LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis

Signal : TIC: VVv@24333.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.310 77 84 97 rVB 61503 64049 0.85% 0.138%
2 1.568 157 164 178 rBV 61403 70082 0.93% 0.151%
3 1.635 179 185 190 rVw4 2321 3010 0.04% 0.007%
4 1.805 235 238 249 rvVB5 3186 3956 0.05% 0.009%
5 1.908 268 270 272 rBvV3 1150 467 0.01% 0.001%
6 2.111 321 333 363 rVB 112270 178637 2.37% 0.386%
7 2.297 381 391 404 rBV2 16944 25691 0.34% 0.056%
8 2.503 444 455 457 rBVS 2621 3132 0.04% 0.007%
9 2.767 525 537 551 rVB5 5923 11879 0.16% 0.026%
106 2.986 599 605 611 rVB2 374 511 0.01% 0.001%
11 3.043 611 623 645 rBB3 11293 24566 ©.33% 0.053%
12 3.667 813 817 821 rBVS5S 492 514 0.01% 0.001%
13 3.764 834 847 864 rVV5 6378 16424 0.22% 0.035%
14 3.886 875 885 922 rBV 59229 179552  2.38% 0.388%
15 4.349 1012 1029 1056 rBV 113064 276057 3.66% 0.596%
16 4.674 1118 1130 1144 rBV6 8368 19243 0.26% 0.042%
17 4.770 1149 1160 1168 rBVS8 2403 5037 0.07% 0.011%
18 4.915 1189 1205 1222 rVB4 12265 30567 0.41% 0.066%
19 5.047 1229 1246 1257 rBV3 220225 586488 7.78% 1.267%
20 5.323 1322 1332 1334 rBV6 1960 2623 0.03% 0.006%
21 5.493 1370 1385 1400 rBV3 27253 56742 ©0.75% 0.123%
22 5.616 1409 1423 1449 rBV 246795 495436 6.58% 1.070%
23 5.915 1505 1516 1535 rVB7 16014 38242 0.51% 0.083%
24  6.069 1551 1564 1578 rBV 136646 286889 3.81% 0.620%
25 6.249 1616 1620 1625 rBV5S 1855 1933 0.03% 0.004%
26 6.362 1648 1655 1658 rBvV4 1594 1935 0.03% 0.004%
27 6.455 1680 1684 1686 rBV3 787 689 0.01% 0.001%
28 6.654 1730 1746 1759 rBV7 3375 8322 0.11% 0.018%
29 6.780 1775 1785 1792 rBV4 2645 4977 0.07% 0.011%
30 6.828 1792 1800 1801 rBV4 729 561 0.01% 0.001%
31 6.921 1819 1829 1837 rBV6 4818 8769 0.12% 0.019%
32 6.985 1838 1849 1865 rvv2 74524 132601 1.76% 0.287%
33 7.082 1876 1879 1890 rVB7 4181 5181 0.07% 0.011%
34 7.259 1919 1934 1935 rBV5 7118 12777 0.17% 0.028%
35 7.317 1942 1952 1964 rBV 228678 389751 5.17% 0.842%

36 7.387 1964 1974 2000 rVB 433062 738458 9.80% 1.596%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis
37 7.567 2022 2030 2039 rBV2 14204 22043 0.29% 0.048%
38 7.622 2039 2047 2073 rVB 56095 106074 1.41% 0.229%
39 7.789 2086 2099 2109 rVB6 3257 5521 0.07% 0.012%
40 7.886 2127 2129 2133 rVV3 786 607 0.01% 0.001%
41  7.908 2133 2136 2144 rVB4 921 1088 0.01% 0.002%
42 7.979 2150 2158 2167 rVB6 6787 10723 0.14% 0.023%
43 8.088 2175 2192 2219 rBV 227171 411823 5.47% 0.890%
44  8.210 2222 2230 2234 rBV5 6740 11335 ©0.15% 0.024%
45  8.294 2248 2256 2264 rVB2 13921 22417 0.30% 0.048%
46 8.352 2265 2274 2283 rBV2 16184 27422 0.36% 0.059%
47  8.506 2312 2322 2331 rVB4 3700 6028 0.08% 0.013%
48 8.570 2331 2342 2344 rBV3 13130 18377 0.24% 0.040%
49 8.667 2364 2372 2384 rVB2 46097 77108 1.02% 0.167%
50 8.728 2388 2391 2398 rVB6 1437 1592 0.02% 0.003%
51 8.789 2398 2410 2419 rBV2 42648 70410 0.93% 0.152%
52 8.853 2419 2430 2450 rBV 375654 620875 8.24% 1.342%
53 9.011 2465 2479 2497 rBV 1330677 2040935 27.09% 4.410%
54 9.136 2505 2518 2531 rBV 4739417 7534906 100.00% 16.281%
55 9.204 2531 2539 2560 rVB 356492 561433  7.45% 1.213%
56 9.316 2565 2574 2588 rVB5 17614 31041 0.41% 0.067%
57 9.410 2595 2603 2607 rBV4 10808 15518 ©0.21% 0.034%
58 9.474 2610 2623 2633 rVvVv3 101416 195206 2.59% 0.422%
59 9.542 2634 2644 2665 rVV 1103050 1802330 23.92% 3.894%
60 9.677 2679 2686 2688 rBv4 37283 46573 0.62% 0.101%
61 9.712 2689 2697 2706 rVB2 217605 335073 4.45% 0.724%
62 9.799 2717 2724 2733 rVB6 147196 225134 2.99% 0.486%
63 9.931 2753 2765 2772 rBv2 67126 126669 1.68% 0.274%
64 10.017 2785 2792 2800 rBV2 117762 176978 2.35% 0.382%
65 10.085 2802 2813 2818 rBV2 188296 321116 4.26% 0.694%
66 10.217 2837 2854 2872 rBV4 560835 1174634 15.59%  2.538%
67 10.352 2889 2896 2903 rBV 183775 271583 3.60% 0.587%
68 10.445 2917 2925 2939 rBV 764092 1509170 20.03%  3.261%
69 10.538 2949 2954 2959 rBV 385797 480724 6.38% 1.039%
70 10.580 2960 2967 2986 rVB 1986822 2940451 39.02% 6.353%
71 10.734 3007 3015 3023 rBV 339595 553111 7.34% 1.195%
72 10.879 3052 3060 3064 rBV 495829 706926 9.38% 1.527%
73 10.914 3064 3071 3081 rVB 1794396 2637235 35.00% 5.698%
74 11.033 3101 3108 3113 rBV 189397 296710 3.94% 0.641%
75 11.152 3136 3145 3153 rBV5 513086 942644 12.51% 2.037%

