LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULM@92321WMA.M
Title : VOC Analysis

Signal : TIC: VU@45296.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.520 354 367 386 rBV 185003 329627 4.38% 0.208%
2 4.649 1012 1029 1077 rBV 112464 375710 4.99% 0.237%
3 5.067 1139 1159 1186 rVV 205283 493448 6.56% ©.312%
4 5.719 1342 1362 1384 rBV2 503677 1260063 16.74% 0.796%
5 6.250 1511 1527 1553 rBV 348907 718799 9.55%  0.454%
6 6.694 1650 1665 1677 rBV 288868 631929 8.40%  0.399%
7 7.571 1922 1938 1950 rVV 138206 279113 3.71% 0.176%
8 7.854 2010 2026 2031 rBv2 219021 397861 5.29% 0.251%
9 7.899 2032 2040 2055 rVB 596126 1127045 14.97% 0.712%
10 8.240 2137 2146 2161 rVB3 194817 392892 5.22% 0.248%
11  8.369 2162 2186 2194 rBV 116048 236713 3.15% 0.150%
12 8.536 2228 2238 2250 rVB 134468 227932 3.03% 0.144%
13 8.645 2250 2272 2297 rBV3 640177 1595561 21.20% 1.008%
14 8.761 2297 2308 2315 rBV 292673 520470 6.92% 0.329%
15 8.867 2334 2341 2349 rVB 274365 434413 5.77% 0.275%
16 8.925 2349 2359 2369 rBV 559068 991420 13.17% 0.627%
17 9.073 2394 2405 2412 rBV3 131872 239089 3.18% 0.151%
18  9.121 2412 2420 2427 rVWW 402427 639468 8.50% 0.404%
19 9.169 2427 2435 2442 rVW3 477557 892596 11.86% 0.564%
20 9.214 2443 2449 2462 rVB2 511211 827706 11.00% 0.523%
21 9.337 2476 2487 2502 rBV 524898 865390 11.50% 0.547%
22 9.427 2503 2515 2526 rBV 475819 872332 11.59% 0.551%
23 9.565 2549 2558 2571 rVB3 131257 234821 3.12% 0.148%
24  9.668 2573 2590 2598 rBv4 224971 622930 8.28% 0.394%
25 9.719 2599 2606 2613 rBV3 295244 427245 5.68% 0.270%

26 9.886 2645 2658 2670 rBV6 124610 293213 3.90%
27 10.025 2689 2701 2713 rBV6 456508 1119989 14.88%
28 10.121 2724 2731 2742 rBv4 219063 359205 4.77%
29 10.256 2755 2773 2786 rBv4 839765 1924095 25.56%
30 10.359 2796 2805 2812 rVWw4 726732 1463000 19.44%
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31 10.398 2813 2817 2828 rVB2 566109 824959 10.96%
32 10.472 2831 2846 2853 rBV5 147170 352234  4.68%
33 10.562 2853 2868 2876 rBv4 440745 977629 12.99%
34 10.626 2877 2888 2893 rVWW2 629157 1138936 15.13%
35 10.655 2894 2897 2905 rVB 475857 557610  7.41%
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36 10.761 2922 2930 2939 rVWW2 969836 1700896 22.60% 1.075%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULM@92321WMA.M
Title : VOC Analysis
37 10.812 2940 2946 2966 rVB5 415140 817516 10.86% 0.517%
38 10.957 2983 2991 3002 rVV5 194726 393143  5.22% 0.248%
39 11.018 3004 3010 3017 rVV7 209579 369347 4.91% 0.233%
40 11.066 3017 3025 3035 rVV2 641799 1143553 15.19% 0.723%
41 11.128 3036 3044 3056 rVB7 422487 942193 12.52% ©.595%
42 11.314 3097 3102 3114 rVB6 343294 565642 7.52% 0.357%
43 11.378 3115 3122 3128 rBV4 280717 428184 5.69% 0.271%
44 11.420 3128 3135 3143 rVV 884339 1222367 16.24% 0.773%
45 11.472 3143 3151 3174 rVB2 764899 1941593 25.80% 1.227%
46 11.578 3176 3184 3190 rBV 240734 415377 5.52% 0.263%
47 11.645 3200 3205 3216 rVB5 433934 693616 9.22% 0.438%
48 11.716 3218 3227 3235 rBV 965321 1548856 20.58% ©0.979%
49 11.829 3251 3262 3271 rBV3 790863 1812590 24.08% 1.146%
50 11.880 3272 3278 3283 rVV2 506167 680667 9.04%  0.430%
51 11.915 3284 3289 3299 rVB3 616648 830791 11.04% ©.525%
52 12.005 3311 3317 3336 rVB3 769814 1400652 18.61% 0.885%
53 12.102 3338 3347 3360 rVV3 542704 1009699 13.42% 0.638%
54 12.195 3365 3376 3391 rBV4 1434338 3411250 45.32% 2.156%
55 12.388 3430 3436 3450 rVB6 566348 1198489 15.92% 0.757%
56 12.472 3454 3462 3465 rBV 741922 1003363 13.33% 0.634%
57 12.501 3466 3471 3479 rVB2 1021141 1437128 19.09% ©0.908%
58 12.574 3488 3494 3502 rVB 1464019 2001076 26.59% 1.265%
59 12.684 3518 3528 3534 rBV2 581605 1171295 15.56% 0.740%
60 12.841 3570 3577 3593 rVB6 926024 1837738 24.42% 1.161%
61 12.935 3596 3606 3612 rBV4 1339743 2482736 32.99% 1.569%
62 12.976 3613 3619 3627 rVV 1668466 2601553 34.57% 1.644%
63 13.031 3628 3636 3652 rVB 2016077 4288146 56.97% 2.710%
64 13.111 3653 3661 3680 rVB4 887944 2084666 27.70% 1.318%
65 13.205 3683 3690 3693 rBv2 395231 546452  7.26%  0.345%
66 13.298 3713 3719 3727 rVB 541183 714329 9.49% 0.451%
67 13.356 3730 3737 3745 rVV2 993274 1414386 18.79% 0.894%
68 13.410 3746 3754 3760 rVV3 948575 1551524 20.61% 0.981%
69 13.462 3761 3770 3785 rVB5 2861199 6098582 81.03% 3.854%
70 13.565 3795 3802 3808 rBV 1104885 1464761 19.46% 0.926%
71 13.738 3847 3856 3864 rBV2 1077476 1876674 24.93%  1.186%
72 13.790 3864 3872 3879 rVV 1263557 1958260 26.02% 1.238%
73 13.841 3880 3888 3904 rVV5 2226968 4786493 63.60%  3.025%
74 13.951 3915 3922 3925 rBV 983295 1377503 18.30% 0.871%
75 14.127 3970 3977 3984 rBV5 659191 1008799 13.40% 0.638%

