LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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@46046.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.485 41 45 51 rVB 2610 2638 0.32% 0.029%
2 1.597 72 80 101 rVB 85595 118099 14.19% 1.296%
3 1.880 157 168 170 rBV2 1624 2656 0.32% 0.029%
4 1.916 170 179 197 rVB 52367 91024 10.94% ©0.999%
5 2.546 363 375 387 rBV 169420 276622 33.23% 3.035%
6 3.035 521 527 539 rBv4 1606 2941 0.35% 0.032%
7 3.182 558 573 587 rBV2 5479 13129 1.58% 0.144%
8 4.658 1014 1032 1075 rBvV2 42045 192710 23.15% 2.114%
9 5.067 1141 1159 1183 rVV 131959 323971 38.92% 3.554%
10 5.723 1342 1363 1385 rBV2 326028 832364 100.00%  9.132%
11 5.980 1433 1443 1461 rBVS 3919 9943 1.19% 0.109%
12 6.250 1511 1527 1548 rBV 246847 501544 60.26% 5.503%
13 6.530 1603 1614 1627 rBV6 4631 11605 1.39% 0.127%
14 6.604 1633 1637 1650 rVB5 1952 3102 0.37% 0.034%
15 6.694 1650 1665 1691 rVB 180772 373495 44.87% 4.098%
16 7.186 1811 1818 1825 rBV3 1155 1733 0.21% 0.019%
17 7.568 1921 1937 1959 rBV 95152 188181 22.61% 2.065%
18 7.655 1959 1964 1970 rVv2 1218 1661 ©0.20% ©0.018%
19 7.851 2019 2025 2026 rVV3 1104 1113 0.13% 0.012%
20 7.899 2026 2040 2058 rVV 359362 683351 82.10% 7.497%
21 7.970 2059 2062 2077 rVB4 5059 8266 ©0.99% 0.091%
22 8.182 2116 2128 2154 rBV2 59627 128158 15.40% 1.406%
23 8.536 2230 2238 2247 rVB4 1609 2097 0.25% 0.023%
24  8.681 2259 2283 2314 rBV 136058 426379 51.23% 4.678%
25 8.864 2334 2340 2349 rVB3 4440 6679 ©0.80% 0.073%
26 8.925 2349 2359 2367 rBv4 8197 15141 1.82% 0.166%
27 9.066 2392 2403 2411 rBV6 1615 3630 0.44% 0.040%
28 9.121 2411 2420 2426 rBV3 6520 10240 1.23% 0.112%
29 9.169 2426 2435 2442 rVV6 8036 15251 1.83% 0.167%
30 9.211 2442 2448 2461 rVB4 8012 14421 1.73% 0.158%
31 9.337 2475 2487 2500 rBV4 9900 17783 2.14% 0.195%
32 9.427 2500 2515 2535 rBV 290870 633225 76.08% 6.947%
33 9.510 2538 2541 2547 rVB4 927 1123 0.13% 0.012%
34 9.568 2547 2559 2570 rBV7 7421 14502 1.74% 0.159%
35 9.668 2570 2590 2596 rBvV8 8521 20968 2.52% 0.230%
36 9.719 2597 2606 2613 rvv3 16763 26717 3.21% 0.293%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 9.761 2613 2619 2640 rVB6 12507 28124 3.38% 0.309%
38 9.883 2646 2657 2668 rvB8 3274 6718 ©0.81% 0.074%
39 9.957 2668 2680 2689 rBV5 3809 7984 0.96% 0.088%
40 10.025 2689 2701 2714 rBV6 29674 73808 8.87% 0.810%
41 10.121 2723 2731 2739 rBV2 19995 29990 3.60% 0.329%
42 10.173 2741 2747 2755 rVB4 13264 20823 2.50% 0.228%
43 10.253 2755 2772 2785 rBV5 63358 136695 16.42%  1.500%
44 10.317 2786 2792 2794 rBV3 7622 8142 0.98% 0.089%
45 10.356 2795 2804 2811 rVv4 48410 90088 10.82% ©0.988%
46 10.398 2813 2817 2828 rVB 35915 50880 6.11% ©.558%
47 10.468 2829 2839 2851 rVB7 14246 29768 3.58% 0.327%
48 10.558 2851 2867 2879 rBV5 42455 103412 12.42% 1.135%
49 10.626 2880 2888 2895 rvv2 24816 34962 4.20% 0.384%
50 10.674 2896 2903 2915 rVB4 9168 16225 1.95% 0.178%
51 10.771 2922 2933 2943 rBV 252728 430279 51.69% 4.721%
52 10.957 2985 2991 3001 rVB2 12704 19688 2.37% 0.216%
53 11.015 3002 3009 3017 rBV7 15629 27759 3.33% 0.305%
54 11.066 3017 3025 3033 rvB2 35553 54016 6.49% ©0.593%
55 11.124 3034 3043 3056 rVB7 34272 75793 9.11% 0.832%
56 11.201 3058 3067 3074 rVB9 10331 19653 2.36% 0.216%
57 11.246 3075 3081 3087 rBV6 8211 11825 1.42% 0.130%
58 11.314 3089 3102 3113 rBV8 37683 73982 8.89% 0.812%
59 11.378 3115 3122 3127 rBvV3 29894 41770 5.02% 0.458%
60 11.417 3127 3134 3142 rVB 88897 121086 14.55% 1.328%
61 11.465 3142 3149 3155 rBV5 23127 41491 4.98%  ©0.455%
62 11.574 3174 3183 3190 rBV2 40832 70615 8.48% 0.775%
63 11.642 3199 3204 3214 rVB4 28777 41949 5.04% 0.460%
64 11.706 3214 3224 3233 rBV6 49612 96430 11.59% 1.058%
65 11.819 3249 3259 3271 rW 406686 661436 79.46% 7.257%
66 11.877 3271 3277 3284 rVB5 21014 30669 3.68% 0.336%
67 11.944 3292 3298 3302 rBV 18174 25567 3.07% 0.281%
68 12.086 3336 3342 3343 rBV5S 7266 6998 0.84% 0.077%
69 12.198 3361 3377 3390 rBV 412540 722013 86.74% 7.922%
70 12.327 3411 3417 3429 rVWV5 25595 45117 5.42% 0.495%
71 12.404 3429 3441 3450 rVB7 29605 73462 8.83% 0.806%
72 12.494 3458 3469 3474 rBVO 23322 50824 6.11% 0.558%
73 12.607 3497 3504 3514 rBV5 16109 28455 3.42% 0.312%
74 12.668 3515 3523 3531 rVB2 34985 53995 6.49% 0.592%
75 12.841 3571 3577 3590 rVB6 41096 72745 8.74% 0.798%