76 11.246 3166 3174 3182 rBV2 580513 899526 11.94% 1.944%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis
77 11.336 3195 3202 3209 rBV 804479 1084185 14.39%  2.343%
78 11.464 3236 3242 3252 rVB2 351553 500042 6.64% 1.080%
79 11.532 3254 3263 3270 rBV2 318040 675154 8.96% 1.459%
80 11.744 3321 3329 3335 rBV 699839 1059336 14.06% 2.289%
81 11.789 3336 3343 3350 rVV 1325174 1745691 23.17% 3.772%
82 11.911 3374 3381 3384 rBV 319705 420946 5.59% 0.910%
83 12.258 3477 3489 3497 rBV6 278997 558977 7.42% 1.208%
84 12.371 3515 3524 3530 rBV5 277409 515449 6.84% 1.114%
85 12.464 3545 3553 3571 rVB 651788 1076218 14.28%  2.325%
86 12.551 3574 3580 3586 rBvV2 133908 169597 2.25% 0.366%
87 12.725 3629 3634 3647 rVB 213715 310017 4.11% 0.670%
88 12.795 3649 3656 3663 rBv2 102888 143729 1.91% 0.311%
89 12.882 3676 3683 3698 rVB3 500766 804303 10.67% 1.738%
990 13.001 3714 3720 3726 rBV 92350 117597 1.56% 0.254%
91 13.046 3727 3734 3743 rVV5 139527 247603  3.29% 0.535%
92 13.268 3795 3803 3809 rBV3 121952 196241 2.60% 0.424%
93 13.500 3865 3875 3886 rVB 1641040 2442524 32.42% 5.278%
94 14.631 4216 4227 4239 rBV 1531276 2283672 30.31% 4.934%
95 14.815 4274 4284 4301 rVB 468223 731146 9.70%  1.580%
96 15.361 4449 4454 4464 rVB 47282 70407 0.93% 0.152%
97 15.554 4506 4514 4523 rBV3 27337 49320 0.65% 0.107%
98 15.667 4540 4549 4560 rVB 49199 86651 1.15% 0.187%
99 15.811 4585 4594 4601 rBV 42838 63464 0.84% 0.137%
100 16.287 4737 4742 4747 rBV8 3180 4565 0.06% 0.010%
Sum of corrected areas: 46281651
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve11222\

: VWe24333.D

: 12 Jan 2022 16:25

: SY/MD

: N1084-08 100X

: 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH
: 9

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

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

Abundance TIC: VV024333.D\data.ms
4000000
3000000
2000000
1000000
11 4.349 5.616 06
oh,, 1310 13685, a0808% J22972 503 276723863 8486 464 7091% 5328493, 5.91395% cagmass
\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\ TTTT TTTT TTTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T TT \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 120140160180200220240260280300320340360380400420440460480500520540560580600620640
Abundance TIC: VV024333.D\data.ms
9.136
4000000
3000000
2000000 10580 10.914
9.011
1000000
7.387 8.853 204
o’ 65&&9@%582 ;@3&73622 mmg@ Bﬂms ngezg& 0.
Y ‘ == — —r ‘ ‘
Time--> 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV024333.D\data.ms
4000000
3000000
2000000
13300 14.631
1000000
14.815
0 15.3605.55417.811 16.287
‘ T T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 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_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 40
R.T. EstConc Area Relative to ISTD R.T.
4.915 3.08 ug/L 30567 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 72
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
3 Heptane 100 C7H16 000142-82-5 47
4 Heptane 100 C7H16 000142-82-5 38
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 38
Abundance Scan 1205 (4.915 min): VV024333.D\data.ms (-1189) (-) m/z 43.10 100.00%
43.1
71.1
5000 57.1
‘ | ‘ 852 100.1 4.60 4.80 5.00 5.20
\\\‘\\H‘\\\\’H\\‘\\Hi\\\\’\‘\\\‘\\\‘\“\‘\\\’H‘\\‘\\\}“\\\\’ m/z 71.19 59.16%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
5000 57.0 71.0 T T T
29.0 4.60 4.80 5.00 5.20
m/z 70.10 58.21%
10 150 “ || \ 85.0 100.0
\\\‘\\H‘\\\\’H\\‘\\Hi\}\\’\‘\\i‘\\H‘}\\\’H\\‘\\Hi\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl- /\
43.0
ETEATEL
4.60 4.80 5.00 5.20
5000 57.0 70.0 m/z 41.10 48.76%
29.0
150 | M ‘ 850 100.0
R L L o A BRBREEEEES
m/iz--> 0 10 20 30 40 50 60 70 80 90 100 A AJ\ /\\
Abundance #4462: Heptane 1 R RRE s R
43.0 4.60 4.80 5.00 5.20
m/z 57.10 47.77%
5000 29.0 570 710
100.0
l'O 15\.0 ‘ ‘\ Il ‘ + ‘\ 85.0 ‘ n
R R R e e AR crpee e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 33
R.T. EstConc Area Relative to ISTD R.T.
5.493 5.73 ug/L 56742  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 78
2 Heptane 100 C7H16 000142-82-5 72
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 72
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 59
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 47
Abundance Scan 1385 (5.493 min): VV024333.D\data.ms (-1370) (-) m/z 43.10 100.00%
3.1
571 71.1
5000
100.1
S ARRN REa R
‘ ‘ ‘ g5 1 5.20 5.40 5.60 5.80
\\‘\\\\‘\\\\’\\\\}\\‘\\‘\‘\\}‘\\\\“}\\\‘\\‘\\‘\\\\‘\\\\‘ m/z 41.19 79.09%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 71.0 N\mm‘uu,ﬂu‘\/\\%“
5.20 5.40 5.60 5.80
29.0 ‘ 100.0 m/z 71.10 68.96%
\\‘\\\\‘\\\\’\\\\‘!{\\‘\\‘\\‘\\\\‘{\\\‘\\\'\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
SATA VNS i . IS
5.20 5.40 5.60 5.80
5000 57.0 71.0 m/z 57.10 64.42%
29.0
100.0
15.0 ‘\ “\ . ‘\ 85.0 ‘
T e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl- “‘{N““‘H,“H““
43.0 5.20 5.40 5.60 5.80
m/z 56.10 43.57%
5000 57.0 70.0
29.0
15.0 | 850 100.0
R e e P T S T T
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_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 32
R.T. EstConc Area Relative to ISTD R.T.
8.667 6.21 ug/L 77108 Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 93
2 Octane, 2-methyl- 128 C9H20 003221-61-2 62
3 Octane, 4-methyl- 128 C9H20 002216-34-4 58
4 Octane, 4-methyl- 128 C9H20 002216-34-4 58
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
Abundance Scan 2372 (8.667 min): VV024333.D\data.ms (-2364) (-) m/z 43.10 100.00%
43.1
57.1
5000 711
85.2 JJ\
S ARAARRERE ae
‘ H | 601 113.1 1282 8.40 8.60 8.80 9.00
\‘H\\‘HH‘\}\\‘HH‘H\‘\“\‘H\’\H\‘HH‘\H\‘\“H\‘HH“\H\ mz 57 16 54 07/
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14534: Octane, 2-methyl-
43.0 57.0 710
85.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
8.40 8.60 8.80 9.00
113.0 m/z 71.10  46.99%
20 )| do | s [ o
| It
\‘H\\‘HH‘\H\‘H\f‘HH‘\H\’\1\\‘\\\\‘\H\‘\\\\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14530: Octane, 2-methyl-
43.0
Lk D Hafy N,
8.40 8.60 8.80 9.00
5000 57.0 m/z 41.10  45.31%
71.0
29.0 85.0
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14529: Octane, 4-methyl- “W““‘H““H““‘
43.0 8.40 8.60 8.80 9.00
m/z 85.15 36.14%
5000 71.0 85.0
29.0
L oo L
WH‘wHH‘HH‘HH‘HHM‘HM‘HM‘HMH‘_H‘_H‘_H‘ Crp o D
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.789 5.67 ug/L 70410 Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 64
3 Octane, 3-methyl- 128 C9H20 002216-33-3 64
4 Octane, 3-methyl- 128 C9H20 002216-33-3 64
5 Octane, 3-methyl- 128 C9H20 002216-33-3 59

