LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 10 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46096.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 72 81 101 rVvB 80453 115755 1.76% 0.208%
2 1.916 176 179 197 rBV 46546 85055 1.29% 0.153%
3 2.543 361 374 390 rBV 152810 253275 3.84% 0.455%
4 3,182 557 573 598 rBV2 12292 33846 0.51% 0.061%
5 4.658 1014 1032 1084 rvV 42426 195023 2.96% 0.351%
6 5.063 1141 1158 1188 rVB 141055 341307 5.18% 0.614%
7 5.584 1309 1320 1332 rBV3 8619 17795 0.27% 0.032%
8 5.719 1342 1362 1391 rBV2 355659 891608 13.54% 1.603%
9 5.896 1406 1417 1432 rVB2 7757 18117 0.28% 0.033%
10 5.980 1433 1443 1459 rBV3 6544 16361 0.25% 0.029%
11  6.128 1478 1489 1501 rBV3 14601 27608 0.42% 0.050%
12 6.250 1511 1527 1551 rBV 283332 581652 8.83% 1.046%
13  6.510 1592 1608 1624 rBV6 8100 23548 0.36% 0.042%
14 6.690 1650 1664 1680 rBV 187520 389215 5.91% 0.700%
15 7.253 1825 1839 1853 rBV4 7002 15757 0.24% 0.028%
16 7.497 1903 1915 1923 rBV3 15821 28650 0.43% 0.052%
17 7.568 1923 1937 1956 rVV 107559 219714  3.34%  0.395%
18 7.658 1956 1965 1984 rVB2 17174 36542 0.55% 0.066%
19 7.854 2013 2026 2028 rBV6 9579 16166 0.25% 0.029%
20 7.899 2028 2040 2057 rW 411792 779770 11.84% 1.402%
21  8.128 2096 2111 2119 rBV2 31125 51352 0.78% 0.092%
22 8.182 2119 2128 2157 rVB 67317 160055 2.43% 0.288%
23 8.684 2258 2284 2299 rBV 144148 469332 7.12% 0.844%
24  8.864 2331 2340 2349 rVB 17659 27485 0.42% 0.049%
25  8.925 2349 2359 2365 rBV3 21223 38041 0.58% 0.068%
26 9.057 2386 2400 2412 rBv4 18476 44112 0.67% 0.079%
27 9.166 2428 2434 2442 rBV4 14568 22189 0.34% 0.040%
28  9.214 2442 2449 2461 rVB3 45725 78273 1.19% 0.141%
29 9.336 2476 2487 2499 rBV3 43833 79567 1.21% 0.143%
30 9.427 2500 2515 2535 rBvV 321092 740920 11.25% 1.332%
31 9.578 2548 2562 2584 rBV 1022293 2037367 30.93% 3.663%
32 9.700 2584 2600 2640 rVB 3038667 6587387 100.00% 11.843%
33 9.890 2646 2659 2668 rvVB1o 7110 15456 ©.23% 0.028%
34 9.954 2668 2679 2688 rBV5 11662 23428 0.36% 0.042%
35 10.021 2689 2700 2713 rBV5 90319 204010 3.10% 0.367%

36 10.111 2714 2728 2741 rVW 741718 1461526 22.19% 2.628%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 10 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
37 10.253 2754 2772 2785 rBV3 170754 344583 5.23% 0.620%
38 10.317 2785 2792 2795 rBV2 20400 26574 0.40% 0.048%
39 10.356 2795 2804 2812 rBvV4 104893 188895 2.87% 0.340%
40 10.491 2828 2846 2856 rBV 112267 248736 3.78% 0.447%
41 10.558 2856 2867 2875 rBV3 109691 211567 3.21% 0.380%
42 10.626 2875 2888 2892 rVV2 193769 368108 5.59% 0.662%
43 10.655 2893 2897 2913 rVB 238440 356756 5.42% 0.641%
44 10.764 2914 2931 2943 rBV2 359661 797427 12.11% 1.434%
45 10.912 2966 2977 2994 rBV 377656 659927 10.02% 1.186%
46 11.005 2994 3006 3022 rVV 970905 2347885 35.64% 4.221%
47 11.115 3024 3040 3057 rVB2 1459392 3267714 49.61% 5.875%
48 11.205 3063 3068 3075 rVB2 23964 33354 0.51% 0.060%
49 11.246 3076 3081 3086 rBvV3 16337 21766 0.33% 0.039%
50 11.301 3087 3098 3113 rVW 506161 940757 14.28% 1.691%
51 11.378 3115 3122 3127 rVV2 100531 149545  2.27%  0.269%
52 11.420 3127 3135 3141 rVV 289091 438451 6.66% 0.788%
53 11.475 3141 3152 3173 rVB 2501269 4184314 63.52% 7.523%
54 11.574 3174 3183 3190 rBV3 106992 188457 2.86% 0.339%
55 11.645 3200 3205 3214 rVB2 117445 180788 2.74%  0.325%
56 11.709 3215 3225 3232 rBV6 155309 309743 4.70%  ©.557%
57 11.751 3232 3238 3246 rVV3 104070 151407 2.30% 0.272%
58 11.822 3250 3260 3271 rVV2 523268 963039 14.62% 1.731%
59 11.902 3271 3285 3296 rvV 781054 1526836 23.18% 2.745%
60 12.005 3311 3317 3334 rVB2 235424 406954 6.18% ©.732%
61 12.102 3334 3347 3364 rBV 2098667 3719119 56.46% 6.687%
62 12.198 3364 3377 3390 rVB4 692240 1355909 20.58% 2.438%
63 12.282 3392 3403 3404 rBV6 32695 55800 0.85% 0.100%
64 12.330 3407 3418 3428 rBV 1276311 1810013 27.48%  3.254%
65 12.385 3428 3435 3450 rVB3 156543 328539 4.99% 0.591%
66 12.471 3453 3462 3466 rBV 155303 244519 3.71%  0.440%
67 12.574 3488 3494 3501 rVB 170252 225857 3.43% 0.406%
68 12.674 3517 3525 3532 rBV3 76687 168834 2.56% 0.304%
69 12.931 3596 3605 3611 rBV4 166050 301976 4.58% 0.543%
70 13.031 3625 3636 3653 rVB4 301443 684749 10.39% 1.231%
71 13.134 3664 3668 3676 rVB2 85116 104042 1.58% 0.187%
72 13.295 3710 3718 3728 rVB3 117537 204591 3.11% 0.368%
73 13.356 3730 3737 3745 rBV2 40956 56575 0.86% 0.102%
74 13.433 3747 3761 3782 rBV3 558938 1215147 18.45% 2.185%
75 13.587 3804 3809 3815 rBV 61605 79157 1.20% 0.142%

76 13.626 3816 3821 3846 rVB9 128509 325242 4.94% ©.585%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 10 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
77 13.735 3847 3855 3864 rBv8 30471 62568 ©0.95% ©0.112%
78 13.838 3880 3887 3904 rBV3 54154 119872 1.82% 0.216%
79 13.950 3916 3922 3923 rBV2 23695 21897 0.33% 0.039%
80 14.089 3954 3965 3984 rVB 2237980 3604261 54.71% 6.480%
81 14.201 3986 4000 4012 rVB2 110236 297936  4.52% 0.536%
82 14.449 4069 4077 4085 rBV 293470 406395 6.17% 0.731%
83 14.674 4134 4147 4159 rBV8 58220 144112 2.19% 0.259%
84 14.809 4184 4189 4196 rBV5 24612 32870 0.50% 0.059%
85 14.941 4226 4230 4236 rVB5 17151 18016 0.27% 0.032%
86 15.021 4248 4255 4262 rBV5 37044 63530 0.96% 0.114%
87 15.166 4289 4300 4305 rBV3 33944 75508 1.15% ©0.136%
88 15.220 4306 4317 4330 rVV 1327387 2117717 32.15% 3.807%
89 15.343 4347 4355 4362 rBV4 41106 68793 1.04% 0.124%
90 15.407 4364 4375 4389 rVV2 1005379 1723223 26.16% 3.098%
91 15.507 4401 4406 4416 rVB7 25573 42848 0.65% 0.977%
92 15.950 4534 4544 4567 rVB2 139768 337650 5.13% 0.607%
93 16.146 4598 4605 4613 rBV 68698 104154 1.58% 0.187%
94 16.262 4631 4641 4646 rBV 188727 310519 4.71% ©.558%
95 16.291 4647 4650 4660 rVB 152033 183005 2.78% 0.329%
96 16.407 4678 4686 4693 rBV 131568 213229 3.24% 0.383%
97 16.445 4693 4698 4716 rVB 112048 188361 2.86% 0.339%
98 16.880 4828 4833 4845 rVB3 46665 68164 1.03% 0.123%
99 17.326 4967 4972 4980 rVB3 44487 59625 0.91% 0.107%
100 17.375 4982 4987 4993 rVvV3 28100 35740 0.54% 0.064%
Sum of corrected areas: 55620909
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046096.D\data.ms
3000000
2500000
2000000
1500000

1000000

500000 5.719

Y ers 6.250 6.60(
. 5.063 -
1.600 1,916 3.182 4.658 5.584 | 5.80888112 6.510 /\

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\.\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VU046096.D\data.ms
3000000 9.700