76 12.935 3592 3606 3624 rBV6 31797 109094 13.11% 1.197%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 13.057 3637 3644 3651 rBVS5 18422 26841 3.22% 0.294%
78 13.195 3681 3687 3702 rVB5 9421 19456  2.34% 0.213%
79 13.356 3732 3737 3749 rVB5 4871 6770 0.81% 0.074%
80 13.587 3801 3809 3817 rBV 45511 76384 9.18% ©0.838%
81 13.729 3848 3853 3868 rBV 7673 14029 1.69% 0.154%
82 14.050 3946 3953 3959 rBV3 12178 16878 2.03% 0.185%
83 14.089 3959 3965 3971 rWw 19166 27268 3.28% 0.299%
84 14.124 3972 3976 3985 rVB8 13759 19931 2.39% 0.219%
85 14.192 3986 3997 4011 rBV3 33584 64254  7.72% ©.705%
86 14.452 4074 4078 4083 rBV7 4857 5314 0.64% 0.058%
87 14.574 4112 4116 4122 rVB6 7034 7303 0.88% 0.080%
88 14.941 4225 4230 4235 rBV4 6695 8096 0.97% 0.089%
89 15.021 4249 4255 4264 rBV4 6337 11110 1.33% 0.122%
90 15.076 4267 4272 4278 rVB4 8700 11329 1.36% 0.124%
91 15.211 4304 4314 4327 rBV6 24169 50223 6.03% 0.551%
92 15.272 4329 4333 4347 rVB6 8411 13539 1.63% 0.149%
93 15.349 4350 4357 4360 rBV8 5310 7549 0.91% 0.083%
94 15.404 4371 4374 4382 rVB2 7516 8329 1.00% 0.091%
95 15.510 4402 4407 4416 rVBle 10490 17007 2.04% 0.187%
96 15.979 4549 4553 4564 rVB5 10533 13862 1.67% 0.152%
97 16.192 4614 4619 4629 rVB5 11620 16609 2.00% 0.182%
98 16.410 4680 4687 4694 rBV2 10362 15384 1.85% 0.169%
99 16.545 4725 4729 4737 rVB6 12899 16195 1.95% 0.178%
100 17.134 4905 4912 4921 rVB7 11443 20081 2.41% 0.220%
Sum of corrected areas: 9114533
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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: VU046046.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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
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Peak Number 2 (DEL) Alkane: Cyclicle@.025 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.025 5.83 ug/L 73808  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-2-propyl- 126 CSH18 003728-57-2 38
2 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 38
3 trans-1,2-Diethyl cyclopentane 126 CO9H18 000932-40-1 35
4 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 35
5 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 27

