl-1-butene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.610 1.91 ug/L 244651 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 90
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@OH12 000768-00-3 87
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 86
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 86
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 83

Abundance Scan 3505 (12.610 min): VU051938.D\data.ms (-3499) (- | m/z 117.10 100.00%
1

11y.
5000
91.1

390 650 | 12.50 13.00
0 H“H‘w_uhuwuuwww‘m“w““‘H“H“_“EQ79 m/z 132.05  46.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16123: (E)-1-Phenyl-1-butene
11v.0
5000 e —
91.0 12.50 13.00

m/z 115.10  35.16%
|l

51.0
28.0 ‘
\\\‘\‘1{\“\\MH\““}‘\\H}H‘\\}\‘w\\!’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
‘ Ly

I ‘
12.50 13.00

o

5000 ITI/Z 131.05 15.12%
91.0
270 °1° ‘ I
Ot el ol e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene A e
117.0 12.50 13.00
m/z 91.10 14.88%
5000
91.0
2.0 51\'0 | ‘ Il j\/b
0‘H‘Hm“uku“l‘mw“H‘:“”1“”‘,“1““‘mwm‘mwm o T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 1Indan, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.677 8.67 ug/L 1110720 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 86
Abundance Scan 3526 (12.677 min): VU051938.D\data.ms (-3515) (- | m/z 117.1@0 100.00%
117.1
5000
132.1
=45 —
bt i i bl il m/z 115.05 33.51%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000 ‘2‘6 ‘de
132.0 12.5 13.
910 m/z 132.05 27.67%
39.0 65.0 ' ‘
0 \‘\H‘\‘H\\“\\\\i‘\‘\\‘\‘\w‘\\‘\\\‘\‘\\\\“H\\‘\\H‘HH‘\HH‘\‘\H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0
— —
12.50 13.00
5000 132.0 m/z 91.10 13.81%
39.0 63.0 77.0 91“0 ‘
0“H‘wu‘ﬁu‘w\HWHMW‘H\_H‘_H‘MHH_‘H_‘mpMH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 1250 1300
m/z 118.10 9.96%
5000 132.0
91.0
77.
o220 20 L D e
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 1250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36

Operator JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 41

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA .M

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 39 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.970 2.38 ug/L 304536 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95

Abundance Scan 3617 (12.970 min): VU051938.D\data.ms (-3600) (- | m/z 119.10 100.00%
119.1
91.0 T ‘ T T T
39.0 65.0 ‘ 13.00
Ol prrrrrreereedor e e e oo i bbb - m/z 134,05 47.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 J\
5000 T T T
13.00
390 m/z 91.05 16.88%
" 65.0 970
OH‘HH‘HH‘HH“HHi‘“\\\‘\‘m\‘\HM“\H\‘\H\‘\w\\‘Hw\l\\\\‘\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
e
13.00
5000 134.0 m/z 133.05 10.79%
0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 fﬂq
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- (AR A“‘ ‘
119.0 13.00
m/z 120.10 10.05%
134.0
5000
91.0 fU\
41.0
63.0
0‘w‘H‘_HM_‘Hﬂ‘HiMH‘M;WHJm‘HW‘H‘NW‘_mUM‘HMMH‘H‘ x“ /\ PR Jﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 40 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.021 1.59 ug/L 203415 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94

Abundance Scan 3633 (13.021 min): VU051938.D\data.ms (-3626) (- | m/z 119.10 100.00%
119.1
011 = —y
390 651 | [ 1351 13.00
Ottt m/z 134.05 41.77%
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 WRES JL
13.00
m/z 91.10 14.55%
39.0 91.0
15.0 ‘- 65.0 ‘ ‘ ‘ 1%5.0
O\\‘\‘\‘\\\“\\“i‘\“i‘\\\H‘\\\\‘W\\w“\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
T [
13.00
5000 ITI/Z 133.05 10.05%
91.0
39.0 65.0 ‘ 1%5.0
O ““H“N‘“;‘u S TR P R
miz--> 20 40 60 80 100 120 140 J\/\
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- ‘ A\ - I
119.0 13.00
m/z 120.10 9.79%
5000
390 91.0 M
. 65.0 135.0
0‘1‘5"(‘)“"““H“m“;‘u‘““‘H‘;“‘1““1‘lu?“‘uu /‘\‘ s J\‘
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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method :
: TRACE VOA SFAM1.0