2500000 1475
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1500000
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T [T
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Abundance TIC: VU046096.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Methanol, TMS derivative Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
3.182 2.91 ug/L 33846 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methanol, TMS derivative 104 C4H120Si 001825-61-2 91
2 Methanol, TMS derivative 104 C4H120Si 001825-61-2 91
3 Silane, (2-methoxyethyl)trimethyl- 132 C6H160Si 018173-63-2 83
4 Ethyl(dimethyl)methoxysilane 118 C5H140Si 052686-75-6 74
5 Methanol, TBDMS derivative 146 C7H180Si 1000364-10-7 64
Abundance Scan 573 (3.182 min): VU046096.D\data.ms (-557) (-) m/z 89.10 100.00%
89.1
5000 59.0
R ARmEaaT e R
43.0 2.80 3.00 3.20 3.40 3.60
] S T M m/z 59.00  49.33%
miz--> 0 20 40 60 80 100 120
Abundance #5266: Methanol, TMS derivative
89.0
590 an_naln 4
5000 L L L B B R

2.80 3.00 3.20 3.40 3.60
m/z 90.00 8.81%

0 270 430 | , 105.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #5265: Methanol, TMS derivative
89.0
AR e R
2.80 3.00 3.20 3.40 3.60
5000 59.0 m/z 44.99  6.09%
150 43\,\0 i I ‘\
o2 e e e
miz--> 0O 20 40 60 80 100 120
Abundance #16497: Silane, (2-methoxyethyl)trimethyl- R RRRREE e e R
89.0 2.80 3.00 3.20 3.40 3.60
m/z 43.00 6.01%
5000 590
43.0
e R O P T 1.2 3 A T
m/z--> 0 20 40 60 80 100 120 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
7.658 3.14 ug/L 36542 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 83
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 74
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 64
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 59
Abundance Scan 1965 (7.658 min): VU046096.D\data.ms (-1956) (-) m/z 43.00 100.00%
430 570
85.1
5000
A740760780800
70.0 114.1 o e A S
oH‘H‘WH‘_‘H‘;m"_M“‘_‘H‘}m‘w!wwm,mw m/z 57.85 84.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #22114: Heptane, 3,4,5-trimethyl-
43.0
85.0
57.0 /\
5000 /\\\M\\\‘\\\\‘\m\‘”\\\
29.0 7.40 7.60 7.80 8.00
m/z 85.10 78.33%
I
O\\‘\\\\‘\\\1‘\\H‘\}\\‘\‘\\{‘\\\‘\i‘\\\\‘\\1\‘\\\\‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl-
43.0
57.0 m‘m‘u‘_‘u‘u‘w‘u
85.0 7.40 7.60 7.80 8.00
5000 m/z 84.10 56.62%
29.0
114.0
et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4467: Hexane, 2-methyl- &“ﬁ““‘u“‘ﬂnu‘mﬂ
43.0 7.40 7.60 7.80 8.00
m/z 41.00 53.03%
5000
85.0
57.0
29.0
o150 1| ] |70 | 1000 /. LA
e e e e e e PR e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 49

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

8.128 3.47 ug/L 51352 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 95
2 Octane 114 C8H18 000111-65-9 95
3 Octane 114 C8H18 000111-65-9 91
4 Octane 114 C8H18 000111-65-9 91
5 Octane 114 C8H18 000111-65-9 90

Abundance Scan 2111 (8.128 min): VU046096.D\data.ms (-2096) (-) m/z 43.00 100.00%

43.0
85.1
5000 570 » /\

114.1 7.80 8.00 8.20 8.40

oH‘H‘WH‘_‘H‘H‘WH‘_‘H‘H‘wwwww,”‘w‘ m/z 85.10  63.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8621: Octane
43.0
5000 H‘HH‘HH‘HH’O\(\\‘
29.0 57.0 85.0 7.80 8.00 8.20 8.40
71.0 m/z 57.00 49.61%
1T 7
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\1\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8620: Octane /\
43.0
7.80 8.00 8.20 8.40
5000 m/z 40.95 44.74%

o

m/z-->
Abundance

5000

57.0
2
9.0 710 80
114.0
1(1)520304050607080901001i0120
#8622: Octane 4 W

4

w

290 ‘
|

.0

T

7.80 8.00 8.20 8.40
m/z 71.10 35.63%

A Aj\/\ no |

m/z-->

10 20 30 40

50 60 70 80 90 100 110 120
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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: Cyclic8.925 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
8.925 2.57 ug/L 38041 Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 86
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 78
4 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2 1000283-21-2 72
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 53

Abundance Scan 2359 (8.925 min): VU046096.D\data.ms (-2349) (-) m/z 111.10 100.00%
1111

69.0
5000 55.0
41.0
83.0 R RAA R
H ‘ ‘ 97.0 126.1 8.60 8.80 9.00 9.20
oH_m_m_Hwwwwuu‘Hm,mwm“WMMJW m/z 69.05  75.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 55.0 Y S
41.0 83.0 8.60 8.80 9.00 9.20
' m/z 55.00 51.15%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
R RARRRRERREEEECIE
8.60 8.80 9.00 9.20
5000 41.0 55.0 m/Z 41.00 27.89%
83.0
270
o s10 | 1250
0H“m‘mwm‘m“mWm‘Hu,wHWH“m_m_m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- e
111.0 8.60 8.80 9.00 9.20
69.0 m/z 83.05 22.41%
5000 41.0 55.0
270
0 \ ‘ M 97.0 ‘ 126.0
H_H‘_H‘_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘WH‘WH‘WH‘ B R R L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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: Cyclic9.057 Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
9.057 2.98 ug/L 44112  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 53
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 53
3 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 53
4 Cyclohexanone, 2-ethyl-2-propyl- 168 C11H200 055283-56-2 50
5 Cyclohexanone, 4-ethyl- 126 C8H140 005441-51-0 47
Abundance Scan 2400 (9.057 min): VU046096.D\data.ms (-2386) (-) m/z 55.00 100.00%
55.0
97.1
5000
70.0 126.1 \
39/0 : L L B B BN B
| ‘ ‘ ‘ 8.80 9.00 9.20 9.40
) S| N— ol L m/z 69.85 53.25%
miz--> 20 40 60 80 100 120 140
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
53.0 97.0
5000 J\\\\\‘\\\\‘\\\\‘\\\\’\\\
8.80 9.00 9.20 9.40
m/z 97.10 52.87%
70.0 126.0
O T T ‘\\\4\.0}{9\‘\“!“ \‘?ﬁ\ T “H\\!“ T \‘\ T ‘ \‘\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
““‘w‘ﬂ‘w“u“fﬁﬁ‘fy
8.80 9.00 9.20 9.40
5000 m/z 41.00 40.10%
112.0
39/0
b
LTI ) O O W
miz--> 20 40 60 80 100 120 140
Abundance #20781: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)- R R
55.0 8.80 9.00 9.20 9.40
m/z 126.10 28.80%
97.0
5000
7T.0
29.0 ‘ ‘
bl il L soneo [ L[V
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
9.214 5.28 ug/L 78273  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 74
2 Octane, 2-methyl- 128 C9H20 003221-61-2 68
3 Octane, 2-methyl- 128 C9H20 003221-61-2 58
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 53
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 50

Abundance Scan 2449 (9.214 min): VU046096.D\data.ms (-2442) (-) m/z 43.00 100.00%

43.0
57.0
71.0
5000 85.1

T T T T T
9801111 1281 8.80 9.00 9.20 9.40 9.60

‘, m/z 57.05 66.71%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14524: Octane, 2-methyl-
43.0
57.0 ]\«

o

5000 N AR A

8.80 9.00 9.20 9.40 9.60

29.0 1.0 85.0 m/z 71.05 55.72%
oyt L 90 20 1200
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #14530: Octane, 2-methyl-
43.0

/\T/\\\\\

8.80 9.00 9.20 9.40 9.60

5000 57.0 m/z 41.00 46.11%

29.0

71.0
: 85.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14534: Octane, 2-methyl-

N
430 57.0 710 8.80 9.00 9.20 9.40 9.60

m/z 85.10  43.05%

85.0
5000
113.0
29.0
il 00 | 19,

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 8.80 9.00 9.20 9.40 9.60

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
9.336 5.37 ug/L 79567  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 64
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 52

5 Carbonic

acid, butyl heptyl ester

216 C12H2403

1000314-63-4 50

Abundance Scan 2487 (9.336 min): VU046096.D\data.ms (-2476) (-) m/z 57.05 100.00%
57.0

5000
39 98.1
f s 9.00 9.20 9.40 9.60
0 HWHH‘MHJ‘ L% SN N R m/z 41.00  41.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14537: Octane, 3-methyl-
57.0
5000 L L L R B L R
29.0 9.00 9.20 9.40 9.60
m/z 69.05 29.01%
98.0
ok | g0 | 1280
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
R s T
9.00 9.20 9.40 9.60
5000 98.0 m/z 70.05 28.45%
39
oo LWL L Jray | w0
miz--> 20 40 60 80 100 120 140 160
Abundance #92371: Heptane, 1,1'-oxybis- e AR un e S
57.0 9.00 9.20 9.40 9.60
m/z 56.00 25.43%
5000
29.0 98.0
o e TP wroiss0  ang
e e e e e e e e e LR A,
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