Abundance Scan 2701 (10.025 min): VU046046.D\data.ms (-2689) (- m/z 57.05 100.00%
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Abundance #13265: trans-1,2-Diethyl cyclopentane —— ek
55.0 97.0 10.00
m/z 41.00 56.75%
5000
41.0 70.0
27.0 126.0
Olrprrrrrrbrere el gl 210 /\/‘M —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00

SFAMULM112921WMA.M Fri Dec ©3 15:10:12 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.253 10.79 ug/L 136695 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 87
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 80
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 80
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72

Abundance Scan 2772 (10.253 min): VU046046.D\data.ms (-2755) (- m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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
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Peak Number 4 (DEL) Alkane: Cyclicl@.356 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.356 7.11 ug/L 90088  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 87
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 83
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 74

Abundance Scan 2804 (10.356 min): VU046046.D\data.ms (-2795) (- m/z 83.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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
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Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.398 4.02 ug/L 50880 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 45
2 Octane, 3-methyl- 128 C9H20 002216-33-3 40
3 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 36
4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 33
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 25
Abundance Scan 2817 (10.398 min): VU046046.D\data.ms (-2813) - m/z 57.10 100.00%
57.1
5000 08.1
41{0 I~ LSV
‘ ‘ ‘ 125.1 10.00 10.50
O oot ORI L wyz 43.00 39.29%
miz--> 20 40 60 80 100 120 140
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
5000 — A"
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98.0 m/z 98.10  38.44%
ol 120 H 0l e “ 114.0 __ 142.0
\\\\‘\\\\‘\\\\‘\\\\[\\\\[\\\\‘\\\\[\\\
miz--> 20 40 60 80 100 120 140
Abundance #14528: Octane, 3-methyl-
57.0
ST
10.00 10.50
5000 m/z 41.00 24.21%
41)0
‘ ‘ 98.0
ob 50 Ll b L 1280
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Abundance #22127: Heptane, 3-ethyl-2-methyl- — ——
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5000 41.0 98.0
ISR 7 YO R - MLV AVAA Y
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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
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Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.558 8.17 ug/L 103412  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 47
2 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 47
3 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 43
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 43
5 Decane 142 C1OH22 000124-18-5 43
Abundance Scan 2867 (10.558 min): VU046046.D\data.ms (-2851) (- m/z 57.10 100.00%
57.1
5000
98.0 T
123.1 10.50
Ol ‘#‘ A2 mjz 42,95 62.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22071: Octane, 4-ethyl-
57.0
5000 A :
10.50
29.0 gs0 1120 m/z 40.95  39.13%
IO A Y
O\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 100 120 140 160 180
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
T \
10.50
5000 m/z 71.10 29.89%
29.0 84.0
0 | “‘ L H ‘ 113.0 155.0 184.0
et _mwH_mwu‘mwmw‘
miz--> 20 40 60 80 100 120 140 160 180 m
Abundance #33094: Nonane, 4,5-dimethyl- P
43.0 10.50
m/z 56.05 26.00%
71.0
5000
126.0
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\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 25
R.T. EstConc Area Relative to ISTD R.T.
10.626 2.64 ug/L 34962 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 72
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 59
3 Octane, 2,5-dimethyl- 142 C1OH22 015869-89-3 50
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 50
5 Nonane, 4-methyl- 142 C1eH22 017301-94-9 49
Abundance Scan 2888 (10.626 min): VU046046.D\data.ms (-2880) (- m/z 57.10 100.00%
57.1
- /\]\/\W
4110
98.1 ASVAY A
125.2 10.50 11.00
I ‘\ | o1 ‘\ | 122 ;
0l Pl L m/z 70.85  49.18%
miz--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
5000 —r e
10.50 11.00
41)0 m/z 43.00 48.43%
98.0
0 230 I I l7eo | 126.0142.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
—— B
10.50 11.00
5000 m/z 71.00 46.40%
4110
‘ 99.0
0\\\\‘2\5@”“‘1\\‘1“\\‘1\8‘3\'(\)\\H‘HH‘HH‘\H
mfz--> 20 40 60 80 100 120 140 m J
Abundance #22090: Octane, 2,5-dimethyl- e e e
57.0 10.50 11.00
m/z 41.00 32.16%
5000
41,0
99.0
ol 150 || L [l ) 830 | 126.0142.0
e e e P
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\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 8 Sulfurous acid, cyclohexylm... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.066 4.08 ug/L 54016 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 72
2 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 72
3 Cyclohexane, 1-methyl-3-propyl- 140 C1eH20 004291-80-9 72
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 72
5 Sulfurous acid, cyclohexylmethyl... 346 C19H3803S 1000309-22-0 72