Abundance Scan 2410 (8.789 min): VV024333.D\data.ms (-2398) (-) m/z 57.10 100.00%
57.1

5000
41.1
98.1 B e e
‘ 831 128.1 8.40 8.60 8.80 9.00 9.20
s 128, a11e 32.70%
miz--> 20 40 60 80 100 120 140
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000
41.0 8.40 8.60 8.80 9.00 9.20
99.0 m/z 43.10 28.45%
\1\4-\0’ \‘\‘\ \‘i‘\ T \“ “ T \‘H\ \8‘4\."(\)\ \“‘ L ‘1\2\‘8.\0\ ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
SNV O .
8.40 8.60 8.80 9.00 9.20
5000 41.0 98.0 m/z 56.10  24.55%
140 | | 830 | 1130 140
i am waa E E
miz--> 20 40 60 80 100 120 140
Abundance #14528: Octane, 3-methyl- “H{TJ\“‘H“‘H‘,‘
57.0 8.40 8.60 8.80 9.00 9.20
m/z 98.10 22.06%
5000
41)0
98.0
26,0 ‘ I, 72.0 M 113.0128.0 o A
H‘,“““““““““‘ R e e
m/z--> 60 80 100 120 140 8.40 8.60 8.80 9.00 9.20

SFAMVLM123121WMA.M Fri Jan 28 06:44:18 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.204 45.21 ug/L 561433  Chlorobenzene-d5 8.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 95
2 Nonane 128 C9H20 000111-84-2 94
3 Nonane 128 C9H20 000111-84-2 87
4 Nonane 128 C9H20 000111-84-2 76
5 Octane 114 C8H18 000111-65-9 72

Abundance Scan 2539 (9.204 min): VV024333.D\data.ms (-2531) (-) m/z 43.10 100.00%

43.1 57.1
5000 85.1
71.1

H ‘ 99.1 128.2 8.80 9.00 9.20 9.40 9.60
et el B3 L s 57,18 3.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
57.0
5000 (LA B R R
29.0 8.80 9.00 9.20 9.40 9.60

71.0 85.0 m/z 41.10 52.70%

15.0 L] se0  2s0
H‘HH‘\\H‘HH‘H\\‘HH‘HH‘\H\‘\H\‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
57.0

880900920940960

29.0
71.0 85.0
128.0
9901130
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane ‘H“‘H“‘H“,H“‘H
43.0 8.80 9.00 9.20 9.40 9.60
57.0 m/z 71.10 29.82%
5000
290 71.0 85.0
99.0
5o Il M A g0 wwe I\ W
miz--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60

SFAMVLM123121WMA.M Fri Jan 28 06:44:20 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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: Cyclic9.474 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.474 15.72 ug/L 195206  Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 50
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 45
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 43
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 43
5 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 43
Abundance Scan 2623 (9.474 min): VV024333.D\data.ms (-2610) (-) m/z 97.05 100.00%
97.0
55.1
39 126.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ | 7m'1 | Y 9.20 9.40 9.60 9.80
el e L 422 s 5510 82.68%
miz--> 20 40 60 80 100 120 140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
55.0 97.0
5000 LI L L B B R I
9.20 9.40 9.60 9.80
126.0 m/z 57.05 79.22%
39,0 ‘ 81.0 ‘ ‘
\\\‘\M\\‘N\\\‘L‘\M‘\\“\\\\“\\‘\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
7.0
55.0
R R A
9.20 9.40 9.60 9.80
5000 m/z 43.10 72.78%
126.0
39‘0 ‘ 81.0 ‘
AAP‘NJ“MM‘JL“W“Wu“‘H“u“‘u“““
miz--> 20 40 60 80 100 120 140
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
550 97.0 9.20 9.40 9.60 9.80
m/z 41.05 58.20%
5000
39.0 810 126.0
‘¥§9‘MM‘MW‘JL“JM‘ﬂ\“ﬂ“““““““ G T
m/z--> 20 40 60 80 100 120 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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: Cyclic9.677 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
9.677 3.75 ug/L 46573  Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 81
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 81
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 76
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 74
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 62

Abundance Scan 2686 (9.677 min): VV024333.D\data.ms (-2679) (-) m/z 55.10 100.00%

55.1 820
41.1
5000
97.1 126.1 N T
‘ ‘ o ‘ 9.50 10.00
H‘HH‘HH‘\H\}!H\“\‘!\M\\Hl}\\‘\“"\‘H‘HH‘H‘H‘\HH\‘HH‘\H m/Z 82.05 97.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13250: Cyclohexane, (1-methylethyl)-
53.0 82.0
41.0
5000 = e
9.50 10.00
270 126.0 m/z 83.10 97.29%
H‘HH‘\H“\“\H\‘}HH\“\‘H‘\‘H‘\}“H\‘\" 1\\‘2\7\.9\]\-\1-‘]\"\(\)\‘\\!\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13251: Cyclohexane, (1-methylethyl)-
55.0 83.0
L= =
9.50 10.00
5000 41.0 ITI/Z 41.10 71.82%
27.0 69.0 126.0
ol 970 112070
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13259: Cyclohexane, (1-methylethyl)- S T
82.0
55.0 2 9.50 10.00
m/z 57.10 47.37%
5000 41.0
27.0 126.0
OO N Y O P74 N SV Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.712  26.98 ug/L 335073 Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 81
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 74
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 68

Abundance Scan 2697 (9.712 min): VV024333.D\data.ms (-2689) (-) m/z 57.10 100.00%
57.1

5000 411
113.2 Sha I
85.0 ‘ 9.50 10.00
LI \‘i‘\ T \““‘ \‘1”\‘ T “‘\“\ T \“ T \“\ T o \:\Lé‘l?\?\ m/Z 71.10 69.31%
m/z--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0

410 k

5000 L. ~
9.50 10.00

m/z 43.10 51.91%

85.0 113.0
\\\‘2\61\\\‘i‘{\\““\\H}\‘\“.\\\‘\\1\‘\\\]\-4‘.2\.0\\
m/z--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
L ~—

9.50 10.00
5000 ITI/Z 41.10 42.51%
410
113.0
85.0
150 | T 20
m/z--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- T T
57.0 9.50 10.00
m/z 56.10 35.36%
5000
41,0 113.0 k
85.0
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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: Cyclic9.799 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.799 18.13 ug/L 225134  Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 87
2 Cyclohexane, (1-methylethyl)- 126 C9H18 PPP696-29-7 87
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 81
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64

Abundance Scan 2724 (9.799 min): VV024333.D\data.ms (-2717) (-) m/z 83.10 100.00%
83.1

55.1
5000
126.1
S ‘ ‘ 9.50 10.00
109.1 : :
SR M ‘M“ i w‘“‘ LT 421 s 5510 74.89%
m/z--> 20 40 60 80 100 120 140
Abundance #13247: Cyclohexane, (1-methylethyl)-
55.0 83.0
5000 N ——
9.50 10.00
m/z 82.10 63.78%
390 M 126.0
\1\5\-0’\‘\‘\\““\\\“!“\}\\[‘1\\!‘\1:\'_]!“(\)‘\‘\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0 T ‘ T T ‘ T
9.50 10.00
5000 ITI/Z 41.10 50.19%
39)0 ‘ 126.0
A Ly o |
m/z--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl- o T
55.0 83.0 9.50 10.00
m/z 57.10 35.44%
5000
390 126.0
‘1‘5"9“\““;“‘HM‘“Ww!Hu"””_u”_” L ——
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 25
R.T. EstConc Area Relative to ISTD R.T.