10.021 13.77 ug/L 204010 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
3 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 38
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 38

Abundance Scan 2700 (10.021 min): VU046096.D\data.ms (-2689) (- m/z 57.05 100.00%
57.0

85.1
5000 41.0
126.2 10.00
1111
SIS 00 0 O =™ IR
miz-> 20 40 60 80 100 120 140
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
5000 A
10.00
27.0 m/z 85.10 54.73%
A —
0\\\‘\‘\‘}\\}}\\‘\“\\‘\\‘\‘\\\‘\\\‘\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #8644: Hexane, 2,4-dimethyl-
43.0
R
10.00
5000 ITI/Z 55.00 50.22%
85.0
27)0
0 A 114.0
— et
miz--> 20 40 60 80 100 120 140
Abundance #22115: Heptane, 2,4,6-trimethyl- < ‘
3.0 850 10.00
' m/z 40.95 46.68%
5000
27.0 69,0
L | 142.0
O b el e e
m/z--> 20 40 60 80 100 120 140 10.00

SFAMULM112921WMA.M Wed Dec 08 04:00:57 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 12
R.T. EstConc Area Relative to ISTD R.T.
10.253  23.25 ug/L 344583 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 94
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 90
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 90
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90

Abundance Scan 2772 (10.253 min): VU046096.D\data.ms (-2754) (- m/z 57.05 100.00%

m/z--> 60 80 100 120 140 10 00 10 50

57.0
5000 L0 L
113.2
‘ 85.1 1422 10 00 10 50
bl S myz 71010 68.84%
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
1 AJ\Wh
41.0
5000 k T T
10.00 10.50
113.0 m/z 43.00 45.28%
I i
O \1\5\.()‘\‘\ T “{ T \“\" T !“} T ‘ !“\ T \“ L ! T ‘ T \]\.4‘2\'9\
m/z--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
. .
10.00 10.50
4110 9
5000 m/z 41.00 37.61%
85.0 113.0
2op | %0 | e
(O T L L B e TR RRAN EA RS
m/z--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl- = I
57.0 10.00 10.50
m/z 56.05 33.85%
5000
410
112.0
85.0
0 ‘b \‘\ ‘ | il 1l H 127.0142.0 . L
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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: Cyclic1@.356 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
10.356  12.75 ug/L 188895 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 93
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 90
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 81
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 81
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 72

Abundance Scan 2804 (10.356 min): VU046096.D\data.ms (-2795) (- m/z 83.10 100.00%

83.1
55.0
5000
3000 126.2 s NN
‘ ‘ 109.1 10.00 10.50
N M Sl L 42 s 5585 72.83%
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000 — —
10.00 10.50
126.0 o
29.0 m/z 82.10 61.47%
0 LI ‘ \M\ \‘i”\ T \H!“ \‘}“! T “!‘ T \9\8.‘0\ 1T ‘ \‘\ T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
= ‘ (\?%by\
10.00 10.50
5000 ITI/Z 41.00 42.70%
27.0 126.0
[ — AL “‘”‘ : w‘!“ “:‘M ol 980 ‘ SN
miz--> 20 40 60 80 100 120 140
Abundance #13260: Cyclohexane, (1-methylethyl)- T 7
83.0 10.00 10.50
55.0 m/z 57.05  36.98%
5000
39)0 ‘ 126.0
ol i ALy o | UMW
m/z--> 20 40 60 80 100 120 140 10.00 10.50

SFAMULM112921WMA.M Wed Dec 08 04:01:00 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 26
R.T. EstConc Area Relative to ISTD R.T.
10.558 14.28 ug/L 211567 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 70
2 Nonane, 2-methyl- 142 C1eH22 000871-83-0 52
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 47
5 Heptane, 4-propyl- 142 C1eH22 003178-29-8 43

Abundance Scan 2867 (10.558 min): VU046096.D\data.ms (-2856) (-  m/z 57.05 100.00%
57.0

- M
98.1 LA
39 \L ‘ 1231 10.50
L L. _JM“‘HH‘leml‘fz‘?”_”wm m/z 43.00 56.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22071: Octane, 4-ethyl-
57.0
5000 rop— i
10.50
29.0 gs.0 1120 m/z 41.60  30.72%
T O R Y
O\‘\}\\‘{\\h‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 100 120 140 160 180
Abundance #22074. Nonane, 2-methyl-
43.0
U \
10.50
5000 ITI/Z 71.05 29.44%
71.0
| ‘ 980 1570
0"‘1"11‘w““H“‘w"H“HH_“H‘HH‘HH_H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74011: Tridecane, 6-methyl- e 1
57.0 10.50
m/z 98.10 24.75%
5000
20.0 ‘ 85.0 1260
o S N T Y O W SN - X BN B, WA WO
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.626  19.11 ug/L 368108 1,4-Dichlorobenzene-d4 11.822
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 Nonane, 4-methyl- 142 C10H22 017301-94-9 78
4 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
Abundance Scan 2888 (10.626 min): VU046096.D\data.ms (-2875) (- m/z 57.10 100.00%
57.1
5000
4100 98.1
10.50 11.00
7”.1 142.2
ol bl bl e L 1222 m/z 43.05 51.96%
m/z--> 20 40 60 80 100 120 140
Abundance #22082: Nonane, 4-methyl-
57.0
98.0 : :
410 m/z 71.18  46.77%
142.0
miz-> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
1 St
e D
10.50 11.00
5000 m/z 70.10 43.50%
410 98.0
o zsb | | o | o o
miz--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl- N —
57.0 10.50 11.00
m/z 98.10 29.27%
5000
4110
98.0
o260 | || 720 | 1130 1420
et e = =
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.655 18.52 ug/L 356756 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
2 Octadecane 254 C18H38 000593-45-3 59
3 Undecane, 3,4-dimethyl- 184 C13H28 017312-78-6 59
4 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 53
5 Octane 114 C8H18 000111-65-9 53
Abundance Scan 2897 (10.655 min): VU046096.D\data.ms (-2893) (- m/z 57.10 100.00%
57.1
5000 85.1
‘ ‘ 127.2 10.50 11.00
v e L m/z 43.00  78.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45498: Undecane, 3-methyl-
57.0
5000 w/\/\ﬁ T
85.0 10.50 11.00
29.0 m/z 71.10 42.79%
0 \‘ “‘ | | 112014104700
\‘HH‘\H ‘HH‘\\H‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141056: Octadecane
°° N
J\{“’?ﬁ T
10.50 11.00
5000 85.0 ITI/Z 41.00 42.35%
29.0 113.0
ol M‘ g 4 1410169.0197.0 2250 254.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59051: Undecane, 3,4-dimethyl- = "
43.0 10.50 11.00
71.0 m/z 85.10 42.35%
5000
126.0
97.0
ol L 1930 “,f$¥,YM? —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 15 Benzene, propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.912  34.26 ug/L 659927 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
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 72
Abundance Scan 2977 (10.912 min): VU046096.D\data.ms (-2966) (-  m/z 91.05 100.00%
91.0
5000
120.1 A\
11.00
51.0 .
Ol e b e e 28%E m/z 120,10 22.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 /\\ A T J\
11.00
120.0 m/z 92.10 10.95%
39.0 |
O\H‘\‘\H“‘\\“H"\H\“’\\‘H‘\‘\H“HH‘HH‘HH’HH’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10700: Benzene, propyl-
91.0 A
R
11.00
5000 m/z 65.00 10.01%
120.0
39.0 | ‘
O ettt b b e
m/z--> 20 40 60 80 100120140160180200220240260280 AK
Abundance #10699: Benzene, propyl- A
91.0 11.00
m/z 78.00 6.13%
5000
120.0 A
39.0
om‘H‘w‘,u‘m“,"1"um‘m‘w‘w‘m,‘H‘,WWWWW /\‘ L
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 16 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.005 121.90 ug/L 2347890 1,4-Dichlorobenzene-d4 11.822
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-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 3006 (11.005 min): VU046096.D\data.ms (-2994) (-  m/z 105.10 100.00%
105.1

5000 M
120.1
77.0 1100 L
0 OO b 139 m/z 120 é5 30.54%
T T T ‘ T T T ‘ T T ‘ L ‘ L ‘ T T ‘ T T T ‘ T T . . (]
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 AM T /‘\ ]

m/z 91.10 12.31%

77.0
0 \1\5\-0‘ T \3\9“.0\ \‘\5\9"(‘)\‘\ T \M‘ T \‘1 T ‘H‘\ \‘\H“\ L
m/z--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
T
11.00
5000 ITI/Z 76.95 11.55%
120.0
77.0
ol sso. 0 800 L L U
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl- s |
105.0 11.00
m/z 106.10 8.78%
5000
120.0
39.0 77.0 /\A
0"“‘“"MH‘Wﬁ%gﬂ“M“M“H“‘uwu““" it A
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Benzene, 1-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.301 48.84 ug/L 940757 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91

Abundance Scan 3098 (11.301 min): VU046096.D\data.ms (-3087) (-  m/z 105.05 100.00%