Abundance Scan 3025 (11.066 min): VU046046.D\data.ms (-3017) (- m/z 97.10 100.00%
97.1

55.0
5000
41.0
69.1 140.2 RN I
‘ ‘ ‘ ‘ 111. 112 1 11.00
Ol il e 225D L m/z 55,00 76.81%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #204352: Sulfurous acid, cyclohexylmethyl nonyl ester
97.0
5000 55.0 Y :
11.00
41.0 83.0 m/z 41.00 26.85%
oho2mo | 80 || 1101270
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20744: Cyclohexane, 1-methyl-2-propyl-
55.0 97.0
T T
11.00
5000 ITI/Z 69.10 24.90%
41.0 69.0
0 270 \L‘ \ \“ 8%0 I 111012501490
e e e e e e b
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20739: Cyclohexane 1-methyl-3-propyl- P ‘
=
55.0 97.0 11.00
m/z 140.20 18.03%
5000
41.0 69.0
27.0 7 83.0
P O Y N O LY. B Y A A Y
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 10
R.T. EstConc Area Relative to ISTD R.T.
11.124 5.73 ug/L 75793  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Menthane, (1S,3R)-(+)- 140 C1leH20 013837-66-6 46
2 Cyclopentene, 3,5-dimethoxy- 128 C7H1202 089897-05-2 35
3 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 35
4 Cyclohexane, 1-methyl-3-(1-methy... 140 C10H20 016580-24-8 35
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 30

Abundance Scan 3043 (11.124 min): VU046046.D\data.ms (-3034) (- m/z 55.00 100.00%

55.0
97.1
41.0 83.1
5000 69.1
‘ ‘ ‘ 140.2 ‘ \00‘ j \0‘
111.1 ‘ 11. 115
Y S 1 H‘M mlw,“ml“z‘?"‘l‘m‘,w m/z 97.10  75.44%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20709: m-Menthane, (1S,3R)-(+)-
55.0 97.0
5000 S o,
11.00 11.50
41.0 81.0 140.0 m/z 83.10 61.74%
P ) et0
O \‘H\\‘\\Hi}H\‘\H‘\‘H\1‘\H‘\‘M\H"\‘H\‘\\H’HH“H‘\\‘\\H"HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14038: Cyclopentene, 3,5-dimethoxy-
97.0
Ce P
11.00 11.50
5000 ITI/Z 57 .00 57.25%
41.0 67.0 810
270 ‘ ‘ 113.0127.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)- e —
55.0 97.0 11.00 11.50
m/z 41.00 55.70%
5000
41.0 69.0 ‘
. 140.0
0 20 i B0 1280707 LML
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 11
R.T. EstConc Area Relative to ISTD R.T.
11.314 5.59 ug/L 73982  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 50
2 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 50
3 Dotriacontane 451 C32H66 000544-85-4 47

4 Oxalic acid, monoamide, n-propyl... 341 C20H39NO3
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S

Abundance Scan 3102 (11.314 min): VU046046.D\data.ms (-3089) (-

1000309-25-8 47
1000309-19-0 47

m/z 57.05 100.00%

57.0
5000
= —
} ‘ }13.1 11.00 11.50
om‘g"h“w!“‘w‘hw“u“‘w_H‘_‘H_H‘_M,HH,HH_ m/z 43.00 76.89%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #33078: Undecane
43.0
5000 — —
11.00 11.50
m/z 85.10 49.35%
“ | 9.0 156.0
O\\\‘[‘\‘\‘\\“‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59074: Undecane, 2,4-dimethyl-
43.0
M, "V
11.00 11.50
5000 m/z 71.00 46.64%
ol lalil 2260 1840
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #325754: Dotriacontane = —
57.0 11.00 11.50
m/z 41.00 45.21%
0 J .‘L |113.0 169.0 225.0 295.0 351.0 450.(
e A o e R A P P
m/z--> 50 100 150 200 250 300 350 400 450 11.00 11.50

SFAMULM112921WMA.M Fri Dec ©3 15:10:18 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.378 3.16 ug/L 41770  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 64
2 Decyl heptyl ether 256 C17H360 1000406-39-1 53
3 Tetratetracontane 619 C44H90 007098-22-8 53
4 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 50
5 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 50
Abundance Scan 3122 (11.378 min): VU046046.D\data.ms (-3115) (- m/z 57.10 100.00%
57.1
o AXMJJ\JvJVJMMJK&AWJM
= —
| ] J 271 11.00 11.50
ottt m/z 43.00 75.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #33091: Decane, 5-methyl-
57.0
5000 — —
11.00 11.50
m/z 85.10 48.71%
TTT ‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #143658: Decyl heptyl ether
57.0
(RVRARA L
11.00 11.50
5000 m/z 41.00 36.97%
0
0‘ﬂ‘puu‘M‘M‘HW‘H‘_‘H‘H‘W‘H‘“‘H_‘H‘H‘W‘H‘_‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane “ T
57.0 11.00 11.50
m/z 55.00 30.33%
B M
0 ‘ ‘l J 2/0197.0267.0337.0  463.0 561.0
e e e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.417 9.15 ug/L 121086 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 91
2 Decane, 4-methyl- 156 C11H24 002847-72-5 91
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 91
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 78
5 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 78