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA .M

: 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 41 Benzene, (3-methyl-2-butenyl)- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
13111 072 gl 92375  1,4-Dichlorobenzene-d4  11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93

000769-57-3 89
000769-25-5 81
004175-53-5 76

2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14

5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 76
Abundance Scan 3661 (13.111 min): VU051938.D\data.ms (-3649) (- | m/z 131.00 100.00%
131.0
5000
910 1150
390 642 ‘ M H H 1%8.2 13.00 13.50
O e el b Ll myz 146,05 29.13%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
1 1
5000 B B e s S e e B
13.00 13.50
39.0 650 1150 m/z 91.85 25.47%
S O
0+ \‘\ T \‘“‘\ \‘i‘\ \H‘\ “H 1 ‘\”1“‘ T \‘1 T “‘U‘\ T “‘ \‘\ T “1 ‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
P -
13.00 13.50
5000 91.0 m/z 119.05 21.83%
115.0
e |
| if Ll Ly if |
I T N NI W e
miz--> 20 40 60 80 100 120 140
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- T L
131.0 13.00 13.50
m/z 115.00 21.65%
5000 91.0
115.0
39.0
‘ 65.0 ‘ ‘ 1?7.0
o"1‘5"?“”m‘w‘:%p‘l“‘m‘“‘Hw‘ph‘u”“ Al DV PRV
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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 42 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.291 4.33 ug/L 554871 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 86
3 Benzene, (2-methyl-1-propenyl)- 132 C1leH12 000768-49-0 86
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 81
Abundance Scan 3717 (13.291 min): VU051938.D\data.ms (-3708) (- | m/z 117.10 100.00%
117.1
5000 1321
e T
390 64.0 911 “ 13.00 13. 50
Obeprrerprreepremtpereetierrplee it m/z 132,05 38.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 T
132.0 13.00 13, 50
m/z 115.05 %
390  g59 910 ‘ ‘
0\\‘HH‘H\‘\‘\\H“HH}‘UH\H‘U\\‘H\M‘HH‘\H\‘HH’HH‘\H‘“‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16120: Benzene, 2-butenyl-
117.0
132.0 /13 .00 13. 50
z 131.05 %
5000 91.0
39.0 65.0 ‘
o"""‘_‘“""H“w;‘w"J:“""“!"""‘Wm,uH_H‘w“ﬂm_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0 132.0 13.00 13. 50
’ m/z 91.10 %
) M
39.0 65.0 ‘
o S PP W SO | o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13. 00 13. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 3-Phenylbut-1-ene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.452 8.30 ug/L 1063240 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1leH12 000768-00-3 86
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 74
5 Benzene, (2-methyl-2-propenyl)- 132 Cl1eH12 003290-53-7 72
Abundance Scan 3767 (13.452 min): VU051938.D\data.ms (-3756) (- | m/z 117.10 100.00%
117.1
5000
P
51.0 971 13.50
Ol e MM 2079 /7 132,05 36.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
11v.0
5000 T
1350
m/z 115. 32.38%
390 g5g 910 ‘ ‘
O‘\‘\\\“\\“”\“‘U\\\“\\\\‘\\\!‘\‘U\‘\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
1350
5000 m/z 131.0 19.24%
91.0
390 g5p ‘ ‘
At Y T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 1350
14.99%
5000
91.0
51.0 ‘ ‘
o‘2‘7‘9‘\m‘m‘w‘w“MHHphml"MH,‘m_m_m_m M
m/z--> 20 40 60 80 100 120 140 160 180 200 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 44 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.783 1.49 ug/L 191230 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 90
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 83
Abundance Scan 3870 (13.783 min): VU051938.D\data.ms (-3860) (-~ | m/z 131.05 100.00%
131.1
5000
g0 50 13.50 14.00
Lol ‘ | | 207.0 o
Oty el el 59 m/z 146.05  24.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 /\ j /\ j
1350 1400
39.0 m/z 129.85 23.18%
O \“1‘\“1‘}\\‘\\‘1\“‘”\\”“\m\“1“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
1350 1400
5000 91.0 m/z 128.00 18.05%
39.0
65.0
0 15.0 |
- \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- ‘ e :
131.0 13.50 14.00
m/z 115.05 17.83%
5000
91.0
51.0 ‘ |
Ot N T | Y IS
m/z--> 20 40 60 80 100 120 140 160 180 200 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 45 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.838 1.22 ug/L 156697 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 95
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 94
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81
Abundance Scan 3887 (13.838 min): VU051938. D\data ms (-3878) (- | m/z 131.05 100.00%
131.
5000
91
51.0 710 h 1820 13.50 14.00
0 Hw‘Hmw‘u“shwHmp‘“m“_ et m/z 133.85  37.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- m
131.0
5000 T T A‘
13 50 14.00
390 91.0 m/z 146.05 36.03%
0 630 ‘
O \\\‘\‘\\\“\\‘\\“U\\\“\f\\‘J\w]\-]\-“p‘\M\‘Mf\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
o ML N
91.0 13.50 14.00
5000 ’ m/z 115.05  20.61%
270 51.0
0 m_m“i‘u“w“?mwm Wﬂmwwm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- — ——
131.0 13.50 14.00
m/z 129.00 19.11%
5000 91.0
0Hw‘H“}‘H“:“‘W;‘Hm“H"H“‘MWMHWWM S B Y]
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36