10.017  14.25 ug/L 176978  Chlorobenzene-d5 8.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 64
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 47
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 47
4 Decane 142 C1eH22 000124-18-5 47
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 47

Abundance Scan 2792 (10.017 min): VV024333.D\data.ms (-2785) (- m/z 57.10 100.00%
57.1

5000
98.1
T I
Lu ‘% JU iz 10.00
H_wm_“H_‘H‘_‘!u_m_nwm‘_” m/z 43.18 67.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000 ~ :
10.00
29.0 84.0 m/z 41.10 38.56%
\\ ‘ I H ‘1130 155.0 184.0
\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
T \
10.00
5000 ITI/Z 56.10 30.51%
‘ 84.0
S A 1. Y-S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33101: Octane, 2,4,6-trimethyl- — ‘
57.0 10.00
m/z 98.10 29.59%
5000
85.0
29.0
b 1270 1560 U
m/z--> 20 40 60 80 100 120 140 160 180 10.00

SFAMVLM123121WMA.M Fri Jan 28 06:44:27 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

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 20

R.T. EstConc Area Relative to ISTD R.T.
10.085 17.85 ug/L 321116 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 83
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 80
3 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 53
4 Heptane, 2,3,4-trimethyl- 142 C1eH22 052896-95-4 50
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 47

Abundance Scan 2813 (10.085 min): VV024333.D\data.ms (-2802) (- m/z 57.10 100.00%
57.1
5000
981 Y.V
R
39 h 142.2 10.00 .
\\\’\\\\i\‘\\‘\"\\‘\\.’\\\\‘\\i\‘\\\\“\\\\‘\ m/Z 43.10 56.864
miz--> 20 40 60 80 100 120 140 160
Abundance #22082: Nonane, 4-methyl-
57.0
M‘/\j&
5000 Pt
98.0 : .
290 m/z 71.10 42.63%
142.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #22076: Nonane, 4-methyl-
57.0
VJ\\N\\%M\ T
10.00
5000 m/z 70.10 41.28%
98.0
29.0
L b oy | uso 120
miz--> 20 40 60 80 100 120 140 160
Abundance #59060: Undecane, 4,5-dimethyl- e ‘
57.0 10.00
m/z 41.10 32.16%
5000
29.0 112.0
83.0
SN T e R V- - I
m/z--> 20 40 60 80 100 120 140 160 10.00

SFAMVLM123121WMA.M Fri Jan 28 06:44:28 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 Benzene, propyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

10.352  15.10 ug/L 271583 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 78

Abundance Scan 2896 (10.352 min): VV024333.D\data.ms (-2889) (- m/z 91.10 100.00%

91.1
5000
120.1 — JRVAN
39.0 65.0 10.00 10.50
0 b L1412 s 100,10 24.67%
miz--> 20 40 60 80 100 120 140
Abundance #10702: Benzene, propyl-
91.0
5000 ‘ T T ‘ T K
10.00 10.50
120.0 m/z 92.10 10.45%
B )
L L L L L L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #10701: Benzene, propyl-
91.0 A
— e
10.00 10.50
5000 ITI/Z 65.05 10.02%
120.0
39.0 65‘-0 |
L L 1 L 1 L
— e
m/z--> 20 40 60 80 100 120 140
Abundance #10700: Benzene, propyl- = T
91.0 10.00 10.50
m/z 78.05 6.16%
5000
200 65.0 120.0 J\‘
15.0 I \‘ Il ! ‘ A

m/z--> 20 40 60 80 100 120 140 10.00 10.50

SFAMVLM123121WMA.M Fri Jan 28 06:44:29 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

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

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

Peak Number 15 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.445 83.89 ug/L 1509176 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
5 Mesitylene 120 CS9H12 000108-67-8 91

m/z 105.10 100.00%

Abundance Scan 2925 (10.445 min): VV024333.D\data.ms (-2917) (-
105.1

5000 M
120.1
77.0 1050 .
390 551 140.2 ' )
SEMEESEESR SE vl ISRSUI SR RS MY (B m/z 120.10  31.49%
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 10.50
m/z 91.10 13.21%
77.0
150 390 s00 0 | ) |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
s
10.50
5000 ITI/Z 77 .05 11.58%
120.0
39.0 77.0
T J“‘““W§%9U ‘M“‘M“H“‘u‘p““,“
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl- =
105.0 10.50
m/z 106.05 8.93%
5000
120.0
77.0
39.0
w0, 380 0 L L A M I
m/z--> 20 40 60 80 100 120 140 10.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11222\
: VWe24333.D

: 12 Jan 2022 16:25
: SY/MD

: N1084-08 100X

: 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH
: 9 Sample Multiplier:

1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M

: VOC Analysis

: C:\Database\NIST20.L

LSCINT.P

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

Peak Number 16 Benzene, 1l-ethyl-4-methyl-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.734  30.74 ug/L 553111 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93

Abundance Scan 3015 (10.734 min): VV024333.D\data.ms (-3007) (-

m/z 105.10 100.00%

106.1 ‘
5000
120.1
39.1 77.0 10.50 11.00
Ok 0 820 L) 1892 ) 106 65 36.50%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 1050 11.00
m/z 12.32%
39.0 77.0
\\\‘\‘\ T \“ T \‘\5\9‘9‘\ T \““ T \‘} T ‘H‘\ \‘\"‘\ LI ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
1050 11.00
5000 m/z 11.90%
120.0
7.0
150 390 s00 10 |
R e
miz--> 20 40 60 80 100 120 140
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0 1050 11.00
m/z . 9.48%
5000
120.0
77.0
B R S
m/z--> 20 40 60 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.033  16.49 ug/L 296710 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 74
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
3 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 64
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 53

Abundance Scan 3108 (11.033 min): VV024333.D\data.ms (-3101) (- m/z 57.10 100.00%

57.1
5000
85.1
—f T \
L” | 127.2 11.00
ol 308l b 80T 1522 s 71010 53.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33092: Decane, 3-methyl-
57.0
5000 Ravid ‘
200 85.0 11.00
m/z 43.10 48.99%
127.0
\‘\‘\\\‘\\\ ‘\‘\“‘\"}\\\H‘\\\\’\‘\\\‘\\]-\5\6i0\\\\‘\\\
miz--> 60 80 100 120 140 160 180
Abundance #45498: Undecane, 3-methyl-
57.0
1 T
11.00
5000 ITI/Z 41.10 41.32%
85.0
29.0
\‘ “‘ A 1120 1410 4700
w““w“ A e e
m/z--> 20 60 80 100 120 140 160 180
Abundance #59068: Undecane, 3,9-dimethyl- ——
57.0 11.00
m/z 56.10 38.26%
5000
85.0
29.0 ‘ ‘
155.0
O O O R R -1 N
m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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: Cyclic11.152 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.152  52.40 ug/L 942644  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 70
2 Cyclohexane, butyl- 140 C1oH20 001678-93-9 59
3 Cyclohexane, undecyl- 238 C17H34 054105-66-7 53
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 53
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53
Abundance Scan 3145 (11.152 min): VV024333.D\data.ms (-3136) (- m/z 83.10 100.00%
3.1
55.1
5000
140.2 p e
0
\H‘HHi‘\\‘\H\"‘\‘!HH“\‘\MH““H‘}\“\“\H“‘HH‘\H\‘HH‘HH‘HH‘\ m/Z 55.10 74.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 — —
11.00 11.50
m/z 82.10 65.40%
29.0 140.0
\H‘\UH“H\H“!"\‘}h\\“l\H“]—\]\-]\_\-(‘)H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
s i
11.00 11.50
5000 m/z 57.10 55.38%
29.0 140.0
‘H_HHMm\l‘,“:m‘““1‘1“1:?”‘w‘HWH_MW_W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121344: Cyclohexane, undecyl- T —
83.0 11.00 11.50
m/z 41.10 51.22%
55.0
5000
29.0
I T E— -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