Abundance Scan 3134 (11.417 min): VU046046.D\data.ms (-3127) - m/z 71.10 100.00%
71.1
43.0
5000
113.2 LT
H 11| 156.1 11.50
bl et 18 s 43,00 72.89%
miz--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0
5000 L
11.50
m/z 57.10 71.11%
112.0
O\].\S\.O‘\M\\ }\\‘H“\\ \“H\\\‘\\\‘\‘\\\\‘\\1\5\6.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0 —
11.50
5000 m/z 70.05 38.17%
b ‘ 112.0
o‘H‘zqmJ“m‘!‘_umw‘w‘,H!‘Wm_‘l??',q
miz--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl- —
43.0 11.50
71.0 m/z 41.00 34.61%
113.0
0l 2‘4Q : ‘H“ : N‘l 80y 1410 e
m/z--> 20 40 60 80 100 120 140 160 11.50

SFAMULM112921WMA.M Fri Dec ©3 15:10:19 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\

Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 unknown-01

Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
11.465 3.14 ug/L 41491 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 38
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 38
3 Piperidine-4-carbonitrile 110 C6H1ON2 004395-98-6 38
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 32
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 22

Abundance Scan 3149 (11.465 min): VU046046.D\data.ms (-3142) (- m/z 57.10 100.00%
57.1
105.1
5000
81.0
139.1 L
‘ ‘ 11.50
0! ‘W”Ju‘,w_Mw,wwwm m/z 105.10  53.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76049: Hexane, 1-(hexyloxy)-5-methyl-
57.0
5000 M‘A\ /\ — /\ /\
85.0 11.50
m/z 56.00 50.19%
29.0 ‘
0\‘\‘}‘\\“\‘\\ ‘\\‘\\‘h\\\H“\]-\J\-S\’O\\\\‘\]\_\S\?‘\O\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126384: 1-Decanol, 2-hexyl-
57.0
—
11.50
m/z 41.00 41.81%
5000 85.0
20.0 111.0
0 W \‘h 1390 168.0 196.0 224.0
- \\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6485: Piperidine-4-carbonitrile T
57.0 11.50
m/z 43.00 34.62%
5000
109.0
29.0 83@ 0
Ot e e e —

m/z--> 20 40 60 80 100 120 140 160 180 200 220

SFAMULM112921WMA.M Fri Dec ©3 15:10:20 2021

11.50

Page:

16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 14
R.T. EstConc Area Relative to ISTD R.T.
11.574 5.34 ug/L 70615 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 64
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 50
3 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 50
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 50
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 47

Abundance Scan 3183 (11.574 min): VU046046.D\data.ms (-3174) (-  m/z 57.05 100.00%
5

7.0
5000 4110
85.0
T T \
‘ 113.1 11.50
Ol el 8L 7165 62.43%
miz--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
5000 — :
410 85.0 11.50
m/z 43.00 50.87%
127.0
O\ T ‘Z\Sl\ T \“‘\ T \‘\" \‘\‘H T “{ T \H‘ \:L?-]\_-\O’ \H\ L ‘ T \1\5\6.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
T \
11.50
5000 ITI/Z 41.00 42.85%
41,0 85.0
127.0
ol 240 L L1110 156.0
e e el b L AR
miz--> 20 40 60 80 100 120 140 160
Abundance #33106: Octane, 5-ethyl-2-methyl- —— ‘
43.0 11.50
m/z 56.05 39.03%
71.0
5000
27.0 ‘ 127.0
ol L eso i 1560 Y
m/z--> 20 40 60 80 100 120 140 160 11.50

SFAMULM112921WMA.M Fri Dec ©3 15:10:21 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

11.642 3.17 ug/L 41949 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 38
2 Nonadecane 268 C19H40 000629-92-5 37
3 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 37
4 Nonadecane 268 C19H40 000629-92-5 37
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 35

Abundance Scan 3204 (11.642 min): VU046046.D\data.ms (-3199) - m/z 57.10 100.00%
57.1