76 14.291 4019 4028 4041 rVB8 1204094 2523843 33.53% 1.595%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULM@92321WMA.M
Title : VOC Analysis
77 14.349 4042 4046 4054 rVV2 450741 506939 6.74% 0.320%
78 14.491 4081 4090 4109 rVB2 2276396 3982534 52.91% 2.517%
79 14.610 4121 4127 4135 rVB 906538 1249615 16.60% 0.790%
80 14.674 4136 4147 4159 rBV3 3084594 6288565 83.55% 3.974%
81 14.816 4183 4191 4204 rBV2 1649784 3042519 40.42%  1.923%
82 14.883 4205 4212 4221 rVB3 2381287 3713528 49.34% 2.347%
83 14.944 4224 4231 4238 rBV3 620394 920424 12.23% 0.582%
84 15.025 4247 4256 4269 rBV9 1210826 2885110 38.33% 1.823%
85 15.224 4304 4318 4330 rBV2 3496094 7364866 97.85% 4.655%
86 15.352 4350 4358 4366 rBVv4 921475 1692969 22.49% 1.070%
87 15.414 4369 4377 4387 rVV 2537433 4192968 55.71% 2.650%
88 15.520 4403 4410 4417 rBV6 566751 818649 10.88% 0.517%
89 15.931 4531 4538 4550 rVB 1218155 1959446 26.03% 1.238%
90 16.150 4598 4606 4613 rBV2 1919618 3007930 39.96% 1.901%
91 16.266 4627 4642 4666 rVB 3954849 7526512 100.00% 4.757%
92 16.414 4678 4688 4695 rBV 4156676 6832542 90.78% 4.318%
93 16.452 4695 4700 4717 rVB 2560552 3915457 52.02% 2.475%
94 16.642 4744 4759 4788 rVB2 1026771 3289874 43.71% 2.079%
95 16.787 4796 4804 4826 rVB 643775 1139876 15.14% 0.720%
96 17.118 4899 4907 4921 rVB2 480332 814537 10.82% 0.515%
97 17.330 4967 4973 4981 rVB 296802 440143 5.85% 0.278%
98 17.378 4981 4988 5018 rVB 319108 660155 8.77% 0.417%
99 17.542 5031 5039 5050 rBV2 191867 330957 4.40% 0.209%
100 17.606 5052 5059 5069 rVB 149871 248975 3.31% 0.157%

Sum of corrected areas: 158226261
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\

: VU@45296.D

: 12 Oct 2021 16:58

: SY/MD

: M4070-18ME

: 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 15

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU045296.D\data.ms
4000000
3000000
2000000
1000000
5.719
6.250 )
2.520 4649 5067 6.69
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\—T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\7\W\\\T‘ﬁ\\‘\\\\
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: VU045296.D\data.ms
4000000
3000000
2000000
12.1
1000000 256
7:899 8'6;57&%'97259 843427 9710 10025
7.571 7.854 8.2%69_53M_0 L‘ 558684 ‘ N
ob——— — PSSV eV W AVALSSAVIABREVES VAR WAV BV L ——
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150 12.00
Abundance TIC: VU045296.D\data.ms
15.224 16.266414
4000000 14674
15.414
13.462
14, 883
3000000 1s. 841 14.491 1% 452
13.031 16.15
12. 9 6
12,574 ‘ 14, 291
2000000 i 3 5633, 7 5 251 15.025 15.931
12. 51 12. _‘.
3 .A 13.738 W 240 “ -3p
12,841 | ~ 111132 14. 1 ? ‘ 34 720
1000000] 17.5% " 684 ‘
‘ l ‘ 20
0 ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13,00 13'50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Cyclic8.240 Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
8.240  22.52 ug/L 392892 Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91

Abundance Scan 2146 (8.240 min): VUO45296[Ndaarns(2137)() m/z 97.00 100.00%
.0

55.0
5000 41.0
69.0 1121 j\
83.0 R A R
‘ | H 261 8.00 8.20 8.40 8.60
0tperrprerrrhs el bt b 2283 m/z 55.00  88.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0
97.0
41.0
5000 L L L I B L B I R
69.0 8.00 8.20 8.40 8.60
271.0 ' 1120 m/z 41.80 45.41%
[P O
O \\‘\\\\‘\\\\‘\\\\‘\\\\“\M\‘\‘\\\‘!‘\\\\‘\H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0
e
41.0 8.00 8.20 8.40 8.60
5000 ITI/Z 69.00 39.34%
27.0 69.0 112.0
T
0 ‘wH‘wH‘wH‘w“"‘M‘wH‘wH‘w“1‘wml_wuwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans- e EaEaREEE
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.00 38.22%
41.0
5000
69.0 112.0
I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Cyclic8.369 Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
8.369 13.57 ug/L 236713  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 95
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94

Abundance Scan 2186 (8.369 min): VUO45296[Ndaarns(2162)() m/z 97.00 100.00%
97.

58.0
5000
s UL )
69.0 WANA S A WY/ WA
‘ ‘ M 83.0 8.00 8.20 8.40 8.60
Ol il bl L w2 ss.ee 97.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 410 T[T T T T[T T[T rrrryT
112.0 8.00 8.20 8.40 8.60
270 69.0 m/z 40.95  37.29%
bk 50 )
O\\\‘\\\\‘\\\\’\\\\‘\\\\“\‘\\‘\‘\\\“\‘\\\\“\H\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
R R A RRRAT
8.00 8.20 8.40 8.60
5000 ITI/Z 112.10 35.05%
41.0 112.0
69.0
270 M ‘ 83.0
0"W‘Hw‘H‘V‘H‘H‘wNJW‘HWw‘H‘NH‘HLW‘H‘_‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans- R RAa mams T
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.00 29.10%
5000 41.0
112.0
27.0 69.0
T
om‘HH_H“,"H‘!“HNHM‘H‘Ml‘HW‘Hw\lwww T L AV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 77
R.T. EstConc Area Relative to ISTD R.T.
8.536 13.06 ug/L 227932  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
2 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 64
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 64
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59

Abundance Scan 2238 (8.536 min): VU045296.D\data.ms (-2228) (-) m/z 42.95 100.00%
3.0

85.0
5000 570 71
l H ‘ ‘ 115.0128.0 8.20 8.40 8.60 8.80
Obrrrrerrrrepereibb e el e SRO HSOZEEE - myz 85.00  61.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14557: Heptane, 2,4-dimethyl-
43.0
5000
85.0 8.20 8.40 8.60 8.80
57.0 710 m/z 41.00 40.23%
29.0
0 A | |, 99.0113.0128.0
H‘HH‘\H\‘\\H‘HH‘HH‘HH‘\H\‘HH’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14576: Hexane, 2,3,3-trimethyl-
43.0
85'0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
8.20 8.40 8.60 8.80
m/z 57.00 39.41%
5000 57.0
270 71.0
M ‘\\ \“ H | 113.0
O e b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14567: Hexane, 2,3,3-trimethyl-

43.0 8.20 8.40 8.60 8.80

m/z 70.00  36.42%
85.0

5000

=
=

57.0
27.0
71.0
Ll ‘ 113.0 1280

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
8.761  29.83 ug/L 520470  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
4 Octane, 3-methyl- 128 C9H20 002216-33-3 90
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87
Abundance Scan 2308 (8.761 min): VU045296.D\data.ms (-2297) (-) m/z 57.00 100.00%
57.0
5000
43.0
‘ 71.0 650 99.0 1281 8.40 8.60 8.80 9.00
Obrprrrrrrrrrree el 880 | 11801281 o s e 33.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
5000
43.0 8.40 8.60 8.80 9.00
m/z 40.95 28.72%
29.0 71.0 99.0
ol 150 “‘ |, 850 | 11301280
H’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl-
57.0
AN RmaRaEEEEE
8.40 8.60 8.80 9.00
5000 43.0 m/z 55.95 22.94%
29.0
71.0 99.0
0 Ll L 850 | 113.01280
e m R e AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14561: Heptane, 2,5-dimethyl- L e
57.0 8.40 8.60 8.80 9.00
m/z 99.00 13.01%
5000 43.0
29.0
71.0 99.0
0 1 ‘ L7 650 %% 11301280
e e e e e e e e e e O ARCAR AR ERRGEC AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclic8.867 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
8.867 24.90 ug/L 434413  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86

Abundance Scan 2341 (8.867 min): VU045296.D\data.ms (-2334) (-) m/z 83.00 100.00%
83.0