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 19 Benzene, 1,2,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.336 60.26 ug/L 1084190 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Mesitylene 120 CO9H12 000108-67-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87

Abundance Scan 3202 (11.336 min): VV024333.D\data.ms (-3195) (-
1

m/z 105.10 100.00%

05.1
5000
71.1
431 ‘ 11.00 11.50
el 1880 AR3 1862 4/ 159,18 43.14%
m/z--> 20 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000 T ﬂL —
11.00 11.50
m/z 71.1@ 17.25%
51.0 77.0
T \\‘2\7\-(\)\“ T \“\H\““\‘\ T \““ T \‘\ T ‘M‘\ \J\-‘ 2\'9\ T ‘ T T 1T ‘\
m/z--> 20 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
= —=
11.00 11.50
5000 m/z 77.10 11.37%
39.0 77.0
150 b9 L |l tawzo
m/z--> 20 40 60 80 100 120 140 160
Abundance #10694: Mesitylene = =
105.0 11.00 11.50
m/z 43.10 11.28%
) MJ
77.0
39.0
150 O S0 L1 o SN
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 16
R.T. EstConc Area Relative to ISTD R.T.
11.464 27.79 ug/L 500042 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 93
2 Decane, 3-methyl- 156 C11H24 013151-34-3 83
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
4 Heptadecane 240 C17H36 000629-78-7 50
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 50

Abundance Scan 3242 (11.464 min): VV024333.D\data.ms (-3236) (- m/z 57.10 100.00%
57.1

85.1
5000
126.2
39 1150
109.1 154.2 :
““““W;‘Mw“w:uww‘JM“W“Me“““w“ m/z 71.18  86.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
5000 L
290 85.0 11.50
m/z 43.10 61.11%
27.0
\\\‘\‘\\\“‘\\\“‘\‘\‘H\“}\\\H‘\\\\‘\‘\\\‘\\1\5\6.‘0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
—r—
11.50
5000 85.0 m/z 85.10 59.42%
29.0 '
‘ 126.0
SR O SR S 1
miz--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl- —
57.0 11.50
m/z 41.10 56.07%
5000
20.0 85.0
‘ 127.0
e 1560 W
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

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 Indane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.532  37.53 ug/L 675154  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Indane 118 C9H1e 000496-11-7 76
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 76
5 Indane 118 C9H1e 000496-11-7 76

Abundance Scan 3263 (11.532 min): VV024333.D\data.ms (-3254) (-
117.1

m/z 117.10 100.00%

5000
91.0 11E0
39.1 631 M 134.1 .
| I YR J‘mw‘m o 921 sz 118,10 54.93%
m/z--> 20 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 i~ S
11.50
910 m/z 115.05 35.66%
oo B0 ]
. . i Ll L | i I
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl-
117.0
11.50
m/z 91.05 18.35%
5000 91.0
51.0
S Y 0 T S
miz--> 20 60 80 100 120 140 160
Abundance #10178: Indane I
117.0 11.50
m/z 119.05 18.21%
5000
300 58.0 91.0
m/z--> 20 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 22 1Indene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.744  58.88 ug/L 1059340 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 C9H8 000095-13-6 97
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 95
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
Abundance Scan 3329 (11.744 min): VV024333.D\data.ms (-3321) (-  m/z 115.10 100.00%
11%.1
5000
63.1 89.1
391 i | | 1340 1540 11.50 1200
O L L S A m/z 116.10 96.63%
miz--> 20 40 60 80 100 120 140 160
Abundance #9543: Indene
116.0
5000 —f ——
11.50 12.00
m/z 89.10 12.65%
390 63" 0 89‘ 0 |
0 [T i
\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 20 40 80 100 120 140 160
Abundance #9541: Indene
116.0
W MA s
11.50 12.00
5000 m/z 63.10 11.79%

39 0 6?‘> .0 89‘.0 |
TR il

I e o o S . e
m/z--> 20 40 60 80 100 120 140 160 \J\¥&
Abundance #9547: Benzene, 1-propynyl- I —

115.0 11.50 12.00
m/z 117.10 9.86%

5000

390 630 830 |

m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.789 97.03 ug/L 1745690 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
5 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 86

Abundance Scan 3343 (11.789 min): VV024333.D\data.ms (-3336) (- m/z 57.10 100.00%
57.1

5000
85.1
—= ==
156.2 11.50 12.00
113.1
‘H“‘HHMHNH‘m‘,h‘J\Hw‘_w“_“h“‘w“w“ m/z 43.10  83.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 7 4
85.0 11.50 12.00
29.0 m/z 71.10 55.50%
156.0
\\\‘\‘\‘\\U}\\”“\‘\“}\"!‘\\\H‘\l\lws\.‘o\‘\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33081: Undecane
57.0
—= L
11.50 12.00
5000 ITI/Z 41.10 45 .,34%
29.0 85.0
s s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane — ——
57.0 11.50 12.00
m/z 85.10 35.27%
5000
85.0
29.0
L‘ 1l H J ) 180 1410 1600 198.0
R R e e e e R RRRE —= —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 24 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.911  23.40 ug/L 420946  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 3381 (11.911 min): VV024333.D\data.ms (-3374) (- m/z 119.10 100.00%
119.1

5000 ﬂ
91.1
551 ‘ J 12.00
38\9 T A w 9\ . h‘\ H\‘ wl \61 154.1
e e Sl L A0 S9%L m/z 134,05 32.55%
mlz--> 20 40 60 80 100 120 140 160
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 1200
91.0 m/z 91.10 16.91%
15\0 \ 39\\0 , 530 ‘ Ll
i L Iy N (bl
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #17087. Benzene, 2-ethyl-1,4-dimethyl-
119.0
P
12.00
5000 m/z 15.10  13.38%
91.0
39 0 65 0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 12.00
m/z 117.05 9.52%
5000
91.0
65.0 ‘
T o Y R AN
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

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 25 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.258 31.07 ug/L 558977 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 92
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 86
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 55
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 55
5 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 50

Abundance Scan 3489 (12.258 min): VV024333.D\data.ms (-3477) (-
133.1

5000

o

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

m/z 133.05 100.00%

81.1 152.2 M
411 SLUVIEVENIYLS U
‘93# | ‘ ‘ 1181 | 12.00 12.50
“‘,H“Mw‘WwpﬂwHWM‘M¢Muw‘ Wuh“q‘ﬂﬁ“‘u‘ m/z 119.1@ 58.81%
20 40 60 80 100 120 140 160
#26381: Benzene, 1,4-diethyl-2-methyl-
138.0
— —
05.0 12.00 12.50
105. m/z 148.20  32.75%
77.0 ‘
39.0
\1\5\.(’)\‘} T \“‘\ \‘\5\8.‘0{‘\ T \H‘ T \‘\ ‘M T T \‘\‘\ ‘ T \‘\ T ‘ L
40 60 80 100 120 140 160
#26380: Benzene, 2,4-diethyl-1-methyl-
138.0 AM\
L N
12.00 12.50
m/z 152.15 31.81%
91.0
115/0
39.0
20 40 60 80 100 120 140 160
#26348: 3,4-Dimethylcumene T I
138.0 12.00 12.50
m/z 81.10 31.21%
105.0
41.0 77.0 &K\ANNVHUKJNJ\AWWA
ORI o U | NN P
20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\