105.1
5000 M
wo 70| ] R
Ol prorrorbetptidbo M A2T:1 1862 20704/ 106 16 29.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\\M T A T I T
11.00 11.50
m/z 91.05 11.46%
77.0
0 ;\5\-(‘)\‘\\3\9“.\0\‘\\“\‘H\““H‘M‘MH‘\H“\ LB B B I B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
11.00 11.50
5000 m/z 77.00 11.31%
79.0
39.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 11.00 11.50
m/z 79.05 8.92%
5000
39.0 77.0
0“‘Mh‘“HWMWUH$HHM‘ﬂhwﬂu‘u“u“u“w“W“u
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\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.378 7.76 ug/L 149545 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 59
2 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 59
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 52
4 4,4-Dimethyl octane 142 C1eH22 015869-95-1 50
5 3-Heptanone, 2-methyl- 128 C8H160 013019-20-0 47

Abundance Scan 3122 (11.378 min): VU046096.D\data.ms (-3115) (- m/z 57.10 100.00%
57.1

85.1
5000
4110
— —
11.00 11.50
113.1 139.2 156.2
0 m/z 43.00 71.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33084: Decane, 5-methyl-
57.0
5000 — s
11.00 11.50
41)0 85.0 m/z 85.10 51.79%
O T ‘ \‘\‘\ \““\ T \“!“ T \H‘\ T ‘ H\ T \“‘ \1\1\2.\0‘ T \1\4.‘0.\0\1\5\6.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0
— e
a1 11.00 11.50
5000 0 85.0 m/z 41.00 32.76%
— ‘\m i \ loto 1270
m/z--> 20 40 60 80 100 120 140 160
Abundance #8644: Hexane, 2,4-dimethyl- = T
43.0 11.00 11.50
m/z 71.10 27.42%
5000
85.0
§i
ol bl L S a0 ptn
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.420 22.76 ug/L 438451 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 80
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
3 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 72

Abundance Scan 3135 (11.420 min): VU046096.D\data.ms (-3127) (-

m/z 71.10 100.00%

71.1
43.0
5000
113.2 11.50
1.0 156.3 :
 I—— u“‘“ A PO Hw‘ A341 OS2z 43.00  67.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
43.0
5000
11.50
m/z 57.10 63.16%
113.0
O\ \‘2\6‘-}\\“H\\“}“\\w\“\g\l\.(\)‘\\}‘\‘\\\]-\4"0.\()\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
—
11.50
5000 43.0 m/z 70.10 36.72%
113.0
g0 LA e
miz--> 20 40 60 80 100 120 140 160
Abundance #22120: Heptane, 3,3,5-trimethyl- —
71.0 11.50
m/z 41.00 30.12%
43.0
5000
113.0
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 33
R.T. EstConc Area Relative to ISTD R.T.
11.574 9.78 ug/L 188457 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 78
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
3 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 47
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 43

Abundance Scan 3183 (11.574 min): VU046096.D\data.ms (-3174) (- m/z 57.05 100.00%
57.0

- o0 /\fjud»\J\KANJVﬂV«W
T \
39 113.1 11.50
bl e 2942 s 71010 60.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45507: Decane, 3,8-dimethyl-
57.0
5000 — :
85.0 11.50
29.0 m/z 43.00 48.11%
‘ ‘ 113.0 141.0
0 \\\‘\‘\\\“‘\\\ ‘\\‘M\‘\‘\\\“‘\\‘\‘\‘\\\\“\\\\‘1\6\9\.0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #45490: Undecane, 3-methyl-
57.0
T \
11.50
m/z 85.05 37.91%
5000 85.0
29.0
‘ 141.0
0""‘M‘NM"m"N:wwu‘wh}}%?““U“u,¥?Qp
m/z--> 20 40 60 80 100 120 140 160
Abundance #59086: Decane, 2,6,7-trimethyl- e ‘
57.0 11.50
m/z 41.00 37.74%
5000
39 85.0 1120
0 ‘141-0‘ ARV
m/z--> 200 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 21 Benzene, 1-methyl-4-propyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.645 9.39 ug/L 180788 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 25
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 22
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 22
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 22
5 Benzeneacetaldehyde, 4-methyl- 134 CS9H1e0 000104-09-6 22
Abundance Scan 3205 (11.645 min): VU046096.D\data.ms (-3200) (-  m/z 105.10 100.00%
105.1
5000 57.1 j\
5.1 ML
H) ‘ ‘ 127.2 . 11.50 12.00
Ol il ‘Umw L 2222 myz 57.10 0 38.67%
m/z--> 20 100 120 140 160
Abundance #17049 Benzene 1rneﬂwl4[ropyh
105.
5000 L 1 ‘h
11.50 12.00
134.0 m/z 71.10 31.00%
0l15.0 39.0 57.0 77“0 L ‘
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
— —
11.50 12.00
5000 m/z 85.10 24 .85%
134.0
o150 | 390 s70, 7 )]
R T
miz--> 20 40 60 80 100 120 140 160
Abundance #17046: Benzene, (1-methylpropyl)- o 7
105.0 11.50 12.00
m/z 56.10  15.26%
5000
134.0
wo w0 70
L M e —
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 (DEL) Alkane: Cyclic11.709 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.709 16.08 ug/L 309743 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 64
2 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 59
3 Cyclohexane, undecyl- 238 C17H34 054105-66-7 59
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 58
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 58

Abundance Scan 3225 (11.709 min): VU046096.D\data.ms (-3215) (- m/z 83.10 100.00%

55.1
5000
111.1 140.2 T T
H h‘ ‘ ‘ ‘ 11.50 12.00
0 H‘_‘HNHHWm‘uﬂuipum‘w‘w‘Hu_u‘_‘u‘u‘w‘u‘_ m/z 55.10  75.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 e ——
11.50 12.00
29.0 140.0 m/z 82.10  57.44%
0\\\‘\H\\‘i”\\\M"\‘}“\\“l\\\“].\]\-J\-\.‘O\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
83.0
p— —
11.50 12.00
5000 m/z 57.10 45.39%
27.0
“ ‘ 140.0
0! bbb e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 M
Abundance #121344: Cyclohexane, undecyl- T —
83.0 11.50 12.00
m/z 41.00 42.29%
55.0
5000
29.0
Obrrrrelrephdl i A (HLEQ 1540 238 — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 o-Cymene Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
11.751 7.86 ug/L 151407 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 93
5 p-Cymene 134 C1oH14 000099-87-6 93

Abundance Scan 3238 (11.751 min): VU046096.D\data.ms (-3232) (-  m/z 119.10 100.00%
119.1

5000
st T 4 11.50 12.00
39.0 ‘ 39.2 . :
oHH_Hmuhm;“u‘z‘?’ﬁ MM““}MM‘Mmm““;1‘5‘6"3‘ m/z 134.15  28.17%
mlz--> 20 40 60 80 100 120 140 160
Abundance #16996: o-Cymene
119.0
5000 T T \/\/\\j\/\\ T T T
11.50 12.00
91.0 m/z 91.10 22.70%
150 390 650 ' 4
O\\\‘\‘\‘\\\“‘\\“\‘\“‘\‘\\\‘”‘\\“i‘\‘w\ \‘\‘l\\lw‘\G.‘O\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
11.50 12.00
5000 m/z 97.10  18.31%
41.0 550
. 65.0
S M R S
miz--> 20 40 60 80 100 120 140 160
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- e ——
119.0 11.50 12.00
m/z 57.10 17.13%
5000
39.0 50
. 65.0 4 Nx\
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 24 Benzene, 1l-ethyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.902  79.27 ug/L 1526840 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 3285 (11.902 min): VU046096.D\data.ms (-3271) (- m/z 105.10 100.00%
105.1
5000
N J\ —Aa
390 571 /10 11.50 12.00
bt b 4L B2 1AL2 s 100,10 41.56%
miz--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000 b A —
11.50 12.00
m/z 77.00 11.74%
77.0
O T ‘2\7\.(\)\“ T \‘M‘\H"\‘\ T \‘H‘ T \‘\ T ‘h‘\ \;1\1“2\.(\)\ T ‘ LU ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 m/z 91.05 9.96%
_ 77.0
RN S T ) -1 B
miz--> 20 40 60 80 100 120 140 160
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 11.50 12.00
m/z 119.05 9.26%
5000
270 510 /70
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.005 21.13 ug/L 406954  1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 72
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 64
3 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 64
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
Abundance Scan 3317 (12.005 min): VU046096.D\data.ms (-3311) (- m/z 71.10 100.00%
71.1
43.0
5000
126.2
T
98.1 ‘ 12.00
156.2
o‘wHU;m“_N‘,Mmu‘w‘_He‘mwwawm‘ m/z 57.10  94.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59110: Nonane, 5-(2-methylpropyl)-
57.0
85.0 soan JulA
5000 O At 1 :
12.00
29.0 126.0 m/z 85.10 64.41%
O\\‘\‘}‘\\“‘\\\Hl“\\hl\"‘\‘\\\M‘\\‘\\‘\\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141070: Heptadecane, 8-methyl-
57.0
RN \
85.0 12.00
5000 m/z 43.00 60.87%
126.0
‘ ‘ 154.0
Oyl 183020102300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33106: Octane, 5-ethyl-2-methyl- == ‘
43.0 12.00
m/z 41.00 48.27%
71.0
5000
127.0
obrddl b A N8B0, [ om0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