127.1 - _—
‘ ‘ ‘ 11.50 12.00
0 _mu‘m“ “1‘:“\““”3\ b e 42 m/z 71.10  52.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22071: Octane, 4-ethyl-
57.0
5000 e e
11.50 12.00
29.0 gs5.0 112.0 m/z 85.10 48.81%
LT L] e
O ‘HH‘\H “\‘H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #158598: Nonadecane
57.0
Mo V7 T
11.50 12.00
85.0 9
5000 m/z 41.00 47.36%
29.0
oAk ) HEoanote00ie  2es
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #234378: Oxalic acid, 6-ethyloct-3-yl heptyl ester P ——
57.0 11.50 12.00
m/z 43.00 33.41%
85.0
5000
29.0 141.0
LA ‘ 1120 ]
0 _H‘_‘Huwm‘H‘w‘Hw‘H‘M‘HM‘H‘H‘WH‘W‘H‘_H‘_‘H e —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 (DEL) Alkane: Cyclic11.706 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.706 7.29 ug/L 96430 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 50
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 46
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 45
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 41
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 38

Abundance Scan 3224 (11.706 min): VU046046.D\data.ms (-3214) (- m/z 57.05 100.00%
1

57.0 83.
5000
39 111.1 —r —
‘ ‘ 140.2 11.50 12.00
0 ““““i:‘\“Wldhyw‘uM“Nw“M“N«“““ m/z 83.10 98.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 T —
11.50 12.00
20.0 140.0 m/Z 55.00 79.04%
O\\\‘\M\\“’H\\\ \\“1\\\“\].:\[]\"\0‘\\\\“\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
—— —
55.0 11.50 12.00
5000 m/z 71.10 67.32%
29.0 140.0
3 NS N 2. SN
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- T T
83.0 11.50 12.00
m/z 41.00 57.09%
55.0
5000
29.0 154.0
o ST N N . A B
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\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 Sulfurous acid, cyclohexylm... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

12.327 3.41 ug/L 45117 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 64
2 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 59
3 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 53
4 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 53
5 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 53

Abundance Scan 3417 (12.327 min): VU046046.D\data.ms (-3411) (-  m/z 97.10 100.00%
97.1

55.0
5000

%

154.2
‘ 1271 12.00 12.50

‘H“_““H“H‘“mw‘wu‘_“W‘H“H“_‘H“H m/z 55.05  60.99%
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #303682: Sulfurous acid, cyclohexylmethyl hexadecyl est
97.0

o

%

55.0

5000 — —r

12.00 12.50
m/z 57.00  34.59%

290” ‘\‘ \” MM J. . 127.0 155.0 225.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #204352: Sulfurous acid, cyclohexylmethyl nonyl ester

o

;

97.0
12.00 12.50
5000 55.0 m/z 43.00  28.75%
20| ||| o
0 m“m‘l‘“m“‘M‘U‘m“m“m‘WHWHWH_H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43587: Cyclohexane, 1-methyl-2-pentyl- — —
97.0 12.00 12.50
55.0 m/z 96.10 25.82%
5000
29.0
ol bl e 3280 0 Ml L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.404 5.55 ug/L 73462  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 38
2 Trans-1,4-diethylcyclohexane 140 C10H20 013990-93-7 38
3 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 35
4 Terpinen-4-ol 154 C1eH180 000562-74-3 35
5 3-Cyclohexen-1-o0l, 4-methyl-1-(1... 154 C1@H180 020126-76-5 35

Abundance Scan 3441 (12.404 min): VU046046.D\data.ms (-3429) - m/z 69.05 100.00%

69.0
5000 43.0 1111
——
| 15?'1 12.50
bl ol b L L wz 71.10 73.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #249109: Nonyl tetradecyl ether
57.0
85.0
5000 UL
12.50
m/z 57.05 62.40%
29.0 127.0
O T ‘ \w‘\\“‘\‘ T \MTF‘LM T “!‘\ \‘f““ T \“U\ ‘ \‘H\ TT “\ TT \]‘-\6}8\\0‘ \J\-\g‘WY‘.\()\ T \2‘2\\7.\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20721: Trans-1,4-diethylcyclohexane
69.0
——
111.0 12.50
5000 ITI/Z 43.00 46.90%
41.0
140.0
U 0 O S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #20779: Cyclohexane, 1-ethyl-1,3-dimethyl-, trans- P
69.0 12.50
m/z 55.00 40.87%
111.0
5000
41.0
ob bl e 4 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 Cyclohexane, 2-propenyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.494 3.84 ug/L 50824 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 55
2 Cyclohexane, 2-propenyl- 124 COH16 002114-42-3 45
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 43
4 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 43
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38