Data File : VV@24333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M

Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclicl12.371

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.371  28.65 ug/L 515449 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 52
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 50
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 50
4 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 47

5 Succinic acid, 2-methylpent-3-yl... 284 C16H2804

Abundance Scan 3524 (12.371 min): VV024333.D\data.ms (-3515) (-
3.1

1000391-11-2 47

m/z 83.10 100.00%

55.1
5000
105.1
154.2 i .
131.0 H 12.00 12.50
7 pobedo Ll myz ss.1e 73.20%
miz--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 — —
12.00 12.50
m/z 82.10 69.63%
29.0 ‘ 154.0
\\\‘\‘\‘\\"“\\\“!“\‘}H\\“l\\\“J\-]\-:!-.\O‘]\-:\J’]\“\O‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
— 5
12.00 12.50
5000 m/z 41.10 46.09%
29.0 154.0
e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- “ 7
83.0 12.00 12.50
m/z 105.10  29.03%
55.0
5000
29.0 154.0
et e L VAU
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.464 59.82 ug/L 1076220 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14 076089-59-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 93
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 93

Abundance Scan 3553 (12.464 min): VV024333.D\data.ms (-3545) (-  m/z 119.10 100.00%
1

119.
5000
91.1 RN
ALl 671 | | 152.2,40 5 12.50
bbb Lo W W SR 1702 7 134 05 46.36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
12.50
s 91.0 m/z 91.18  15.40%
: 65.0
\1\5\'0‘\‘\ T \“‘\ \“\‘\ ‘H“\ T \““ T \‘i T ‘w\ \Hl T \‘\ ‘ L ‘ T \‘
miz--> 20 40 60 80 100 120 140 160
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
—
12.50
5000 m/z 131.05 15.33%
41.0 o0
' 65.0
S i PR N1 7 N
miz--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- LA I
119.0 12.50
m/z 132.05 12.57%
5000
91.0
41.0 30 ‘
‘H"M“J‘HM‘Hu‘$\“H‘W“Wl“ﬂ““““u a
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.551 9.43 ug/L 169597 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 70
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 70
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 55
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 55
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 55

Abundance Scan 3580 (12.551 min): VV024333.D\data.ms (-3574) (- m/z 119.10 100.00%
119.1
91.0
T \
411 65.0 ‘ 12.50
R W e I 1 w‘“u, i AL w7 133,05 56.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 J\ AN, :
12.50
91.0 m/z 148.15  40.60%
39.0 650‘ ‘
\H"\‘\H“‘H“r‘\“i‘\\\H‘\\‘r‘\“H“H‘M\H‘\’HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
110.0 }\w
i ‘
12.50
5000 m/z 91.05 31.15%
91.0
390 65.0 ‘ ‘
o B0 Tl
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- e ‘
119.0 12.50
m/z 105.05 20.89%
5000
91.0
39.0 65.0 ‘ ‘
}E?HH‘W‘ﬂH‘WHJW‘H‘HWHHJH‘H,H“‘H““ A
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

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

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

Peak Number 29 Benzene, (1-methyl-1-propen... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.725 17.23 ug/L 310017 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 50
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 50
3 Azulene, 1,2,3,3a-tetrahydro- 132 C1eH12 033877-87-1 49
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 46
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 46

Abundance Scan 3634 (12.725 min): VV024333.D\data.ms (-3629) (- m/z 105.10 100.00%

106.1
5000
132.1
77.0 e =
391 ‘ ‘ El 168.2 12.50 13.00
T \"“\ \‘%‘\‘.‘lmw T i“‘“\‘ \‘M“ T \‘U L ‘]\- \‘O\.\Z‘ — m/Z 106.10 87.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
5000 91.0 ’L\A‘N\ T T
51.0 ' 12.50 13.00
270 ' m/z 117.10 83.75%
’ wl'd ‘\‘U‘\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16132: Benzene, 1-ethenyl-3-ethyl-
117.0
R 4
12.50 13.00
5000 ITI/Z 91.10 33.36%
91.0
51.0
e ‘2‘7‘"9“, el ““1“7‘3'9‘ ‘ N‘; e L“‘ R
m/z--> 20 40 60 80 100 120 140 160
Abundance #16133: Azulene, 1,2,3,3a-tetrahydro- T —T
117.0 12.50 13.00
m/z 132.05 32.25%
5000 91.0
39.0
‘ 65.0
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 6-Methyl-1,2,3,5,8,8a-hexah... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.795 7.99 ug/L 143729 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-1,2,3,5,8,8a-hexahydron... 148 C11H16 107914-86-3 64
2 6-Methyl-1,2,3,5,8,8a-hexahydron... 148 C11H16 107914-86-3 64
3 2-Methyl-7-exo-vinylbicyclo[4.2.... 148 C1l1H1l6 107914-89-6 64
4 7-Methyl-1,2,3,5,8,8a-hexahydron... 148 C11H16 107914-88-5 50
5 Benzene, 1l-methoxy-2-(1-methylet... 148 C1@H120 010278-02-1 49

Abundance Scan 3656 (12.795 min): VV024333.D\data.ms (-3649) (- m/z 105.05 100.00%

106.1
5000 148.2
e ——
41. o ] 1250 13.00
—T ‘Wﬁ‘ wu ““w ol W ASRE | 1672 ) 91,10 53.43%
miz--> 20 40 80 100 120 140 160
Abundance #26416: 6-Methyl-1,2,3,5,8,8a—hexahydronaphthalene
91.0 148.0
5000 — e
41.0 119.0 12.50 13.00
‘ 65.0 m/z 148.15 45.99%
\‘\\\\‘ ““‘ HH \“‘\\ “\‘H‘\\m‘!\}“\‘\‘\“\\‘\\\\
miz—-> 20 80 100 120 140 160
Abundance #26418. 6—Methy|—1,2,3 5,8,8a-hexahydronaphthalene
91.0 148.0 \
12.50 13.00
5000 ITI/Z 133.05 43.19%
41.0 119.0
‘ 65.0
‘ ‘\“\ H“ “‘\H ‘\“H“‘ww!‘}m‘\“‘\‘”‘””
Miz--> 80 100 120 140 160
Abundance #26432: 2—Methyl—?—exo—vinylbicycIo[4.2.0]oct—1(2)—ene P —
91.0 12.50 13.00
m/z 119.10 32.25%
5000
148.0
41.0
H 65.0 119.0
m‘\hh L1V ONEYE
m/z--> 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.882 44.71 ug/L 804303 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 55
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 55
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 55
5 o-Cymene 134 C1oH14 000527-84-4 49

Abundance Scan 3683 (12.882 min): VV024333.D\data.ms (-3676) (- m/z 119.10 100.00%
1