SFAMULM112921WMA.M Wed Dec 08 04:01:12 2021 Page: 28



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.102 193.09 ug/L 3719120 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Indane 118 C9H10 000496-11-7 90
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 83
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
Abundance Scan 3347 (12.102 min): VU046096.D\data.ms (-3334) (-  m/z 117.10 100.00%
117.1
5000
—r —
omwHHHHMHMJWWM‘_H 13511542 m/z 118.10  56.58%
mlz--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
5000 - —
12.00 12.50
m/z 115.10 32.44%
390 5gg 910 /
O\:\L\3\0‘\‘\\\“\\\\“‘\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance #10181.Indane
117.0
12.00 12.50
5000 m/z 91.05 16.31%
390 630 OO
owm‘m“_wu‘Mm_ﬂ‘wm .
mfz--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10 7.65%
5000 91.0
39.0 65.0
NS Y N SRV SN | NS
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 (DEL) Alkane: Cyclic12.282 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
12.282 2.90 ug/L 55800 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 49
2 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 38
3 trans-1,2-Diethyl cyclopentane 126 CO9H18 000932-40-1 38
4 Cyclopentane, (1-methylbutyl)- 140 C10H20 004737-43-3 35
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 30
Abundance Scan 3403 (12.282 min): VU046096.D\data.ms (-3392) (- m/z 55.05 100.00%
55.0 97.1
5000
137.2 —= —
H | 79 ‘ 154.2 12.00 12.50
ol AR b L w2 97.10 89.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20781: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)-
53.0
97.0
5000 L .
12.00 12.50
m/z 71.10 68.23%
ik W
O\\\’\U\\"‘\\\‘ ‘\\\7\9‘9\\\“\\\\]_‘23\\0\1\4‘0\0\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55.0
b P
97.0 12.00 12. 50
5000 ITI/Z 57.00 %
27.0
H ‘ 79 125.0
ol A LR
m/z--> 20 40 60 80 100 120 140 160 jNVMJ\J
Abundance #13265: trans-1,2-Diethyl cyclopentane :
55.0 97.0 1200 1250
m/z 41.00 50.35%
5000
29.0 ‘ 126.0
o i M Mg I U
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.330  93.97 ug/L 1810010 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 94
3 Undecane 156 C11H24 001120-21-4 93
4 Undecane 156 C11H24 001120-21-4 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 3418 (12.330 min): VU046096.D\data.ms (-3407) (- m/z 57.10 100.00%
57.1
5000 NNA/J\FNAV\AJx/
85.1
WA T n
39 | Hﬂ | 113.2 156.2 12.00 12.50
Ol e TR L m/z 43.00  73.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 . e
85.0 12.00 12.50
29.0 m/z 71.10 54.32%
‘ H ‘ 113.0 156.0
O\\\‘\‘\\\’}\\M“\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\1‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
- =
12.00 12.50
5000 m/z 41.00 39.34%
85.0
29.0
“ | Uﬂ | 113.0 156.0
0l e
miz--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane = =
57.0 12.00 12.50
m/z 85.10 33.43%
5000 85.0
29.0
| H 113.0 156.0
S S Y N s L] o
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 29 Benzene, 1-methyl-2-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.385 17.06 ug/L 328539 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 50
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 50
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 50
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 50
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 50
Abundance Scan 3435 (12.385 min): VU046096.D\data.ms (-3428) (-  m/z 105.10 100.00%
105.1
5000
55.0 134.1
77.0 ‘ 12.00 12.50
154.2
ol 308 b b ol el Lz 97,10 29.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
5000 e =
12.00 12.50
134.0 m/z 55.00  25.90%
270 519 770
O\\\\‘\‘\‘\ \“‘\\‘\"\“\‘\\\““\\‘1\“i‘\\\“\\\‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
— —
12.00 12.50
5000 m/z 134.05 22.51%
770 134.0
o 2to s T
A T e
miz--> 20 40 60 80 100 120 140 160 A
Abundance #17055: Benzene, 1-methyl-4-propyl- - A i A\?j
105.0 12.00 12.50
m/z 69.10 16.15%
5000
134.0
39.0 77.0
B M -1 £ PR TR N R M — —
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.471 12.70 ug/L 244519 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3462 (12.471 min): VU046096.D\data.ms (-3453) (- m/z 119.10 100.00%
119.1

5000
o0 L 12.50
43.0 :
) mmm bl ‘ u L A8TA154.2 s 134,05 30.70%
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 A/\ T /\\ ﬁ/\\
12.50
91.0 m/z 91.5 18.38%
39.0 65.0 ‘
0\]-\5\.0‘\‘\\\"‘\\“”\‘ \\W‘H‘\\}‘\“h‘ l\\\‘\‘\\\\ 1
m/z--> 20 40 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
12.50
5000 m/z 105.10 14.25%
91.0
39.0 65.0 ‘
I O Y N N
miz--> 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50
m/z 120.10 10.39%
5000
o 150 390 680 | | | 1360 LA AN

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\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 31 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
12.574 11.73 ug/L 225857 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 95

Abundance Scan 3494 (12.574 min): VU046096.D\data.ms (-3488) (- m/z 119.10 100.00%
A

119
5000
134.1
91.1

oo 650 | ‘ 12.50
Ol 2 el sz 134,05 27.52%
miz> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
116.0
5000 /\ Ul p AN
134.0 12.50

m/z 91.10 14.61%

91.0
0+ \1\5\.0‘ T \3\9‘“0\ T ‘6?\0\ \‘”‘ T \‘\ T “H\ \‘\“l T T
miz-> 20 40 60 80 100 120 140
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0

12.50
5000 m/z 120.10 9.77%
134.0
39.0 65.0 91.0
Ol e Hﬂl\\\u‘\\
miz--> 20 40 60 80 100 120 140 ﬂ /\
Abundance #16996: o-Cymene ‘ e /‘J\(\‘ ‘
119.0 12.50

m/z 117.10 8.26%

5000

134.0
91.0

150 390 65.0
S O TPV R MNP O M —
miz--> 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\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 1Indan, 1-methyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.674 8.77 ug/L 168834 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 50
2 Indan, 1-methyl- 132 C10H12 000767-58-8 50
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 50
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 49
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 49

Abundance Scan 3525 (12.674 min): VU046096.D\data.ms (-3517) (-  m/z 117.05 100.00%

117.1
5000 71.1
43.0
mo | S
141.2 : '
0““,“‘J‘ “““d“HWL$WM‘“W‘WM‘H“m‘%TQ?‘ m/z 71.10 50.00%
m/z--> 20 60 80 100 120 140 160
Abundance #16103: Indan, 1-methyl-
117.0
5000 Y =S
12.50 13.00
910 m/z 57.10 36.79%
15.0 39.0 630 : ‘ ‘
O\H‘\’\‘\H“H‘H“m\\”\“‘\\“\\“”\HM\MH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
=7 7
12.50 13.00
5000 ITI/Z 115.10 30.92%
39.0 650 91.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0 12.50 13.00
m/z 43.00 30.84%
5000
390 650 91.0
0‘H‘,‘uH“H‘H‘M“H“H‘wmm‘mhu‘uu_m " EAISES
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 33 (DEL) Alkane: Cyclic12.931 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.931 15.68 ug/L 301976 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 55
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 45
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 38
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 38

Abundance Scan 3605 (12.931 min): VU046096.D\data.ms (-3596) (-  m/z 83.10 100.00%

83.1
55.0
5000 131.0
——
103.1 154.2 13.00
0 36 il m/z 82.05  68.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 T
13.00
m/z 55.00 64.96%
29.0 ‘ 154.0
O \\\‘\‘\‘\ \““\ T \“!“ \‘}H\ T “1 T \“J\-]\-:!-.\O‘]\-:\;J\“p‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
——
13.00
5000 ITI/Z 131.00 44 .,05%
29.0 154.0
0 H‘_HHM"w‘u‘!"m%‘l%'p‘mw”“_‘”
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- T
83.0 13.00
m/z 132.00  43.85%
55.0
5000
29.0 154.0 jL J\
obrr b o L N Y L
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

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

Peak Number 34 Benzene, 1,3-diethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.031  35.55 ug/L 684749 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 92
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 70
3 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 70
4 Benzene, 1,2,3,5-tetramethyl- 134 C1loH14 000527-53-7 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 64

Abundance Scan 3636 (13.031 min): VU046096.D\data.ms (-3625) (-

119.10 100.00%

119.1
5000
77.
51.0 | 0 13.00
SN R P TR P‘ 4891 1682 134.05 43.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000
13.00
91.0 m/z 131.05 41.14%
39.0 65.0 ‘
O \\\‘\‘\‘\\“‘\\‘\‘\“\‘\\\‘H‘\\\\‘ \\w‘l\\\‘\‘\\\\‘\\\\
miz-> 20 60 80 100 120 140 160
Abundance #17028: Benzene, 1,3-diethyl-
119.0 MAJ
‘
1300
5000 ITI/Z 132.00 35.05%
91.0
390 650 ‘
L B vt N S S
m/z--> 20 40 60 80 100 120 140 160 /L
Abundance #17033: Benzene, 1,3-diethyl- /J\‘ R B
119.0 13.00
m/z 77.00 16.56%
5000
91.0
27.0 51.0
0 ""“M‘Lm“u_mb‘mw S| N R e
m/z--> 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.