55.0
5000
41.0 112.1
| 67.0 8.60 8.80 9.00 9.20
Olrrprrerprrerprerghrrr bbbyt 920 b m/z 55.00  68.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0
5000 U L B R B R
41.0 8.60 8.80 9.00 9.20
112.0 m/z 82.00 48.64%
29.0 67.0
O\\‘\\\\‘\\\‘\“\\\\‘i“\\\‘\‘1!\‘\\\‘}”\\\\‘\1\\‘\9\\7\.‘0\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
8.60 8.80 9.00 9.20
5000 41.0 ITI/Z 41.00 27.39%
112.0
27.0 ‘ 67.0
b8 Ml el
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7537: Cyclohexane, ethyl- R EAREmEEEE SR
83.0 8.60 8.80 9.00 9.20
55.0 m/z 112.05 23.63%
5000
41.0
112.0
27.0 67.0
Ol 22 bl M STO SR W AW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.60 8.80 9.00 9.20

SFAMULM@92321WMA.M Fri Oct 15 18:34:56 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Cyclic8.925 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.925 56.83 ug/L 991420  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 81
4 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2 1000283-21-2 64
5 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 47

Abundance Scan 2359 (8.925 min): VU045296.D\data.ms (-2349) (-) m/z 111.05 100.00%
1111

69.0
5000 55.0
41.0
83.0
“ | “ 070 | 1261 8.608.809.009.20
0 H_WWWWwWm:‘Hm,mwmwwww m/z 69.00  83.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 55.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.60 8.80 9.00 9.20
83.0 m/z 55.00 47 .32%
270 /
0 b 97.0 || 126.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.60 8.80 9.00 9.20
5000 410 950 m/z 41.00  34.94%
83.0
270
| o | 1260
O“_H‘_‘H_‘H;HH‘HH‘H‘uu‘ww‘w‘uw‘u‘pu‘_m‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl- R BEEmaRE R
69.0 111.0 8.60 8.80 9.00 9.20
m/z 56.00 24.23%
55.0
5000 41.0
83.0
270
o |1 970 | 1260
‘WH‘WH‘WH‘WH‘WH‘WHH‘HH,HH‘HH‘HHM‘HM‘HM“ R M a
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20

SFAMULM@92321WMA.M Fri Oct 15 18:34:57 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
9.121 36.65 ug/L 639468 Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 94
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 87
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 78
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 74
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
Abundance Scan 2420 (9.121 min): VU045296.D\data.ms (-2412) (-) m/z 43.00 100.00%
3.0
5000 84.0
57.0
PO T
H ‘ 59,0 1281 8.80 9.00 9.20 9.40
Obeprerrrerrreretb e ol 99011821281 g 60 5e.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 L L B R I B R |
84.0 8.80 9.00 9.20 9.40
57.0 m/z 85.00 40.54%
29.0
o250 1l Il 99,0 113.0128.0
H’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14554: Heptane, 2,3-dimethyl-
43.0
P T ey
8.80 9.00 9.20 9.40
5000 m/z 41.00 32.56%
84.0
57.0
27.0
0 T M\ 99.0 113.0 128.0
e e el e S R R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8626: Hexane, 3-ethyl- AR E At e R
43.0 8.80 9.00 9.20 9.40
m/z 57.00 29.09%
5000 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

SFAMULM@92321WMA.M Fri Oct 15 18:34:58 2021

Page:

11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 (DEL) Alkane: Cyclic9.169 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
9.169 51.16 ug/L 892596  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 93
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 92
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 70
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 64
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64

Abundance Scan 2435 (9.169 min): VU045296.D\data.ms (-2427) (-) m/z 69.00 100.00%
111.1

69.0
55.0
41.0
5000
126.1
AR RAREREE NS SR
‘ ‘ ‘ 85.0 8.80 9.00 9.20 9.40
0ol ol m/z 111.18 95.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0
5000 41.0
126.0 8.80 9.00 9.20 9.40
' m/z 55.00 77.99%
‘ ‘ ‘ 84.0
O \H‘H\\‘HH‘HH‘“H\“\‘H\’HH‘H\‘\‘NHH‘\H‘\‘H\\‘l\\\‘\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0 T
41.0 8.80 9.00 9.20 9.40
5000 m/z 57.00 71.79%
27.0
126.0
I
o230 MM,H“:‘w‘w‘luwh_w!ww_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13304: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.
55.0 69.0 8.80 9.00 9.20 9.40
41.0 970 m/z 41.00 64.16%
5000
83.0 126.0
27.0 111.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

SFAMULM@92321WMA.M Fri Oct 15 18:34:59 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Dichloroacetic acid, 4-meth... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
9.214 47.44 ug/L 827706  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 64
2 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
3 Ether, hexyl pentyl 172 C11H240 032357-83-8 59
4 Octane, 2-methyl- 128 C9H20 003221-61-2 59
5 Octane, 4-methyl- 128 C9H20 002216-34-4 53

Abundance Scan 2449 (9.214 min): VU045296.D\data.ms (-2443) (-) m/z 43.00 100.00%
3.0

N

5000 71.0
A RRERRRRRLES S
‘ ‘ H H ‘ 10 113.0 8.80 9.00 9.20 9.40 9.600
bl A R e m/z 57.00 44.22%
miz--> 20 40 60 80 100 120 140 160
Abundance  #90428: Dichloroacetic acid, 4-methylpentyl ester
43.0
5000 71.0
8.80 9.00 9.20 9.40 9.60
m/z 71.00 43.68%
01260 “M ‘m | \Hgs-o 1110 1420
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #59039: Dodecane, 5-methyl-
43.0

8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 39.07%

85.0
0290 671L126'°169-0
miz--> 20 40 60 80 100 120 140 160
Abundance #47383: Ether, hexyl pentyl Eanas e RRAaa =R

43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 34.62%

71.0

5000

%9.0
0 \“H“Hw‘“““ H‘

m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40 9.60

—
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.337 49.60 ug/L 865390  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 83
2 Octane, 3-methyl- 128 C9H20 002216-33-3 80
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 74
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
5 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 64
Abundance Scan 2487 (9.337 min): VU045296.D\data.ms (-2476) (-) m/z 57.00 100.00%
57.0
5000
43.0
98.0
M 71.0 ‘ 1281 9.00 9.20 9.40 9.60
Ol ol HB01281 43,00 30.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
5000 UL B B A I B R |
900 43.0 9.00 9.20 9.40 9.60
m/z 40.95 28.95%
71.0 98.0
0 i | 113.0128.0
H‘HH‘HH‘HH‘HH‘HH’HH‘\H\‘HH‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
e R
9.00 9.20 9.40 9.60
5000 m/z 56.00 19.71%
43.0
29 0 98.0
0 7ﬁ0 | 113.0128.0
H_‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘V‘H_‘H_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl- R AR R
57.0 9.00 9.20 9.40 9.60
m/z 98.00 18.16%
5000 41.0
71.0 99.0
27.0
. | | 850 | 1301280
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60

SFAMULM@92321WMA.M Fri Oct 15 18:35:01 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 (DEL) Alkane: Cyclic9.565 Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
9.565 13.46 ug/L 234821  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 90
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 90
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 83
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81

Abundance Scan 2558 (9.565 min): VU045296.D\data.ms (-2549) (-) m/z 69.00 100.00%