Abundance Scan 3469 (12.494 min): VU046046.D\data.ms (-3458) (- m/z 55.05 100.00%
55.0 83.1
5000
154.2 L —
125.1 ‘ 12.50
o‘m_m‘pm”w mw‘lml“‘H‘JM‘J“MHAW m/z 83.10  98.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12168: Cyclohexane, 2-propenyl-
55.0 83.0
5000 U
12.50
m/z 97.10 88.07%
27.0 ‘ ‘ 124.0
O\\\\‘\H\\i“\\‘\m"‘\‘1\\‘im\\‘1‘\\\\‘1\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #12178: Cyclohexane, 2-propenyl-
55.0 83.0
e
12.50
5000 ITI/Z 82.10 53.83%
27.0 ‘
124.0
‘ 107.0
oHm_1‘”;””““4‘Mmimml_m‘lmw”_
m/z--> 20 40 60 80 100 120 140 160
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans- —
55.0 97.0 12.50
m/z 41.00 45.97%
5000
27.0
ol‘“w'd e
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 17
R.T. EstConc Area Relative to ISTD R.T.

12.668 4.08 ug/L 53995 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
2 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 53
3 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 53
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
5 Heptacosane 380 C27H56 000593-49-7 53

Abundance Scan 3523 (12.668 min): VU046046.D\data.ms (-3515) (- m/z 71.10 100.00%

71.1
43.0
5000
— —
97.0 141.2 12.50 13.00
Lol b 682 9
Ottt e e e e e e m/z 57.10 79.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 T ——
85.0 12.50 13.00
m/z 43.00 71.18%
29.0 127.0
O T ‘ \‘M{ \“‘{ T \‘ " \HM T “1‘\ T }M‘ TT U\ ‘ \“\ TT ‘ \1\5\\5‘0\\ \]_\8‘§-\(\)\ ‘ LI ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206618: Sulfurous acid, pentyl undecyl ester
71.0
— —
43.0 12.50 13.00
5000 ITI/Z 85.10 49.46%
99.0
Oyl 1269 20 2070
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59107: Nonane, 2-methyl-5-propyl- T —
57.0 12.50 13.00
m/z 41.00 42.32%
5000
85.0
29.0 1120 1100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 trans-Decalin, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.841 5.50 ug/L 72745  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 91
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 90
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 86
4 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 72
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 64
Abundance Scan 3577 (12.841 mln) VU046046.D\data.ms (-3571) (- m/z 81.05 100.00%
1.0 152.2
41.0 570
5000 137.1
— ——
) \ | T O S
0 H“‘H‘“wm‘ bl e LA L gz 152,20 87.32%
m/z--> 20 80 100 120 140
Abundance #29490.Uans-DecaHn,24neﬂwk
81.0
55.0
5000 152.0 L Mu, ¢‘A‘A‘
12.50 13.00
390 109.0 m/z 95.10 81.85%
O \““}\‘\” ‘\\H\\]-‘a\\\‘\\\‘\‘
miz--> 20 40 60 80 100 120 140
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
— ——
12.50 13.00
5000 m/z 67.00 72.13%
109.0 i
65 ‘
obzsh I D3l b L 130 |
miz--> 20 40 60 80 100 120 140
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene) P ——
81.0 152.0 12.50 13.00
109.0 m/z 41.00 56.04%
R T Y N B
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\

Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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: Cyclic12.935

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.935 8.25 ug/L 109094 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 87
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 81
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 72
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 68
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 64

Abundance Scan 3606 (12.935 min): VU046046.D\data.ms (-3592) (-

m/z 83.10 100.00%

83.1
55.0
5000
—
154.2
05.0 125.1 13.00
0" e m/z 55.05 67.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 T T
13.00
m/z 82.05 65.77%
29.0 154.0
O T ’ \‘\‘\ T “‘\ T \“‘\“ \‘}H\ T “1 T \“J\-]\-:!-.\O‘]\-\gj\"\()‘ T \‘\ ‘ T T
miz--> 20 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl-
83.0
T
55.0 13.00
5000 ITI/Z 57.05 39.57%
29.0 154.0
o R S NS . R
m/z--> 20 40 60 80 100 120 140 160
Abundance #12168: Cyclohexane, 2-propenyl- T
55.0 83.0 13.00
m/z 41.00 35.64%
- /\A/\/\’/\/\M\N
270 | ‘ 124.0
O bbbl el e
m/z--> 20 40 60 0 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.587 5.77 ug/L 76384  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 87
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 83
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 64

Abundance Scan 3809 (13.587 min): VU046046.D\data.ms (-3801) (- m/z 57.05 100.00%