13.134 5.40 ug/L 104042 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 80
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 78
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 78
4 Oxalic acid, 6-ethyloct-3-yl iso... 286 C16H3004 1010309-34-1 72
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64

Abundance Scan 3668 (13.134 min): VU046096.D\data.ms (-3664) (- m/z 57.10 100.00%
57.1

— —
‘ 99.1 14H1.21702 .y 13.00 13.50
Obrperrboe g L2702 281D J110 sa.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 SR AEA
13.00 13.50
m/z 85.10 46.70%
‘ 99.0 1410
O\H‘H\\‘HH“’\\“}\"”\H“H‘\‘\‘HHi‘\\\\‘HH"\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45490: Undecane, 3-methyl-
57.0
5 —
13.00 13.50
5000 m/z 43.00 41.63%
27,0 99.0 1410
0‘H_HNMLPMwmmkmwHHWH%ZQRHWHH_HWHH_HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45498: Undecane, 3-methyl- — "
57.0 13.00 13.50
m/z 41.00 34.88%
5000
210‘ 99.0
0\uMkHWHM\MWMu‘uuM%%EP%ZQ9\HMHW\HWHH‘HHM\ — —
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.294 10.62 ug/L 204591 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
Abundance Scan 3718 (13.295 min): VU046096.D\data.ms (-3710) (-  m/z 117.10 100.00%
117.1
5000
oo A LI
51.0 [ “ ‘ 148.1 1681 13.00 13.50
L 1 m/z 132.00 37.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 T T T ’/\ T T \/\ T
13.00 13.50
o 91.0 m/z 115.10  26.63%
0t \’2\7‘\.9\“ T \“\.\ “1‘\73\'\0‘ T \“\ T ‘Hi‘\ T pLL L A
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
VAIVENA VAL
13.00 13.50
5000 m/z 131.05 19.74%
39.0 65.0 91.0
S O OOV ‘hﬂ‘ T SN
miz--> 20 40 60 80 100 120 140 160 jLA A/
Abundance #16106: 3-Phenylbut-1-ene T e
117.0 13.00 13.50
m/z 91.05 14.61%
5000
91.0
390 450 ‘ ‘
0H\,\‘H\“H“\H“i‘\mh“u‘m“‘}‘u‘m“h‘uu‘uu T —
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 unknown-01 Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
13.356 2.94 ug/L 56575 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.... 148 C11H16 000473-00-7 43
2 Benzaldehyde, 4-(1-methylethyl)- 148 C10H120 000122-03-2 35
3 Benzene, 1-methyl-4-butyl 148 C11H16 001595-05-7 35
4 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 30
5 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 27

Abundance Scan 3737 (13.356 min): VU046096.D\data.ms (-3730) (-  m/z 105.10 100.00%
106.1
5000 148.2
43.0 85. o 7
65. ]\2le 1671 13.00 13.50
0! el L TS m/z 91,05 42.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26424: 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.1]HEPT-Z
105.0
5000 — ——
13.00 13.50
40.0 79.0 133.0 ITI/Z 148.15 37.47%
0\\\2‘2‘-\()\\\1‘\\ﬁ?’q‘\\\H‘\\1‘\‘Ld\\‘\“‘\\\‘\‘\!\\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance #26269:Benzddehyde,4(lrneﬁwkﬂhyb
105.0 13B.0 /\\
\Uhnag LN
13.00 13.50
5000 77.0 m/z 133.00 27.07%
51.0
ol 220 bl i b
miz--> 20 40 60 80 100 120 140 160 W
Abundance #26362: Benzene, 1-methyl-4-butyl e
105.0 13.00 13.50
m/z 92.05 26.95%
5000
148.0 M
77.0 ‘
ol1s0 390570 7 | ] ‘

m/z-->

20 40 60 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.433  63.09 ug/L 1215156 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Dodecane 170 C12H26 000112-40-3 96
3 Dodecane 170 C12H26 000112-40-3 94
4 Dodecane 170 C12H26 000112-40-3 93
5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 3761 (13.433 min): VU046096.D\data.ms (-3747) (- m/z 57.10 100.00%
57.1
- . MM\J\JL“
—=
3910 L 119.1 170.3 13.50
ol el “‘e a2 T nyz 43.00  69.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45480: Dodecane
57.0
5000 1
85.0 13.50
29.0 m/z 71.05 59.78%
112.0 170.0
O\\\‘\‘\‘\\“‘}\\‘u’u‘\\“}\“l‘\\\H‘\\U\‘\M\ \1\4‘1\.0\\\‘\\‘\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0
—
13.50
5000 m/z 41.00 38.03%
85.0
290 170.0
bl o 1120 sar0 1700
miz--> 20 40 60 80 100 120 140 160
Abundance #45479: Dodecane

T
43.0 13.50

m/z 85.10 37.51%

71.0
5000

—

‘ ‘ 98.0 127.0 170.0
0““‘L“H1‘w N O O W

m/z--> 200 40 60 80 100 120 140 160 13.50

SFAMULM112921WMA.M Wed Dec 08 04:01:23 2021 Page: 41



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
13.587 4.11 ug/L 79157 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 87
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 81
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76
5 Decane, 5,6-dipropyl- 226 Cl16H34 119209-20-0 50

Abundance Scan 3809 (13.587 min): VU046096.D\data.ms (-3804) (- m/z 57.10 100.00%
57.1

- JJ\
98.1 fo e ‘
13.50
135.1
oHH_m,“m‘!‘Hwwm“‘_m_““‘1‘?‘7"2‘”‘1?‘4‘2‘ m/z 71.10  44.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 A :
13.50
29.0 060 m/z 43.00 37.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
T T T
13.50
5000 ITI/Z 41.00 21.74%
29.0 98.0
ol b i8R Iy 1410 1690
miz-> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl- —
57.0 13.50
m/z 98.10 15.75%
5000
29.0 112.0
e 880 T a0 1690 L
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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, 1,2,3,4-tetrah... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.626 16.89 ug/L 325242  1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 64
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 50
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 50
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 46
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 45

Abundance Scan 3821 (13.626 min): VU046096.D\data.ms (-3816) (-  m/z 104.10 100.00%
1

104.
132.1
5000
550 Lan ——
ATTAIRIT I TR
O el LI Yy m/z 115.10  54.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 o A
13.50 14.00
m/z 132.05 52.78%
27.0 | 51‘-0 78‘.0 W
0 \‘\ T \“} T \“‘H \“‘m\ \H}“‘ il ‘M\ T 1 T \‘1“\‘\ T T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
phta -
1320 13.50 14.00
5000 ITI/Z 91.10 46.97%
I A )
O R e L T B L e T
miz--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- — ——
104.0 13.50 14.00
m/z 129.05 39.08%
5000 132.0
78.0
270 10 T L
O et el el —r— —
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
13.735 3.25 ug/L 62568 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 86
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 76
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 76
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 76
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70

Abundance Scan 3855 (13.735 min): VU046096.D\data.ms (-3847) (- m/z 131.05 100.00%
131.1

LA,

13.50 14.00

5000

140.1 168.2
o} m/z 133.05 54.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 N\MJ\)\ I
13.50 14.00
m/z 146.20 34.68%
39.0 65.0 ‘
O\\\‘\\\\“"\\“}‘\‘H‘H\\“\\}\“H h \LM\‘\“\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0 A
Ny b LA
91.0 13 50 14.00

o

70 ] g
o ‘\ u’ ; ‘\‘ \WO Q‘\ SR ‘\‘Vll 40 \“ ! - “\‘ EAREEE
miz-> 20 40 60 80 100 120 140 160

Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131.0 13 50 14 00
m/z 55.00 30.81%

39.0
N P il N R T “‘

om_m,‘mw‘:mw_M I

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 42 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.089 187.13 ug/L 3604260 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Naphthalene 128 C10HS8 000091-20-3 94
4 Naphthalene 128 C10HS8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3965 (14.089 min): VU046096.D\data.ms (-3954) (-  m/z 128.05 100.00%
1

28.1
5000
14.00 |
51.0 740 1021 .
0 _M,H“w“\””:mHHMmw‘Mwl““‘?c?‘lﬁg;?_” m/z 127.10  12.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
5000 — ‘
14.00
m/z 129.05 10.79%
5.0 750 1020 |
O‘\\\\’\\‘\\‘\\\H”“\\\\“\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13678: Azulene
128.0
T
14.00
5000 ITI/Z 102.05 8.75%
102.0
o280 °10 770 T
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13684: Naphthalene = I
128.0 14.00
m/z 126.10 7.13%
5000
51.0 74.0 102.0
ol 280 b i M —L
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 43 Benzo[c]thiophene Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
14.201  15.47 ug/L 297936 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 94
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 76
4 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 76
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 76

Abundance Scan 4000 (14.201 min): VU046096.D\data.ms (-3986) (-  m/z 134.05 100.00%