69.0
55.0 111.0
5000
126.1
830 cas ‘
97.0 9.50
oH_HwHH_wwwww“”H_mwH“:_wlwmwm m/z 55.00  74.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13252: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0
550
111.0
5000 —— ‘
27.0 9.50
‘ 83.0 126.0 m/z 111.00  73.33%
09
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
55'0 \‘\\\\‘
41.0 111.0 950
5000 ITI/Z 56.00 56.88%
83.0 126.0
27.0
I ‘H ‘\‘ o
0‘w‘Hw‘H‘_H‘_‘H_‘H‘HH‘H‘qm‘W‘HW‘H‘_H‘_H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13246: Cyclohexane, 1,2,4-trimethyl- T ‘
69.0 9.50
1110 m/z 41.00  50.83%
55.0
5000 41.0
126.0
27.0 ‘ ‘ 84.0
0‘W‘H‘_‘mhu‘wuu‘whﬁ‘uﬁ‘uuwﬂw‘_‘M‘H‘wlu‘_‘u‘u‘ S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50

SFAMULM@92321WMA.M Fri Oct 15 18:35:02 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 (DEL) Alkane: Cyclic9.668 Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
9.668 35.70 ug/L 622930 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, butyl- 126 C9H18 002040-95-1 46
2 Cyclopentane, 1-methyl-2-propyl- 126 C9H18 003728-57-2 46
3 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 45
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 45
5 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 42
Abundance Scan 2590 (9.668 min): VU045296.D\data.ms (-2573) (-) m/z 55.00 100.00%
55.0 83.0
5000 125.1
= i
9.50 10.00
0 38 1 m/z 83.00 94.07%
miz--> 0O 20 40 60 80 100 120 140
Abundance #13197: Cyclopentane, butyl-
410 69.0
5000 —r =
9.50 10.00
97.0 126.0 m/z 69.00 88.64%
O\’\\\\‘\1\\}\\\H\“\“\‘\\“\‘\\\H‘\\\\‘\‘\\\‘\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #13272: Cyclopentane, 1-methyl-2-propyl-
55.0
M -
83.0 9.50 10.00
5000 m/z 41.00 65.47%
27.0 ‘ ‘ JJ 126.0
ol el all Al 030
miz--> 0O 20 40 60 80 100 120 140
Abundance #3803: Cyclopentane, 1,1-dimethyl- T T
56.0 9.50 10.00
m/z 56.00 58.96%
83.0
5000
39/0
15.0
ol AL Ml L 1000 Vi V.V, Y
m/z--> 0 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 (DEL) Alkane: Cyclic9.719 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
9.719  24.49 ug/L 427245  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 91
2 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 80
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 72
4 1H-Pyrazole, 4,5-dihydro-3-methy... 126 C7H14N2 026964-49-8 72
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 72
Abundance Scan 2606 (9.719 min): VU045296.D\data.ms (-2599) (-) m/z 97.00 100.00%
97.0
55.0
5000
o 69 0 12t 9.50 10.00
‘ 111.0 ‘ : :
o“_HW‘HW‘HMUHWJHwu‘qu‘ﬁﬁq‘uh‘uupuu_‘m_u‘ m/z 55.00 81.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
5000 - S -
9.50 10.00
41.0 690 126.0 m/z 41.00 21.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13211: 3,5-Dimethyl-3-heptene
55.0 97.0
o o
9.50 10.00
5000 ITI/Z 126.10 19.37%
69.0
41.0 126.0
b TR s | o |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13283: Cyclohexane, 1-ethyl-4-methyl-, cis- —T ——
55.0 97.0 9.50 10.00
m/z 69.00 16.91%
5000 210
69.0 126.0
27.0 ‘ '
IR | O AU = O N =1V Vo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 (DEL) Alkane: Cyclic10.025 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.025 64.20 ug/L 1119990 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 38
2 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1010338-28-2 38
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 30
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 30
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 27

Abundance Scan 2701 (10.025 min): VU045296.D\data.ms (-2689) (- m/z 55.00 100.00%

550
410 97.0
69.0
5000
‘ 83,0 1251 idod
111.0 ‘ ’
o“_HW‘H¢M‘¢Mm‘mhw‘mmHMpﬂh_uwhuwmeu%f%}_ m/z 57.00 97.77%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 N A ‘
10.00
41.0 69.0 126.0 m/z 43.00 81.80%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #3316: 1H-Pyrazol-4-amine, 3-methyl-
42.0 97.0
U I
56.0 10.00 .
5000 ITI/Z 97.00 76.94%
70.0
0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans- —— ‘
55.0 97.0 10.00
m/z 41.00 73.31%
5000 41.0
27.0
‘ 69.0 126.0

m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
10.121 20.59 ug/L 359205 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 52
2 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 50
3 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 47
4 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 43
5 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 43

Abundance Scan 2731 (10.121 min): VU045296.D\data.ms (-2724) (- m/z 57.00 100.00%

57.0
5000
97.0
30lb - -
10.00 10.50
142.1
obr el oo I r2s012t e 76.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22076: Nonane, 4-methyl-
57.0
5000 U U
10.00 10.50
290 98.0 m/z 71.00 50.41%
O\\\‘\‘\‘\\“‘}\\‘ ?.‘0{‘\\\“\?‘J\FS\.‘()\\\J:?‘Z\.\O\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #59060: Undecane, 4,5-dimethyl-
57.0
e Y
10.00 10.50
5000 ITI/Z 70.00 44 .44%
290 112.0
83.0
o bl b 4580 L ame
m/z--> 20 40 60 80 100 120 140 160
Abundance #181354: Oxalic acid, 2-ethylhexyl hexyl ester T —
57.0 10.00 10.50
m/z 55.00 43.49%
5000
29.0 85.0 112.0
L Ll 1e0 1570
(SR " e AR ERKR S M e
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.256 110.29 ug/L 1924100 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 93
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
3 Nonane, 3-methyl- 142 C1OH22 005911-04-6 91
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 91
5 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 90

Abundance Scan 2773 (10.256 min): VU045296.D\data.ms (-2755) (- m/z 57.00 100.00%
57.0

5000 41,0 MU
P P
‘ 82.0 131 1421 10.00 10.50
() SN— \““\ sl Bl TR m/z 71.00 64.70%
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0
5000 o A
10.00 10.50
113.0 m/z 43.00 51.26%
I Y el
O\ \]-\5\.0‘\‘\ L “{ T \“ “ T \“} T ‘ 1‘\ T \“ T ! T ‘ T \]\-4‘.‘2\.0\\
miz--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
57.0
= F
10.00 10.50
5000 m/z 41.00 44.01%
41,0 113.0
T O O ™
O bl el il e
miz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- L —
57.0 10.00 10.50
m/z 56.00 34.15%
5000 41,0
113.0
o0 L A 2t 20 - A NVWY 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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 20 (DEL) Alkane: Cyclic1@.359 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.359 83.86 ug/L 1463000 Chlorobenzene-ds 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 comis 000696-29-7 87

2 Cyclohexane, (1-methylethyl)- 126 C9H18 PPP696-29-7 87
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 87
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 87
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 87

Abundance Scan 2805 (10.359 min): VU045296.D\data.ms (-2796) (-

m/z 83.00 100.00%

83.0
55.0
5000
39)0 ‘ 126.1 = I
10.00 10.50
109.0
0 "“‘“‘Mw‘uHH‘NWMuﬂj“Hm“““‘u‘;f%%‘ m/z 55.00 77.16%
m/z--> 20 40 60 80 100 120 140
Abundance #13247: Cyclohexane, (1-methylethyl)-
55.0 83.0
5000 T —
10.00 10.50
m/z 82.00 60.58%
390 M 126.0
O \]-\5\.0‘\‘\‘\ \““\ T \“!“ T }‘\ T “\‘ LI ‘ \]-:\I-‘:I\“\O‘ LI ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0 = =
10.00 10.50
5000 m/z 41.00 46.46%
39.0 126.0
T | 111.0
ottt el
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl- i T
83.0 10.00 10.50
55.0 m/z 67.00 24.29%
5000
126.0
29.0
0 \\\‘\H\\MW\\”L‘\W\\MJ\\\} e EA e e — —
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.398 47.28 ug/L 824959  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 74
2 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 64
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
4 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 53
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53