Operator JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA .M

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 46 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
13.909 0.83 ug/L 106906 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 87

Abundance Scan 3909 (13.909 min): VU051938.D\data.ms (-3902) (- | m/z 131.05 100.00%
131.1
5000
A A
91.0
390 648 11?1 il 14‘7'1 14.00 ]
(JESREERESSEs RSN VS RENE MIRN ERRRN 1| S et m/z 146.05  20.08%
miz--> 20 40 60 80 100 120 140
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 /\\ T T f A/\\/\\
14.00
115.0 m/z 129.05 12.87%
AT e I
O\\\\‘\1\\“\\‘f‘\‘w\u \“\\\\“\‘\11“\‘\‘\\‘“\\\
miz--> 20 40 60 80 100 120 140
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
e
14.00
5000 ITI/Z 128.05 11.64%
115.0
27.0 51.0 . 91.0 ‘ 147.0
Y P W P SO MO RPN Y e
miz--> 20 40 60 80 100 120 140 M
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- s
131.0 14.00
m/z 91.00 11.59%
5000 /\Axf\
91.0
115.0
39.0
64.0
) S R PR VS I N et “1“ wl“‘wl;?lo‘ M ‘
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\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 47 Benzene, (1-methyl-1-butenyl)- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.938 1.90 ug/L 243447 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91
3 Benzene, 1l-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 91
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90

Abundance Scan 3918 (13.938 min): VU051938.D\data.ms (-3912) (- | m/z 131.05 100.00%
131.1
5000 M
115.1 NIV
0 14.00
39.0 64.0 ‘ 147.1
0 b J,kum! mwlu_m m/z 146.05  25.39%
miz--> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 "“/\\ T T f /\\/\\/\\
14.00
200 910 1150 m/z 115.10  21.00%
' 63.0 ‘ ‘ 147.0
O\\\’\‘V\\“‘\\“1‘\“‘”\\\"\\\\“\‘\\H \‘\‘!\““\\\
miz--> 20 40 60 80 100 120 140
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
e
91.0 14.00
5000 m/z 129.05 16.35%
27 . 51.0 115.0
L1750 | M\ | 1470
om,muw el S5 M
miz-> 20 60 80 100 120 140
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)- B
131.0 14.00
m/z 91.05 16.16%
5000
91.0 (k
115.0
39.0
65.0
miz--> 20 60 80 100 120 14 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111922\
Data File : VU@51938.D