19.1
5000 571
‘ 91.1 - e
39 ‘ ‘ 12.50 13.00
e “ w‘;“u“ Il M w‘ gl M i _1%2‘1‘7‘913‘ m/z 117.10  72.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 L /s
12.50 13.00
91.0 o
m/z 134.05  49.49%
51.0
T ‘2\7‘\-‘0\\“‘\ \“1”\ ‘99\-\(‘)‘1“‘ T T ‘”“‘\ LH —f \‘\ LI N W
m/z--> 20 40 60 80 100 120 140 160
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
= P
12.50 13.00
5000 m/z 57.10 49.04%
91.0 ‘
\1\5\'?\ \ ‘1‘1‘2:‘..‘0“‘ ‘(‘5?.‘0‘ R \‘” e A R
miz--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- P —
119.0 12.50 13.00
m/z 43.10 40.30%
5000
91.0 ‘
41.0 65.0
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 32 Benzene, 1-methyl-4-(1-meth... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

13.001 6.54 ug/L 117597 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 87
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 80
3 4'-Methylpropiophenone 148 C10H120 005337-93-9 59
4 p-Cymene 134 C10H14 000099-87-6 58
5 o-Cymene 134 C1oH14 000527-84-4 58

Abundance Scan 3720 (13.001 min): VV024333.D\data.ms (-3714) (- m/z 119.10 100.00%
119.1

1
5000
o011 148.2 IV ATAL
: 13.00
39.0 65.0 ‘
S sl 1 Wl 1 ol 1680 s 148,15 22.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 T T \/\\ ij\
13.00
910 148.0 m/z 91.10 13.98%
BT LA R
1 1 L n n L !
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0 —
13.00
5000 m/z 135.05 13.85%
41.0 65.0 148.0
L TR ¥ A PR S S
miz--> 20 40 60 80 100 120 140 160
Abundance #26212: 4'-Methylpropiophenone j\ﬁ e
119.0 13.00
m/z 120.10 9.82%
5000 91.0
200 65.0 148.0
150 39 J | | M

e
m/z--> 200 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

13.046 13.76 ug/L 247603  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 90
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 60

Abundance Scan 3734 (13.046 min): VV024333.D\data.ms (-3727) (- m/z 104.10 100.00%
1

104.
5000 132.1
T \
391 571 78‘-1 M o1 13.00
! n‘m‘ﬂl‘ H“H‘;“w th MM‘ bl m/z 132.05  51.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
PN
5000 s S
132.0 13.00
m/z 91.10 40.43%
51.0 78.0
28.0 ‘
\\\‘\‘1 { \“ T \“}‘\““H\ \H}“‘ T \‘} T ‘M\ T 1“ \‘1“\‘\ ‘ L ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
RN T
13.00
5000 132.0 m/z 115.10  23.03%
78.0
270 | %17 Iyl
e
miz--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro- — ‘
104.0 13.00
m/z 117.10 13.88%
132.0
5000
270 51.0 78.0 “
S P YT N YN 1 A\,
m/z--> 20 40 60 80 100 120 140 160 13.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11222\
: VWe24333.D

: 12 Jan 2022 16:25
: SY/MD

: N1084-08 100X

: 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH
: 9 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M

: VOC Analysis

: 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-ethyl-4-(1-methy...

Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.268 10.91 ug/L 196241 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
2 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
3 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 58
4 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H1l6 004920-99-4 58
51,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 53

Abundance Scan 3803 (13.268 min): VV024333.D\data.ms (-3795) (-
133.1

m/z 133.05 100.00%

91.0 — UV
511 51 ‘ 1602 13.00 13.50
S I NS e O R 21800 u/7 131.05  48.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
5000 105.0 T U
13.00 13.50
m/z 148.20  29.99%
410 770 ‘ ‘
\\\‘\‘\‘\ \““\ \“i‘\ “i‘\ T \“‘ T “‘“\ \‘1“1 T \‘\‘\ T o T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0 /A
S ULL &
13.00 13.50
5000 m/z 119.10 22.92%
105.0
77.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0 13.00 13.50
m/z 91.05 19.89%
5000
105.0
o 90, oy Dl AL
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

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

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

Peak Number 35 Azulene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.500 135.77 ug/L 2442520 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 93
3 Azulene 128 C10H8 000275-51-4 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3875 (13.500 min): VV024333.D\data.ms (-3865) (-
128.1

m/z 128.05 100.00%

5000
1350 |
51.0 74.0 102.1 .
oHH_m_nhw‘wwwh_w‘MHH_MHW?F"P%H m/z 127.05 12.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000 —r—
13.50
m/z 129.05 10.92%
510 750 1020 |
\\\\‘\\\\‘\\‘\\‘\\\H}“‘\\\\“\\\\‘\ \\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #13678: Azulene
128.0
T 1
13.50
5000 ITI/Z 102.10 8.93%
102.0
28.0 5%.0 I 7‘1'0 ‘
L e e R B o
miz--> 20 60 80 100 120 140 160
Abundance #13681: Azulene —
128.0 13.50
m/z 126.05 7.30%
5000
51.0 102-0
75.0
S OO U N e
m/z--> 20 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 36 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.631 126.94 ug/L 2283670 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 4227 (14.631 min): VV024333.D\data.ms (-4216) (- m/z 142.05 100.00%
14

2.1
5000
115.1

14.50 15.00
39.1 630 890
O e b 1601180 s 141 05 g6.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000

115.0 14.50 15.00

m/z 115.10  33.79%

51.0 ‘7]‘..0 8?.0 H
‘\\\\‘\\‘1\“\\‘\”\‘\‘\\\‘\\\‘}‘\\\\i\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0
—— —

14.50 15.00

m/z 143.05 11.34%
5000 115.0
300 P30, 880 I
I 1L ol Ll il I
et e e
miz--> 20 40 60 80 100 120 140 160 180 j\
Abundance #22143: Naphthalene, 2-methyl- — T
142.0 14.50 15.00
m/z 139.05 10.81%
5000
115.0
mo %30 990 J A
L Ml el M il L
e L B o o P
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\

Data File : VV@24333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M

Quant Title : VOC Analysis

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 Naphthalene, 1-methyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.815 40.64 ug/L 731146  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 4284 (14.815 min): VV024333 D\data.ms (-4274) (= m/z 142.05 100.00%
2.1
5000
115.1
14.50 15.00
39.0 631 890
2 e S M 1722 2070 0 141 65 89.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
115.0 14.50 15.00
m/z 115.10 36.34%
030 20 I
‘\\\\‘\\H\\“\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
14 50 15 00
5000 m/z 143.00 11.51%
115.0
000 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0 1450 1500
m/z 139.05 11.36%
5000 115.0

30.0 930 890 I
) o il i

|

>

m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 Naphthalene, 2-ethenyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
15.361 3.91 ug/L 70407 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 91
2 Biphenyl 154 C12H1e 000092-52-4 83
3 Biphenyl 154 C12H10 000092-52-4 83
4 Biphenyl 154 C12H10 000092-52-4 83
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 80

Abundance Scan 4454 (15.361 min): VV024333.D\data.ms (-4449) (- m/z 154.10 100.00%
154.