Abundance Scan 2817 (10.398 min): VU045296.D\data.ms (-2813) - m/z 57.00 100.00%
57.0

5000
98.0
— R
‘ M 125.1 10.00 10.50
Ol et e L e m/z 43.00  43.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 — Y
10.00 10.50
m/z 98.00  34.45%
29.0 ‘
O \\\‘\H\\“‘i\\““\WH‘\\‘w‘\\\“\\\‘\‘\\\].ﬁz\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #215091: Heptyl tetradecyl ether
57.0
= T
10.00 10.50
5000 m/z 41.00 23.09%
83.0
29.0
0 H‘ \‘ w“\ \“H ‘M “Hll‘]"'o‘ 141'0 168'0 196.0 227'(:
A e e o AR RRRREESSE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45491: Undecane, 6-methyl- T T
57.0 10.00 10.50
m/z 69.00 16.87%
5000
98.0
29.0‘ ‘
obrr el A 2280 100 WV Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.562 56.04 ug/L 977629  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 50
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 50
3 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 49
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47
5 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 46
Abundance Scan 2868 (10.562 min): VU045296.D\data.ms (-2853) (- m/z 57.00 100.00%
57.0
98.0 1 T
39 ‘ 81 ‘ 10.50
: 123.0
Y N— JUN‘ Al o 42l nyz 43.00 63.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
5000 s :
10.50
98.0 m/z 41.00 37.14%
29.0 ‘ ‘
O\‘\‘\‘\\“‘\\\‘!“\\“‘\7\9‘.9\\\“\\\\’\\\]\-4‘2\.\0\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
T \
10.50
5000 m/z 71.00 26.57%
84.0
ob B0 L | I w30 s
miz--> 20 40 60 80 100 120 140 160
Abundance #163251: Oxalic acid, isobutyl nonyl ester r ‘
57.0 10.50
m/z 56.00 22.17%
5000
29.0
85.0
‘ 126.0 171.0
ol bl | 1030 1260 170 W
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
10.626  31.42 ug/L 1138940 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
4 Nonane, 4-methyl- 142 C1eH22 017301-94-9 59
5 Nonane, 4-methyl- 142 C10H22 017301-94-9 53
Abundance Scan 2888 (10.626 min): VU045296.D\data.ms (-2877) (- m/z 57.00 100.00%
57.0
4110
98-0 T ‘ T T ‘ T
10.50 11.00
.0 ‘ 12511420
Y S— u‘l“ RO TR0 2 4300 52.94%
m/z--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
5000 A s
10.50 11.00
410 m/z 70.00 43.72%
‘ | 99.0
O\\\‘Z\G‘I\b\\“M\\l“\?i.\o‘\\\\H‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22105: Octane, 3,5-dimethyl-
57.0
— —
10.50 11.00
5000 4110 m/z 71.00  42.38%
85.0
113.0
X L e I O
miz--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl- N ——
57.0 10.50 11.00
m/z 41.00 31.83%
5000
410 98.0
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
10.655 15.38 ug/L 557610 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 72
2 Nonane 128 C9H20 000111-84-2 64
3 Octane 114 C8H18 000111-65-9 59
4 Nonane, 2-methyl- 142 C1eH22 000871-83-0 59
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53

Abundance Scan 2897 (10.655 min): VU045296.D\data.ms (-2894) (- m/z 43.00 100.00%
3.0

=

5000 85.0
1050  11.00
3.0 127.1 : :
ol A P ?QPQ i m/z 57.00  99.91%
miz-> 20 40 60 80 100 120 140
Abundance #14520: Nonane
43.0
5000 - =
10.50 11.00
85.0 m/z 41.00  55.96%
27‘0 70l0 ‘ 1260
O\\\‘\‘\\\“‘}\\‘!“\\“\\‘1\\19‘0.\0\\\‘\}.\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #14521: Nonane
43.0
—— —
10.50 11.00
5000 ITI/Z 85.00 42.33%
270 85.0
70,0
128.0
ol LI | 1000
mfz--> 20 40 60 80 100 120 140
Abundance #8621: Octane =T =
43.0 10.50 11.00
m/z 71.00 39.63%
5000
85.0
27,0
70,0
|
ottt P 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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 (DEL) Alkane: Cyclicl11.067 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
11.067 31.54 ug/L 1143550 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 70
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 58

Abundance Scan 3025 (11.066 min): VU045296.D\data.ms (-3017) (- m/z 55.00 100.00%
55 97.0

> MUVM
140.1 T
‘ ‘ ‘795 11.00
o 380l 7R L w/z 97.e0  94.87%
miz--> 20 40 60 80 100 120 140
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 N \
11.00
27.0 m/z 41.00 37.03%
O\\\\‘\“ \7\9‘9 “‘\\}\‘\\\\‘\\\\\
miz--> 40 60 80 100 120 140
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
—r ‘
11.00
5000 m/z 69.00 35.00%
27.0
oW_HH\m1‘“;\\7?-9‘Hw_w)w_m‘
m/z--> 60 80 100 120 140
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis- —— ‘
55.0 97.0 11.00
m/z 56.00 25.48%
5000
)]
o Ll o | ma0 -
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
11.128 25.99 ug/L 942193 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 58
2 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 53
3 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 49
4 m-Menthane, (1S,3R)-(+)- 140 CleH20 013837-66-6 46
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 43

Abundance Scan 3044 (11.128 min): VU045296.D\data.ms (-3036) (-  m/z 55.00 100.00%

55.0
97.0
5000
140.1 — —
‘ ““ ‘ 79J ‘ H 11.00 11.50
Ol Gl S 32L0 L myz 97.e0  73.25%
m/z--> 20 40 60 80 100 120 140
Abundance #20685: 3-Heptene, 4-propyl-
55.0
5000 97.0 I - T T
11.00 11.50
140.0 m/z 83.00 61.02%
0 38‘ L9 | uso |
\\\‘\\\\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #20738: 3-Hexene, 3-ethyl-2,5-dimethyl-
55.0
97.0 T ‘ T T ‘ T
11.00 11.50
5000 ITI/Z 69.00 57.71%
27.0 140.0
1 T Y .. T Y.
m/z--> 20 40 60 80 100 120 140
Abundance #20679: 3-Heptene, 4-propyl- T —
53.0 11.00 11.50
m/z 41.00 51.74%
5000 97.0
270 140.0
Ll e
O T L R e B R R AR —— —
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
11.314 15.60 ug/L 565642 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 59
2 Tridecane, 5-methyl- 198 C14H30 ©025117-31-1 53
3 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 50
4 Hexadecane 226 Cl6H34 000544-76-3 50
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 47
Abundance Scan 3102 (11.314 min): VU045296.D\data.ms (-3097) (- m/z 57.00 100.00%
57.0
‘ 11‘06 ‘11‘50‘
1131 - -
139.1
0 ‘_‘3§Mmﬂw‘ﬂw‘q‘HJM‘JM‘MH‘W“W“‘H“‘H,‘ m/z 43.00  78.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33098: Octane, 2,3,3-trimethyl-
43.0
71.0
5000 — —
11.00 11.50
m/z 71.00 49.69%
113.0
O\‘\‘\\\‘iu\\““\\‘H\‘\\1\.(\)‘\\H\‘\\\1\4‘]_\.\0\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74009: Tridecane, 5-methyl-
43.0
= —
85.0 11.00 11.50
5000 m/z 85.00 47.74%
140.0
0 220 W\ | J‘ 11120 183.0
B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59079: Decane, 2,4,6-trimethyl- e —
43.0 11.00 11.50
m/z 41.00 47.19%
- T M
990 127.0
0 1880 A
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 79
R.T. EstConc Area Relative to ISTD R.T.
11.378 11.81 ug/L 428184  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 68
2 Nonane 128 C9H20 000111-84-2 59
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 59
4 Nonane 128 C9H20 000111-84-2 59
5 Oxalic acid, 6-ethyloct-3-yl hex... 314 C18H3404 1000309-34-4 47