Acqg On : 19 Nov 2022 07:36
Operator : JC/MD

Sample : N5685-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111822WMA.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 1.993 3.2 ug/L 380542 1 6.247 588080 5.0
(DEL) Alkane: S 2.202 0.9 ug/L 108731 1 6.247 588080 5.0
(DEL) Alkane: S 3.041 2.7 ug/L 322451 1 6.247 588080 5.0
(DEL) Alkane: S 3.083 2.2 ug/L 261206 1 6.247 588080 5.0
(DEL) Alkane: S... 3.359 7.0 ug/L 822441 1 6.247 588080 5.0
2-Ethyl-oxetane 3.700 1.1 ug/L 126732 1 6.247 588080 5.0
(DEL) Alkane: S 3.977 0.6 ug/L 66184 1 6.247 588080 5.0
(DEL) Alkane: S 4.089 0.7 ug/L 79214 1 6.247 588080 5.0
(DEL) Alkane: S 4.334 0.7 ug/L 86059 1 6.247 588080 5.0
(DEL) Alkane: C... 4.530 4.7 ug/L 557428 1 6.247 588080 5.0
(DEL) Alkane: S... 4.999 0.5 ug/L 63586 1 6.247 588080 5.0
(DEL) Alkane: S 5.125 1.4 ug/L 169228 1 6.247 588080 5.0
(DEL) Alkane: S 5.298 0.6 ug/L 73274 1 6.247 588080 5.0
(DEL) Alkane: S 5.459 2.5 ug/L 292376 1 6.247 588080 5.0
(DEL) Alkane: C 5.636 3.5 ug/L 416710 1 6.247 588080 5.0
(DEL) Alkane: C 5.848 3.8 ug/L 443029 1 6.247 588080 5.0
(DEL) Alkane: C 5.919 3.4 ug/L 400733 1 6.247 588080 5.0
(DEL) Alkane: C 5.983 4.3 ug/L 510326 1 6.247 588080 5.0
(DEL) Alkane: S 6.462 0.6 ug/L 67814 1 6.247 588080 5.0
(DEL) Alkane: S 6.555 2.6 ug/L 310133 1 6.247 588080 5.0
(DEL) Alkane: C. 6.980 0.8 ug/L 990786 1 6.247 588080 5.0
Cyclohexene, 3-... 7.160 1.6 wug/L 192293 1 6.247 588080 5.0
(DEL) Alkane: C... 7.234 0.6 ug/L 75253 1 6.247 588080 5.0
Cyclobutane, (1... 7.395 1.7 ug/L 198200 1 6.247 588080 5.0
Cyclohexene, 1-... 7.758 1.5 ug/L 172719 1 6.247 588080 5.0
(DEL) Alkane: C... 8.038 0.5 ug/L 78483 2 9.414 734114 5.0
(DEL) Alkane: C... 8.243 0.9 ug/L 131395 2 9.414 734114 5.0
Cyclopentene, 1... 8.411 1.9 wug/L 272545 2 9.414 734114 5.0
Methyl ethyl cy... 8.883 0.6 ug/L 91518 2  9.414 734114 5.0
Benzene, propyl- 10.902 1.9 wug/L 246892 3 11.809 640728 5.0
Benzene, 1l-ethy... 11.288 1.3 ug/L 172288 3 11.809 640728 5.0
Benzene, 1-meth... 11.642 1.0 ug/L 127178 3 11.809 640728 5.0
Benzene, 1,2-di... 12.095 3.5 ug/L 452438 3 11.809 640728 5.0
Benzene, 2-ethy... 12.462 1.7 wug/L 215017 3 11.809 640728 5.0
Benzene, 2-ethy... 12.568 4.4 ug/L 560772 3 11.809 640728 5.0
(E)-1-Phenyl-1-... 12.610 1.9 ug/L 244651 3 11.809 640728 5.0
Indan, 1-methyl- 12.677 8.7 wug/L 1110720 3 11.809 640728 5.0
Benzene, 1,2,3,... 12.970 2.4 ug/L 304536 3 11.809 640728 5.0
Benzene, 1,2,3,... 13.021 1.6 ug/L 203415 3 11.809 640728 5.0
Benzene, (3-met... 13.111 0.7 ug/L 92375 3 11.809 640728 5.0
1H-Indene, 2,3-... 13.291 4.3 wug/L 554871 3 11.809 640728 5.0
3-Phenylbut-1-ene  13.452 8.3 wug/L 1063240 3 11.809 640728 5.0
Benzene, 2-ethe... 13.783 1.5 ug/L 191230 3 11.809 640728 5.0
1H-Indene, 2,3-... 13.838 1.2 ug/L 156697 3 11.809 640728 5.0
1H-Indene, 2,3-... 13.909 0.8 ug/L 106996 3 11.809 640728 5.0
Benzene, (1-met... 13.938 1.9 ug/L 243447 3 11.809 640728 5.0
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