54.1
5000
76.1 15‘06 ‘15‘50‘
51.0 1021 1259 : :
e 2Pl 1908 ) 153,05 38.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31490: Naphthalene, 2-ethenyl-
154.0
5000 T ‘ \N/\ /\A
15.00 15.50
m/z 152.00  24.94%
6.0 128.0
270 510 | 1020 Ty ||
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31483: Bipheny
154.0 A /\p
‘ LA
15.00 15.50
5000 m/z 155.10 13.37%
76.0
27.0 . 5:!-\0 I m“ ! 11\5.0‘\\ M
B L e B e B m oo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31485: Biphenyl — L
154.0 15.00 15.50
m/z 76.10 10.81%
5000
76.0
SJT'O I 102.0 I 12§.0 ni I {\ﬂ
R o e e R e e — i
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 39 Naphthalene, 1-ethyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
15.554 2.74 ug/L 49320 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 90
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 90
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 90
Abundance Scan 4514 (15.554 min): VV024333.D\data.ms (-4506) (- m/z 141.05 100.00%
141.1
5000
15.50 |
63.0 174.1 :
L i“ \“” \Hm\ “:\LO%-#M\ ““1“ h“ “ “i \“\ \2‘07\17 L — 2\8\‘1$ ITI/Z 156.10 49.71%
miz--> 50 100 150 200 250
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000 ‘ \ﬂx 1A
15.50
m/z 115.00  22.96%
27\'0\ \63\.0\\ 102.4 L i
Ll | I PR 1
T T T T ‘ T T T T ‘ T T T T [ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #33127: Naphthalene, 1-ethyl-
141.0
T \
15.50
5000 m/z 128.00 12.97%
27.0 ‘6?70 ‘102.4‘ il
A T — —
miz--> 50 100 150 200 250
Abundance #33126: Naphthalene, 1-ethyl- T ‘
141.0 15.50
m/z 142.00 12.09%
5000
76.0
300 Bl wmdo o
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 Naphthalene, 2,7-dimethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
15.667 4.82 ug/L 86651 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 4549 (15.667 min): VV024333.D\data.ms (-4540) (- m/z 156.10 100.00%
5

156.1
5000 ﬂ\
— —
301 770 M7 208.0 _ 15.50 16.00
: e Y 2Ok m/z 141.00  64.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000  — VAN
15.50 16.00
m/z 155.10 33.61%
41.0 77.0 1150
‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
—L AR
15.50 16.00
5000 ITI/Z 153.05 13.96%
115.0
LN ol T O E—
m/z--> 20 40 60 80 100120140160180200220240260280 /\ M
Abundance #33146: Naphthalene, 2,7-dimethyl- : ‘/\"r —
156.0 15.50 16.00
m/z 128.05 13.16%
5000
77.0
115.
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

SFAMVLM123121WMA.M Fri Jan 28 06:45:01 2022 Page: 42



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\

Data File : VV@24333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M

Quant Title : VOC Analysis

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

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

Peak Number 41 Naphthalene, 2,3-dimethyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
15.811 3.53 ug/L 63464 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 4594 (15.811 min): VV024333.D\data.ms (-4585) (-

m/z 156.05 100.00%

156.1
5000 ﬂ\
n 185 1600
76.1 ‘ . :
39.0 .
Y Y N A ‘M‘ A8l 28l. /7 141.00  85.09%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 — SN
15.50 16.00
m/z 155.20 27.09%
76.0
T \‘\39‘\0” ‘\““NH‘\ o ]‘.‘19,.9“‘\‘ ‘\‘ ‘M\ L I B B B B B B B
miz--> 50 100 150 200 250
Abundance #33159: Naphthalene, 1,3-dimethyl-
156.0
L AL
15.50 16.00
5000 m/z 115.00 21.29%
115.0
39.0 760 ‘ ‘
N O T PRV O
miz--> 50 100 150 200 250
Abundance #33150: Naphthalene, 2,3-dimethyl- — — i
156.0 15.50 16.00
m/z 128.05 16.83%
5000
6.0 115.0
LN I TV e
miz--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024333.D

Acqg On : 12 Jan 2022 16:25

Operator : SY/MD

Sample : N1084-08 100X

Misc : 6.56g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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 4.915 3.1 ug/L 30567 1 5.616 495436 50.0
(DEL) Alkane: S 5.493 5.7 ug/L 56742 1 5.616 495436 50.0
(DEL) Alkane: S 8.667 6.2 ug/L 77108 2 8.853 620875 50.0
(DEL) Alkane: S 8.789 5.7 ug/L 70410 2 8.853 620875 50.0
(DEL) Alkane: S... 9.204 45.2 ug/L 561433 2  8.853 620875 50.0
(DEL) Alkane: C... 9.474 15.7 ug/L 195206 2 8.853 620875 50.0
(DEL) Alkane: C 9.677 3.8 ug/L 46573 2 8.853 620875 50.0
(DEL) Alkane: S 9.712 27.0 wug/L 335073 2 8.853 620875 50.0
(DEL) Alkane: C 9.799 18.1 wug/L 225134 2 8.853 620875 50.0
(DEL) Alkane: S 10.017 14.3 wug/L 176978 2  8.853 620875 50.0
(DEL) Alkane: S... 10.085 17.9 ug/L 321116 3 11.249 899526 50.0
Benzene, propyl- 10.352 15.1 ug/L 271583 3 11.249 899526 50.0
Benzene, 1-ethy... 10.445 83.9 wug/L 1509170 3 11.249 899526 50.0
Benzene, 1l-ethy... 10.734 30.7 wug/L 553111 3 11.249 899526 50.0
(DEL) Alkane: S... 11.033 16.5 ug/L 296710 3 11.249 899526 50.0
(DEL) Alkane: C... 11.152 52.4 ug/L 942644 3 11.249 899526 50.0
Benzene, 1,2,3-... 11.336 60.3 ug/L 1084190 3 11.249 899526 50.0
(DEL) Alkane: S... 11.464 27.8 wug/L 500042 3 11.249 899526 50.0
Indane 11.532 37.5 ug/L 675154 3 11.249 899526 50.0
Indene 11.744 58.9 ug/L 1059340 3 11.249 899526 50.0
(DEL) Alkane: S... 11.789 97.0 wug/L 1745690 3 11.249 899526 50.0
Benzene, 2-ethy... 11.911 23.4 wug/L 420946 3 11.249 899526 50.0
Benzene, 1,4-di... 12.258 31.1 wug/L 558977 3 11.249 899526 50.0
(DEL) Alkane: C... 12.371 28.6 wug/L 515449 3 11.249 899526 50.0
Benzene, 1,2,4,... 12.464 59.8 wug/L 1076220 3 11.249 899526 50.0
Benzene, 4-ethy... 12.551 9.4 wug/L 169597 3 11.249 899526 50.0
Benzene, (1-met... 12.725 17.2 ug/L 310017 3 11.249 899526 50.0
6-Methyl-1,2,3,... 12.795 8.0 wug/L 143729 3 11.249 899526 50.0
1-Phenyl-1-butene  12.882 44.7 ug/L 804303 3 11.249 899526 50.0
Benzene, 1-meth... 13.001 6.5 wug/L 117597 3 11.249 899526 50.0
Naphthalene, 1,... 13.046 13.8 ug/L 247603 3 11.249 899526 50.0
Benzene, 1l-ethy... 13.268 10.9 wug/L 196241 3 11.249 899526 50.0
Azulene 13.500 135.8 wug/L 2442520 3 11.249 899526 50.0
Naphthalene, 2-... 14.631 126.9 wug/L 2283670 3 11.249 899526 50.0
Naphthalene, 1-... 14.815 40.6 ug/L 731146 3 11.249 899526 50.0
Naphthalene, 2-... 15.361 3.9 ug/L 70407 3 11.249 899526 50.0
Naphthalene, 1-... 15.554 2.7 ug/L 49320 3 11.249 899526 50.0
Naphthalene, 2,... 15.667 4.8 ug/L 86651 3 11.249 899526 50.0
Naphthalene, 2,... 15.811 3.5 ug/L 63464 3 11.249 899526 50.0
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