134.1
5000
71.0
43.0
‘ 113.1 1400 1450
O bbb BB 16211833 T g 65 34.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzo|[c]thiophene
134.0
5000
1400 1450
89.0 m/z 57.10 32.51%
63.0 H |
O\‘\\\\‘\\\\“‘\‘\‘\\‘\\\\‘\1\\‘\\\w‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17518: Benzo[b]thiophene
134.0
1400 1450
89.0
o220 0 a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17520: Benzo[b]thiophene
134.0 1400 1450
m/z 89.00 12.51%
5000
67.0 89
05080 U0 Mlaomo | s
m/z--> 20 40 60 80 100 120 140 160 180 200 14 00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.449 21.10 ug/L 406395 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tridecane 184 C13H28 000629-50-5 96
3 Tridecane 184 C13H28 000629-50-5 90
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 90
5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 4077 (14.449 min): VU046096.D\data.ms (-4069) (- m/z 57.05 100.00%
57.0
1450
113.2 1412 184.3 :
S mHu A e T RRE OS2 TN T 7 43,00 67.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59027: Tridecane
57.0
0% 200 85.0 1450
m/z 71.10 65.42%
Ll e e
0 \\\‘\1\\‘1}\\”\“\\‘}\“1‘\\\H‘\\r”\‘\“\\\“\\\\‘\\\\‘1\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
—
14.50
5000 85.0 m/z 85.10 41.59%
29.0
‘ H | 1120 1410 184.0
bl b T, 140 A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane —
57.0 14.50
m/z 41.00 36.64%
5000
85.0
29.0
1 “ L 1130 1410 1840
o e e e
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 45 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
14.674 7.48 ug/L 144112  1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 58
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 58
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 58
Abundance Scan 4147 (14.674 min): VU046096.D\data.ms (-4134) (- m/z 131.00 100.00%
131.0
5000 AJXA&
i .
550 77.0 ‘ ‘ ‘H M 162. 21822 14.50 15.00
Ot i Lk Il o gl 1822 s 933,05 41.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 o AN
14.50 15.00
300 91.0 m/z 146.20  33.22%
0 630 ‘
O\\\\‘\‘\\\“\\‘\\‘m\\\“\\\\‘J\w\]\-h‘)‘\w\‘M\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
WALWEWITRANVAY
91.0 14.50 15.00 )
5000 m/z 115.05 23.99%
51.0
27.0 ‘ “
Ou\u‘mm‘i‘u‘l “7m_MW‘H“_‘HlW‘uu_‘wm
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- —— ——
131.0 14.50 15.00
m/z 129.00  20.55%
5000
39.0 91.0 NJMN\
63.0
L W 1 O A LY A i
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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 46 unknown-02 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.

15.021 3.30 ug/L 63530 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazole, 2-ethyl- 146 CSH1ON2 001848-84-6 38
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 30
3 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 30
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 25
5 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 25

Abundance Scan 4255 (15.021 min): VU046096.D\data.ms (-4248) (- m/z 131.05 100.00%

71.1 1
5000
160.2 LS :
179.2 15.00
0! : m/z 71.10  89.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25691: 1H-Benzimidazole, 2-ethyl-
145.0
5000 AP :
15.00
m/z 43.00 84.68%
28.0 63.0 920 1180
0 \\\’\}'\\“\\‘}\“U\}\“‘\\Hl\‘1\\\“‘\\\\“\‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
S
15.00
5000 91.0 m/z 145.05 68.64%
39.0
‘ 65.0 ‘ ‘
o200 o p‘l“‘m‘“‘ ST |
miz-> 20 40 60 80 100 120 140 160 180
Abundance #25701: 1H-Benzimidazole, 5,6-dimethyl- —— ‘
146.0 15.00
m/z 57.00 68.11%
5000
91.0
65.0 118.0
0 "w“"“HH‘W‘MJ"Nm““MH“M“L““‘H“‘ e
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 47 Benzo[b]thiophene, 6-methyl- Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
15.166 3.92 ug/L 75508 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 91
2 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 90
3 Benzo[b]thiophene, 5-methyl- 148 CO9H8S 014315-14-1 90
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 87
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 86

Abundance Scan 4300 (15.166 min): VU046096.D\data.ms (-4289) (-  m/z 147.05 100.00%
14y.

V.1
5000
AVEN = e
450 739 10301210 15.00 15.50
N B WIS SN R Al A2 w7 148,05 85.62%
miz--> 40 60 80 100 120 140 160 180
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 K — ~—
15.00 15.50
450 m/z 149.05 14.93%
O\\“\\H\\““‘\\‘\“‘\“‘\\‘\‘\“‘\\\‘\‘\\\\‘\H‘\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #26960: Benzo[b]thiophene, 4-methyl-
147.0
W/“\Mf\ e
15.00 15.50
5000 m/z 121.00  9.93%
450 740
: 115.0
T VO . SN S
miz--> 40 60 80 100 120 140 160 180
Abundance #26961: Benzo[b]thiophene, 5-methyl- P —
147.0 15.00 15.50
m/z 73.90 7.83%
5000
45.0 69.0
8o MR
O L —r— A
m/z--> 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_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 51 Biphenyl Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.950  17.53 ug/L 337650  1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 94
2 Biphenyl 154 C12H10 000092-52-4 92
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 81
4 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 81
5 Biphenyl 154 C12H10 000092-52-4 76

Abundance Scan 4544 (15.950 min): VU046096.D\data.ms (-4534) (- m/z 154.10 100.00%

154.1
5000
76.0 e
16.00
51.0 102.0 126.1 M
bl et m M LTRSS 209.2 /s 153,05 41.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31485: Bipheny
154.0
16.00
m/z 152.05 26.96%
76.0
5%0 ‘ 1020‘12§0
O‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\H\\\‘\\ \‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31482: Bipheny
154.0
1600
5000 ITI/Z 76.00 15.08%
76.0
02705”,,”501“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31493: Naphthalene, 2-ethenyl- f“
154.0 1600
m/z 155.10 12.43%
5000
76. 128.0
Sto, D awe B0 i

o

m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 52 Naphthalene, 1-ethyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
16.147 5.41 ug/L 104154 1,4-Dichlorobenzene-d4 11.822
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 94
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 91

Abundance Scan 4605 (16.146 min): VU046096.D\data.ms (-4598) (-  m/z 141.05 100.00%
1

41.1
5000
1600 1650
77.0 174.2 . : :
ol 390 w10y L TT2042 28100 1s6 06 47.13%
miz--> 50 100 150 200 250
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 — A —y f
16.00 16.50
m/z 115.10  25.22%
27.0 \6%'0““ ‘102'4\ 4l
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 #33122: Naphthalene, 1-ethyl-
141.0
—— ——
16.00 16.50
5000 m/z 142.05 12.69%
27.0 630 1oz.d |
ol fd e ol
m/z--> 50 100 150 200 250
Abundance #33124: Naphthalene, 2-ethyl- = el —
141.0 16.00 16.50
m/z 128.05 12.21%
) WUJM
39.0 76.0
0 \\‘\‘,‘\“H‘“\\,H“‘u‘c‘”‘“\H‘HH‘\H — ——
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 53 Naphthalene, 2,7-dimethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.262 16.12 ug/L 310519 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97

Abundance Scan 4641 (16.262 min): VU046096.D\data.ms (-4631) (- m/z 156.20 100.00%

156.2
5000
510 770 11?1‘ 16.00 16.50
Obrr ool ML 37922090 o141 05 6s.e0%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 = —
16.00 16.50
m/z 155.10 32.94%
sto 70 uso ||
O\\\‘\\\\‘\\‘\\“\\‘\\‘\\\\‘\\\\‘\‘\‘\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0 f\ JNM
e —
16.00 16.50
5000 m/z 115.05  15.20%
115.0
ol 20 50 T bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- —— —
156.0 16.00 16.50
m/z 128.05 14.50%
5000
115.0
280 580, 710 T L]
ot e A s P
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
16.291 9.50 ug/L 183005 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 4650 (16.291 min): VU046096.D\data.ms (-4647) (- m/z 57.10 100.00%
57.1
5000 85.1
1600  16.50
113.1 212.3 ' '
0 m_‘H‘H“luH“:‘“!umuH:M_‘lf‘?“zulf"??_‘H_m_m,u m/z 71.10  67.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90192: Pentadecane
57.0
85.0 Mh
5000 P e s
16.00 16.50
20.0 m/z 43.05 62.58%
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
— —
16.00 16.50
m/z 85.10 46.84%
5000 85.0
. h | M301410169.01960 240
HW‘H‘_‘H‘HH‘H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H_‘H,H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107216: Hexadecane T =
57.0 16.00 16.50
m/z 41.00 35.76%
5000 85.0
29.0
0 \‘ ‘\ H b \‘11? 0\14\1 0169.0 197.0 226.0
e e e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 55 Naphthalene, 2,3-dimethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
16.407 11.07 ug/L 213229 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 4686 (16.407 min): VU046096.D\data.ms (-4678) (- m/z 156.15 100.00%
156.2