Abundance Scan 3122 (11.378 min): VU045296.D\data.ms (-3115) (- m/z 57.00 100.00%
57.0

5000 85.0 M
38(9 00 1150
| H “ dﬂ 1120 13001561 11.00 s
ol v eph et bl e R m/z 43.00  80.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
5000 T —
85.0 11.00 11.50
29.0 m/z 41.00 52.06%
L S
O\\\‘\1\\‘i}\\”\“\\‘1\“!‘\\\H‘\\U\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane
43.0
— —
11.00 11.50
5000 ITI/Z 55.00 46.01%
85.0
o0 o s
m/z--> 20 40 60 80 100 120 140 160
Abundance #14578: Hexane, 2,3,5-trimethyl- — —
43.0 11.00 11.50
m/z 85.00 39.67%
5000
85.0
o 260 | 6o | 1280 BNV
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
11.420 33.72 ug/L 1222370 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 87
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 86
3 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 78
4 Octane, 3,3-dimethyl- 142 C1OH22 004110-44-5 72
5 Decane, 4-methyl- 156 C11H24 002847-72-5 70

Abundance Scan 3135 (11.420 min): VU045296.D\data.ms (-3128) (- m/z 71.00 100.00%

43.0 71.0
5000
113.1 L
‘ ‘ 11.50
- 1‘, B0l 1340 1861 . 43,00 86.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 T
11.50
m/z 57.00 79.49%
2710 ‘ 112.0
O \‘ \‘1 T \"‘\ T \h" T \‘} T "H\ L ’ L !‘\ ’ L \1\4.‘0.\0\1\5\6.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #22100: Octane, 3,3-dimethyl-
43.0 71.0
—
11.50
5000 ITI/Z 41.00 37.63%
27,0
‘ 113.0
ool M b b yemof
m/z--> 20 40 60 80 100 120 140 160
Abundance #22108: Octane, 3,6-dimethyl- ——
57.0 11.50
m/z 70.00 37.21%
5000
410 113.0
O O S
ob— e —
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 80
R.T. EstConc Area Relative to ISTD R.T.
11.578 11.46 ug/L 415377 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 81
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 59
3 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 59
4 Eicosane 282 C20H42 000112-95-8 59
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 53

Abundance Scan 3184 (11.578 min): VU045296.D\data.ms (-3176) (- m/z 57.00 100.00%
5

7.0
5000 85.0
T \
127.1 11.50
obrrer sl Al il Josi9 |7 1841 7160 68.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 ‘11\50‘ T
85.0 :
29.0 m/z 43.00 61.28%
127.0
0 \\\‘\‘\\\“H\\“‘\\‘M\‘\‘\\\“\\\\‘\“\\\‘\:!.\5\6‘.0\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #228590: Tetradecane, 1-iodo-
57.0
T \
11.50
5000 ITI/Z 41.00 46.80%
29.0
85.0
0 H‘ h‘\\ b | 11?’0 ! | 15\5.0 197.0
I W ma s o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59068: Undecane, 3,9-dimethyl- —— ‘
57.0 11.50
m/z 85.00 39.55%
5000
85.0
29.0 ‘ ‘
155.0
S O N e e - T W
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
11.645 19.13 ug/L 693616 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 50
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 47
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 47
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 47
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 43

Abundance Scan 3205 (11.645 min): VU045296.D\data.ms (-3200) (- m/z 57.00 100.00%

57.0 ' '
105.0
5000 85.0
39 127.1 T U
Ll b [ s o500 70,2
0- v el b s bl b R m/z 105.00  70.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000
900 85.0 11.50 12.00
: m/z 71.00 68.07%
‘ 127.0 156.0
O \\\‘\‘\\\“‘\\\u’u‘\\M\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #45490: Undecane, 3-methyl-
57.0
— —
11.50 12.00
m/z 41.00 50.02%
5000 85.0
29.0
SIS S B M A
m/z--> 20 60 80 100 120 140 160
Abundance #45498: Undecane, 3-methyl- T —
57.0 11.50 12.00
m/z 95.00 46.02%
5000
85.0
29.0
0 \‘ “‘ J (1120 1410 1700
H““H““‘“‘w““_““u“‘u““u‘ —— ——
m/z--> 20 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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 (DEL) Alkane: Cyclic11.716 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.716 42.72 ug/L 1548860 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 86
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 80
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 72
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 64

Abundance Scan 3227 (11.716 min): VU045296.D\data.ms (-3218) (- m/z 83.00 100.00%

83.0
55.0
5000
140.0 T ‘ T T ‘ T
‘ 111.0 11.50 12.00
ol 308 T L mjz ss.ee  78.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 — ——
11.50 12.00
29.0 140.0 m/Z 82.00 63.47%
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 ITI/Z 41.00 41.79%
29.0 140.0
ok Al b o L
m/z--> 20 40 60 80 100 120 140 160
Abundance #20678: Cyclohexane, butyl- T T
83.0 11.50 12.00
55.0 m/z 69.00 30.04%
5000
29'0 140.0
P IV T Y NN 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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
11.880 18.78 ug/L 680667 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 90
2 Decane, 4-methyl- 156 C11H24 002847-72-5 86
3 Decane, 4-methyl- 156 C11H24 002847-72-5 76
4 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 64
5 Oxalic acid, butyl 2-ethylhexyl ... 258 C14H2604 1000309-38-6 64

Abundance Scan 3278 (11.880 min): VU045296.D\data.ms (-3272) (- m/z 71.00 100.00%

71.0
43.0
5000
1121 A e
| ‘ ‘ 130.1156.1 11.50 12.00
ol bl Ll 890, 18911861 " 43 06 81.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0
5000 - —%
11.50 12.00
m/z 57.00 71.46%
‘ ‘ 112.0
O\].\S\.O‘\‘\‘\\ \\‘!“\\ \“H\\\‘\\!‘\‘\\\\‘\\1\5\6.‘0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0
— —
11.50 12.00
5000 ITI/Z 70.00 47.24%
112.0
o0 | | o s
miz--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl- — —
43.0 11.50 12.00
71.0 m/z 41.00 43.14%
5000
b ‘ 112.0
ol Wb e 1560 - —
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
11.915 22.92 ug/L 830791 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 94
2 Decane, 2-methyl- 156 C11H24 006975-98-0 86
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 80
4 Decane, 2-methyl- 156 C11H24 006975-98-0 74
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
Abundance Scan 3289 (11.915 min): VU045296.D\data.ms (-3284) (- m/z 43.00 100.00%
3.0
71.0
5000
112.1 I
Ll dsso I 1411 660 vt
0yl PSRl S 288 m/z 57.00  98.10%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33083: Decane, 2-methyl-
57.0
5000 ‘Zbd
29.0 8.0 71 é;. 65.85%
. 112.0 m/z . .85%
Lo | 140
0- \“\‘H\|HH‘HH|‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33087: Decane, 2-methyl-
43.0
—=
12.00
5000 710 m/z 41.00 51.82%
113.0
141.0
o%a‘)m,“;‘w“:”,mh‘u‘l‘-‘?u”“‘_m,um_m
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #45485: 2,6-Dimethyldecane —
43.0 12.00
71.0 m/z 85.00  33.45%
5000
‘ 113.0
ol e b L | 000 1700 VL
m/z--> 0 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
12.005 38.64 ug/L 1400650 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 87
2 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 72
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 59
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
Abundance Scan 3317 (12.005 min): VU045296.D\data.ms (-3311) (- m/z 57.00 100.00%
57.0
> e W\JJW\JLV
T
12\7.1 156.1 12.00
ol 308 N L2050, 1 1561 s, 71,00 68.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33085: Decane, 3-methyl-
57.0
5000 — ‘
29.0 85.0 12.00
m/z 43.00 55.42%
126.0
O\\\‘\‘i\\H}\\h“\\“}\“1‘\\\H“\\\\‘\‘\\\‘\%\5\6‘.0\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33106: Octane, 5-ethyl-2-methyl-
43.0
T
71.0 12.00
5000 m/z 85.00 43.84%
‘ 127.0
obzrd | |y leso "7 60
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59047: Dodecane, 3-methyl-