57.0
5000
98.0 o ‘
13.50
135.1
o"_mu‘muﬂ_u””_H“\HJ“,HH_?‘??‘%mlﬁ‘“'?’ m/z 71.10  42.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 —— :
13.50
290 m/z 43.00  34.93%
98.0
0 ‘ 79.0 |y 1410 1690
\\‘\ \\‘\\\\‘\\\\[!\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
1T I
13.50
5000 ITI/Z 41.00 24.95%
290‘ L 98.0
Obrdd L 780 L 1410 1690
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl- ——
57.0 13.50
m/z 55.00 17.24%
5000
29.0 H 98.0
ol il L dreg |y aato  sao -
miz--> 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\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.192 4.86 ug/L 64254 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 78
3 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72
4 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 72
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 72
Abundance Scan 3997 (14.192 min): VU046046.D\data.ms (-3986) (- m/z 57.05 100.00%
57.0
" MAAWV\
113.1 LN LN
‘ 8?-1 181 1632 14.00 14.50
(LR T [T S m/z 71.85  82.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 o b
14.00 14.50
m/z 43.00 53.32%
29.0
‘ ‘ gso 1130
O\\\\‘\‘!\\“M\\“‘\\H}\‘}‘\\\‘\\1‘\‘\\\]-\4‘.2\.\0\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22080: Nonane, 3-methyl-
57.0
—— ——
14.00 14.50
5000 290 m/z 41.00 31.86%
113.0
MU e WWJ\MW
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester —— ——
57.0 14.00 14.50
m/z 56.05 25.06%
5000
113.0
29.0 85.0 ‘ 160.0
OHH“M“w“u‘h“uhh“1“”“‘”‘1“‘H“HH‘HH"“ — —
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 20
R.T. EstConc Area Relative to ISTD R.T.
15.211 3.80 ug/L 50223 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 60
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 43
3 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 43
4 Hexadecyl octyl ether 354 C24H500 1000406-38-6 38
5 Dodecyl octyl ether 298 C20H420 1000406-38-4 38
Abundance Scan 4314 (15.211 min): VU046046.D\data.ms (-4304) (- m/z 57.05 100.00%
57.0
5000 85.0 M
142.1
118.1 —r e
‘ H 163.2 207.1 15.00 15.50
Oy Moyl m/z 71.05 95.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 —r— ——
85.0 15.00 15.50
m/z 43.00 52.64%
29.0 127.0
0+~ T \‘M{ \“‘1 — “ \‘1‘1 T “1‘\ T M T U\ T \“\ T \175\\5.’0\\ \1\8’§\0\\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
—— —
15.00 15.50
5000 m/z 85.05 40.05%
29.0 85.0
127.0
ol bl e L1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59111: Nonane, 5-(1-methylpropyl)- T 7
57.0 15.00 15.50
m/z 41.00 37.74%
85.0
5000
290 126.0
ol A b L sse S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46046.D

Acqg On : 02 Dec 2021 12:50

Operator : SY/MD

Sample : M4868-07

Misc : 6.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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|

(DEL) Alkane: C 10.025 ug/L 73808 9.427 633225 50.
(DEL) Alkane: S 10.253 1 ug/L 136695 9.427 633225 50.
(DEL) Alkane: C... 10.356 ug/L 90088 9.427 633225 50.
(DEL) Alkane: S... 10.398 ug/L 50880 9.427 633225 50.
(DEL) Alkane: S 10.558 ug/L 103412 9.427 633225 50.
(DEL) Alkane: S... 10.626 ug/L 34962 11.819 661436 50.
Sulfurous acid,... 11.066 ug/L 54016 11.819 661436 50.
(DEL) Alkane: S... 11.124 ug/L 75793 11.819 661436 50.
(DEL) Alkane: S 11.314 ug/L 73982 11.819 661436 580.
(DEL) Alkane: S 11.378 ug/L 41770 11.819 661436 50.
(DEL) Alkane: S 11.417 ug/L 121086 11.819 661436 50.

unknown-01 11.465 41491 11.819 661436 50.
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(DEL) Alkane: S 11.574 ug/L 70615 11.819 661436 560.
(DEL) Alkane: S 11.642 ug/L 41949 11.819 661436 50.
(DEL) Alkane: C... 11.706 ug/L 96430 11.819 661436 50.
Sulfurous acid,... 12.327 ug/L 45117 11.819 661436 50.
unknown-02 12.404 ug/L 73462 11.819 661436 580.
Cyclohexane, 2-... 12.494 ug/L 50824 11.819 661436 50.
(DEL) Alkane: S... 12.668 ug/L 53995 11.819 661436 50.
trans-Decalin, ... 12.841 ug/L 72745 11.819 661436 50.
(DEL) Alkane: C 12.935 ug/L 109094 11.819 661436 580.
(DEL) Alkane: S 13.587 ug/L 76384 11.819 661436 50.
(DEL) Alkane: S 14.192 ug/L 64254 11.819 661436 50.
(DEL) Alkane: S 15.211 ug/L 50223 11.819 661436 50.
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