5000
1151
77.0 ‘ 16.50
51.0
) St P I u‘!“ Al ‘M 41922042 /7 141.05  90.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 L
16.50
115.0 m/z 155.05  29.29%
76.0 ‘
51.0
27.0
O \\\‘\‘\ T \“\\“\ \“‘h‘\‘\”!h‘ \‘\‘\ T “\ T } ‘ \“!‘\ \“‘\ \M‘ T \\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 A /M
L
16.50
5000 ITI/Z 115.05 19.33%
77.0 115.0
51.0
L ool 0 NSV I | A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33162: Naphthalene, 1,6-dimethyl- —
156.0 16.50
m/z 128.00 17.15%
- JUM
77.0 115.0
51.0
ol 20 2l 0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 56 Naphthalene, 1,6-dimethyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
16.445 9.78 ug/L 188361 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 4698 (16.445 min): VU046096.D\data.ms (-4693) (- m/z 156.15 100.00%
156.2

3

5000
16.50
0+ m/z 141.05 65.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 LN
16.50
115.0 ITI/Z 155.10 34.59%
51.0 770
27.0
0 \\\‘\‘\\\“\\“\\“M\‘\HU"\H\‘\\“\\\‘i‘\“!‘\\“‘\ \L“'MJ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0 \‘ Jmk
T
16.50
5000 ITI/Z 128.05 14.97%
115.0
LI o e O 1Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-

—
156.0 16.50
m/z 153.05 14.43%

5000

77. 128.0
41.0
li. ‘\‘\ 102.0 ‘ \‘\

0 Hw“H“\‘H‘“‘w‘Hro‘”wmwHH‘\‘H‘MWH\Hw”” AM

=
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50

—
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 57 1,1'-Biphenyl, 3-methyl- Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
16.880 3.54 ug/L 68164 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 91
2 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 87
3 1,1-Diphenyl-2-propanol 212 C15H160 029338-49-6 86
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 83
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 83

Abundance Scan 4833 (16.880 min): VU046096.D\data.ms (-4828) (-  m/z 168.15 100.00%
168.2

5000 jk}\
/\‘ T \‘ T \}
115.1 143. 16.50 17.00
0 m/z 167.15 70.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43636: 1,1'-Biphenyl, 3-methyl-
168.0
5000 Nw TARFINAY
16.50 1700
m/z 152.05 32.31%
oL zmo 510, B0 1501390] |
\\\‘\\\\‘\\1\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43637: 1,1'-Biphenyl, 3-methyl-
168.0
— —
16.50 17.00
5000 m/z 165.10 30.25%
39.0 83.0 11501390‘
T AT W oy I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90146: 1,1-Diphenyl-2-propanol — T
168.0 16.50 17.00
m/z 153.05 17.02%
5000
45.0 91.0 115.0 m
obdgo 80 o ipOwseo) || tea0 o LLA AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 58 Naphthalene, 1,6,7-trimethyl- Concentration Rank 53

R.T. EstConc Area Relative to ISTD R.T.
17.326 3.10 ug/L 59625 1,4-Dichlorobenzene-d4 11.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 91
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 90

Abundance Scan 4972 (17.326 min): VU046096.D\data.ms (-4967) (- m/z 170.20 100.00%
170.2
5000
119.1
i kit
39.0 203.2 282.1 ' ; :
o} 2323 ; m/z 155.10 67.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 L AL B B B
17.0017.2017.40
m/z 119.10 26.25%
90 700 7|
O ’\H\“\\‘\\“‘\‘\”\Hl“””\H‘H\\‘\‘\‘H““H‘\‘\‘\“H\‘\\H‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0

17.0017.20 17.40
5000 m/z 153.05  23.94%

115.0
76.0 ‘ ‘ m ‘
i

2

o N S 1
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45526: 4,6,8-Trimethylazulene R AR
170.0 17.0017.2017.40
m/z 105.10 22.43%
5000
60 115.0 ‘
TN U 1 S i e <
m/z--> 20 40 60 80 100120140160180200220240260280 17.0017.2017.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46096.D

Acqg On : 04 Dec 2021 16:21

Operator : SY/MD

Sample : M4942-08

Misc : 6.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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|
Methanol, TMS d... 3.182 2.9 ug/L 33846 1 6.250 581652 50.0
(DEL) Alkane: S 7.658 3.1 ug/L 36542 1 6.250 581652 50.0
(DEL) Alkane: S 8.128 3.5 ug/L 51352 2 9.427 740920 50.0
(DEL) Alkane: C 8.925 2.6 ug/L 38041 2 9.427 740920 50.0
(DEL) Alkane: C... 9.057 3.0 ug/L 44112 2 9.427 740920 50.0
(DEL) Alkane: S... 9.214 5.3 ug/L 78273 2 9.427 740920 50.0
(DEL) Alkane: S 9.336 5.4 ug/L 79567 2 9.427 740920 50.0
(DEL) Alkane: S 10.021 13.8 ug/L 204010 2 9.427 740920 50.0
(DEL) Alkane: S 10.253 23.3 ug/L 344583 2 9.427 740920 50.0
(DEL) Alkane: C 10.356 12.8 ug/L 188895 2 9.427 740920 50.0
(DEL) Alkane: S 10.558 14.3 ug/L 211567 2 9.427 740920 50.0
(DEL) Alkane: S 10.626 19.1 ug/L 368108 3 11.822 963039 50.0
(DEL) Alkane: S... 10.655 18.5 ug/L 356756 3 11.822 963039 50.0
Benzene, propyl- 10.912 34.3 ug/L 659927 3 11.822 963039 50.0
Benzene, 1l-ethy... 11.005 121.9 ug/L 2347890 3 11.822 963039 50.0
Benzene, 1l-ethy... 11.301 48.8 ug/L 940757 3 11.822 963039 50.0
(DEL) Alkane: S... 11.378 7.8 ug/L 149545 3 11.822 963039 50.0
(DEL) Alkane: S... 11.420 22.8 ug/L 438451 3 11.822 963039 50.0
(DEL) Alkane: S... 11.574 9.8 ug/L 188457 3 11.822 963039 50.0
Benzene, 1-meth... 11.645 9.4 ug/L 180788 3 11.822 963039 50.0
(DEL) Alkane: C... 11.709 16.1 ug/L 309743 3 11.822 963039 50.0
o-Cymene 11.751 7.9 ug/L 151407 3 11.822 963039 50.0
Benzene, 1l-ethy... 11.902 79.3 ug/L 1526840 3 11.822 963039 50.0
(DEL) Alkane: S... 12.005 21.1 ug/L 406954 3 11.822 963039 50.0
Indane 12.102 193.1 ug/L 3719120 3 11.822 963039 50.0
(DEL) Alkane: C... 12.282 2.9 ug/L 55800 3 11.822 963039 50.0
(DEL) Alkane: S... 12.330 94.0 ug/L 1810010 3 11.822 963039 50.0
Benzene, 1-meth... 12.385 17.1 ug/L 328539 3 11.822 963039 50.0
Benzene, 2-ethy... 12.471 12.7 ug/L 244519 3 11.822 963039 50.0
Benzene, 1l-ethy... 12.574 11.7 wug/L 225857 3 11.822 963039 50.0
Indan, 1-methyl- 12.674 8.8 ug/L 168834 3 11.822 963039 50.0
(DEL) Alkane: C... 12.931 15.7 ug/L 301976 3 11.822 963039 50.0
Benzene, 1,3-di... 13.031 35.5 ug/L 684749 3 11.822 963039 50.0
(DEL) Alkane: S... 13.134 5.4 ug/L 104042 3 11.822 963039 50.0
Benzene, 1-ethe... 13.294 10.6 ug/L 204591 3 11.822 963039 50.0
unknown-01 13.356 2.9 ug/L 56575 3 11.822 963039 50.0
(DEL) Alkane: S... 13.433 63.1 ug/L 1215150 3 11.822 963039 50.0
(DEL) Alkane: S... 13.587 4.1 ug/L 79157 3 11.822 963039 50.0
Naphthalene, 1,... 13.626 16.9 ug/L 325242 3 11.822 963039 50.0
Benzene, (1,2-d... 13.735 3.3 ug/L 62568 3 11.822 963039 50.0
Azulene 14.089 187.1 ug/L 3604260 3 11.822 963039 50.0
Benzo[c]thiophene 14.201 15.5 wug/L 297936 3 11.822 963039 50.0
(DEL) Alkane: S... 14.449 21.1 ug/L 406395 3 11.822 963039 50.0
1H-Indene, 2,3-... 14.674 7.5 ug/L 144112 3 11.822 963039 50.0
unknown-02 15.021 3.3 ug/L 63530 3 11.822 963039 50.0
Benzo[b]thiophe... 15.166 3.9 ug/L 75508 3 11.822 963039 50.0
Biphenyl 15.950 17.5 ug/L 337650 3 11.822 963039 50.0
Naphthalene, 1-... 16.147 5.4 ug/L 104154 3 11.822 963039 50.0
Naphthalene, 2,... 16.262 16.1 ug/L 310519 3 11.822 963039 50.0
(DEL) Alkane: S... 16.291 9.5 ug/L 183005 3 11.822 963039 50.0
Naphthalene, 2,... 16.407 11.1 ug/L 213229 3 11.822 963039 50.0
Naphthalene, 1,... 16.445 9.8 ug/L 188361 3 11.822 963039 50.0
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1,1'-Biphenyl, ... 16.880 3.5 ug/L 68164 3 11.822 963039 50.0
Naphthalene, 1,... 17.326 3.1 ug/L 59625 3 11.822 963039 50.0
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