—
57.0 12.00
m/z 41.00 41.77%

5000
85.0
29.0
155.0
‘\ “‘ |- | 113.0 184.0

Ot “\m\“mH‘\HH‘HH‘\H“\‘HH‘H\

—
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
12.388 33.06 ug/L 1198490 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 47
2 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 43
3 Cyclopentaneethanol, .beta.,2,3-... 156 C10H200 021721-18-6 43
4 Cyclohexane, 1,1'-(1-methylethyl... 208 C15H28 054934-90-6 43
5 4-Undecene, (Z)- 154 C11H22 000821-98-7 38

Abundance Scan 3436 (12.388 min): VU045296.D\data.ms (-3430) (- m/z 55.00 100.00%

55.0 97.0
5000 125.1
— —r
154.1 12.00 12.50
37\ o0 I ‘ 9
ol O L m/z 97.80  88.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13207: 3,5-Dimethyl-3-heptene
55.0
97.0
5000 - L
12.00 12.50
m/z 69.00 75.59%
29.0 126.0
Il ‘ e 70
O \\\‘\}\\i“\\‘\\“\‘\‘\\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #7240: 2(5H)-Furanone, 5,5-dimethyl-
69.0 97.0
— —r
12.00 12.50
5000 43.0 m/z 41.00 41.31%
25\v0 \H\ HH‘ 1) |
ob—e -l by
miz--> 20 40 60 80 100 120 140 160
Abundance  #32995: Cyclopentaneethanol, .beta.,2,3-trimethyl- P ——
69.0 12.00 12.50
m/z 125.10 40.94%
5000 41.0
96.0
‘ 123.0
PR O N N O . S SOV VA A e
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 39 Benzene, 1-methyl-3-(1-meth... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.501 39.64 ug/L 1437130 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 93
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 89
4 p-Cymene 134 C10H14 000099-87-6 89
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 76

Abundance Scan 3471 (12.501 min): VU045296.D\data.ms (-3466) (-  m/z 119.00 100.00%
.0

119
5000
55.0 97.0
77. 12.50
154.1
B } mm‘\ bl ‘ﬂ | bl L TR m/z 97.00 26.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 i
12.50
91.0 m/z 134.00 23.51%
41. 65.0
0 \1\5\.(‘)\‘\ T \“‘\O\‘\ \”“\‘\ T \‘”‘ T \‘V\ ‘W\ \‘\w I LB
m/z--> 20 40 60 80 100 120 140 160
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
VAR ‘
12.50
5000 ITI/Z 55.00 21.95%
91.0
39.0 65.0
o) SN U | SR PRI PR RN S —
miz--> 20 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- —— |
119.0 12.50
m/z 83.00 15.08%
91.0
ol1s0 380 L 020 L L VA
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 40 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.575 55.20 ug/L 2001080 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95

Abundance Scan 3494 (12.574 min): VU045296.D\data.ms (-3488) (-  m/z 119.00 100.00%
119.0
5000
91.0
12.50
39.0 650 145.0
) S P W P L ol SRRISL0 s 134,00 28.21%
m/z--> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 e r \
12.50
m/z 91.00 15.22%
91.0
0 15.0 . 39\\0 L 6§0 L ‘ ul \\“ 13‘50
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
R \
12.50
5000 m/z 120.00 10.12%
91.0
39.0 65.0 ‘
LN O N T~
miz--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene A I ‘
119.0 12.50
m/z 77.00 9.12%
5000
91.0
I | Shh
m/z--> 20 40 60 80 100 120 140 12.50

SFAMULM@92321WMA.M Fri Oct 15 18:35:23 2021 Page: 39



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 42 Naphthalene, decahydro-2-me... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
12.841 50.69 ug/L 1837740 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 98
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
3 Pulegone 152 C1eH160 000089-82-7 90

015932-80-6 74
015932-80-6 74

4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160

Abundance Scan 3577 (12.841 min): VU045296.D\data.ms (-3570) (- m/z 81.00 100.00%

81.0
152.1
5000 41.0
135.1
— —r
‘ ‘ “ 11H0'0 12.50 13.00
owHH;‘Mm:‘HH“mew‘m”_m‘wm m/z 67.00  76.86%
miz--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — e
12.50 13.00
109.0 m/z 152.05 73.83%
0 3 ‘\\“\\“‘\1?’\‘\\‘\‘\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
= =7
55.0 1520 12.50 13.00
5000 m/z 95.00 70.19%
29.0 109.0 J
o‘_\‘\w\_w 0 R
miz--> 60 80 100 120 140 160
Abundance #29064: Pulegone “ —
81.0 12.50 13.00
152.0 m/z 41.00 46.71%
5000 41.0 109.0 WJ]\/MA
ob Al leso ) asso B
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 43 (DEL) Alkane: Cyclic12.935 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.935 68.49 ug/L 2482740 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 87
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 74
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 64

Abundance Scan 3606 (12.935 min): VU045296.D\data.ms (-3596) (-  m/z 83.00 100.00%

83.0
55.0
5000
105.0 154.1 13.00
0 37 M"\w‘1“2“5‘.}“‘1““”” m/z 55.00  75.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl- Jﬁ\Ajka\j\wﬂJya/\/d
55.0 83.0
5000 RPN
13.00
290 154.0 m/z 82.00 68.75%
oH\\‘M\‘M‘wwmwﬁ%wﬂw
m/z--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0 —
13.00
5000 ITI/Z 41.00 44 ,89%
29.0 ‘ 154.0
ool e moame T w/\/w
miz--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- T
83.0 13.00
m/z 69.00  31.23%
55.0
29.0 154.0
Y N T -
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 44 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.976  71.76 ug/L 2601550 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94

Abundance Scan 3619 (12.976 min): VU045296.D\data.ms (-3613) (-  m/z 119.00 100.00%
0

119.
5000
91.0
39.0 65.0 ‘ 149.1 13.00
OF bt MLl L 1681 s 134 00 46.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
200 91.0 m/z 91.00 17.04%
: 65.0
0 \1\5\.?\‘\ T \"‘\ \“i‘\ “1“\ T \““ T \‘i T “%‘\ \‘M T \“\ LIS A o
miz--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
——
13.00
5000 m/z 120.00 9.74%
91.0
150 390 650
o] SR NN N EMRY NS AR \M — \“\ e
miz--> 20 40 60 80 100 120 140 160
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 133.00 9.43%
5000
65.0 91.0
) At PR RPINT) N N U
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 45 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.031 118.29 ug/L 4288150 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95

Abundance Scan 3636 (13.031 min): VU045296.D\data.ms (-3628) (-  m/z 119.00 100.00%

119.0
5000
91.0
390 650 | J 1891 1681 13.00
0 ‘H““ﬂu‘w‘ph“w“u‘w“u‘“‘yu““‘h““ m/z 134.00 43.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
91.0 m/z 91.00 15.52%
o0 |
O \\\‘\‘\\\‘\\w‘\“{‘\\\”‘\\\\‘m\\}“‘\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
T T \
13.00
5000 ITI/Z 120.00 9.69%
410 91.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 133.00 9.24%
5000
39.0 650 91.0
0 \\5\"HH\“‘H‘h‘\“u\““\\‘H“1‘\\M\H“\‘HH‘HH‘H\ e
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 46 Benzene, 1-methyl-4-(1-meth... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.111 57.51 ug/L 2084670 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 87
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 76
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 76
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 70
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 68

Abundance Scan 3661 (13.111 min): VU045296.D\data.ms (-3653) (-  m/z 119.00 100.00%
119.0

1
5000
91.0 148.1
e —
13.00 13.50
39.0 65.0 @
) S v PR O 1 “M AL b 1861 m/z o91.e0  28.51%
mlz--> 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 o —
13.00 13.50
910 148.0 m/z 148.05 26.34%
410 650 ‘ ‘ ‘
O\\H‘\‘\H“‘\\‘H“\‘\H“‘\\HMH‘\“‘\H‘\‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #17084: Benzene, 4-ethyl-1,2-dimethyl-
119.0
e —
13.00 13.50
5000 ITI/Z 105.00 16.36%
15.0 39.0 65.0 91.0
S i R YT A
miz--> 20 40 60 80 100 120 140 160
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- - 1
119.0 13.00 13.50
m/z 133.00 14.14%
5000
91.0
150 390 450 [
o Y O i N T T N M SLAVAVAUNL B
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 49 unknown-01 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
13.356 39.02 ug/L 1414390 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 46
2 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 38
3 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 38
4 2-Methylindan-2-o0l 148 C10H120 033223-84-6 35
5 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 30
Abundance Scan 3737 (13.356 min): VU045296.D\data.ms (-3730) (-  m/z 105.00 100.00%
105.0
5000
148.1
. e
77.0 ‘ ﬂ 13.00 13.50
41.0 . .
YT I ‘H“ 1‘25 28T m/z 91.00  40.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26206: 2-Butanone, 4-phenyl-
105.0 148.0
5000 43.0 N IR
13.00 13.50
7.0 m/z 148.05  30.96%
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 20 40 100 120 140 160 180
Abundance #26386 Benzene, (1,2-dimethylpropyl)-
105.0
= —
13.00 13.50
5000 m/z 92.00 22.98%
148.0
79.0
ol 20 510 T | 1280 |
s i e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26385: Benzene, (1,2-dimethylpropyl)- = —T
105.0 13.00 13.50
m/z 133.00 20.09%
5000
270 510 770 148.0
O b i 2280 L
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 50 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
13.410 42.80 ug/L 1551520 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 87
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 70
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 70
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 70
5 o-Cymene 134 C10H14 000527-84-4 64

Abundance Scan 3754 (13.410 min): VU045296.D\data.ms (-3746) (-  m/z 119.00 100.00%
119.0
5000
148.1
91.0 Lo
390 650, | 4y ‘ ‘ 182.1 .
O bt e eSS m/z 148.85 26.45%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 T
13.50

m/z 133.00  26.36%

91.0 148.0
BT R
O\‘\\\\‘\\\\“‘\\\\‘\‘\\\“\\\\“\\\‘\“\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0

13.50
39.0 91.0
0 150650 W\MM\
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0 1350

m/z 120.00 10.58%

5000
\39\\0\ 650\ 91\.0 Wl ‘
0 1L ) b

m/z--> 0 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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 51 1-Phenyl-1-butene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.462 168.23 ug/L 6098580 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 91
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 86
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 81
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 80
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 80

Abundance Scan 3770 (13.462 min): VU045296.D\data.ms (-3761) (-
117.0

m/z 117.00 100.00%

91.0 ARV
55.0 ‘ ‘ 148.1 13.50
by e ) b bl gl CTT68 L 110 00 94.96%
m/z--> 20 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
11y7.0
5000 U
13.50
910 m/z 132.00  34.32%
51.0 ‘
O \\\’2\7‘\:9\“‘\ \“}H\ "‘}7\1\.‘9‘ T \‘} T ‘HU‘\\ ‘\‘”‘\‘\ ‘ T 1T ’ T 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16113: 2,4-Dimethylstyrene
117.0
13.50
5000 ITI/Z 115.00 30.31%
91.0
39.0
63.0
so) 0L
oY S R O R N——
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16118: Benzene, 2-butenyl- —
117.0 13.50
m/z 91.00 24.78%
91.0
5000
65.0
390 ‘
o"‘,Jmw‘Hu,“””_“wm _w“m””,””w —
m/z--> 20 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 52 Benzene, (1,1-dimethylpropyl)- Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
13.565 40.41 ug/L 1464760  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 91
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 83
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 83
4 3,5-Dimethylbenzylpentylamine 205 C14H23N 1000491-60-8 78
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78

Abundance Scan 3802 (13.565 min): VU045296.D\data.ms (-3795) (-  m/z 119.00 100.00%

119.0
5000
91.0 148.1 L — T
. 13.50
39.0 65.0
O 90 000 Ll L3821 7 14805 19.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 A ‘
13.50
010 148.0 m/z 91.00 12.13%
a0 680 |y ]
O\\\\‘\‘\\\‘\\‘\\“\‘\\\“\\\\‘W\\‘\‘[\\r‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0 L — T
13.50
5000 m/z 120.00 10.32%
41.0 65.0 148.0
0\\1\5\'?\‘\‘\\“\H‘M‘u‘.\Hm‘Hl\“1‘\\‘\“‘HH‘\!H‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26378: Benzene, (1,1-dimethylpropyl)- — ‘
119.0 13.50
m/z 77.00 6.56%
5000 91.0
41.0 148.0
NI CHTH LT P O SN -
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 53 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.738 51.77 ug/L 1876670 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, (1,2-dimethyl-1-propenyl)- 146
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146

C1l1H14
C1l1H14

000769-57-3 95
017057-82-8 89

3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 89
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C1l1H14 052161-57-6 86
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 70

Abundance Scan 3856 (13.738 min): VU045296.D\data.ms (-3847) (-

m/z 131.00 100.00%

131.0
5000
91.0
55.0 ‘ k? 13.50 14.00
R W W Ww bl O 220 1781 m/z 133.00  42.98%
miz--> 20 80 100 120 140 160 180
Abundance #25022 Benzene (1,2-dimethyl- 1 -propenyl)-
131.
5000 91.0 1 T
13.50 14.00
39.0 m/z 146.00 37.52%
O\’\\\\‘H\\‘m\HM}\\‘\\}\“H “‘\LM\‘\“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
13.50 14.00
5000 ITI/Z 115.00 22.60%
390 91.0
) 63.0
o S A P u‘_&‘l‘qkﬂ mw‘m S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)- e ——
131.0 13.50 14.00
m/z 91.00 22.13%
5000 91.0
o 80 | )
R S RS B RS TSN N L — ——
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 54 Benzene, (3-methyl-2-butenyl)- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
13.79% 54.02 ug/L 1958260 1,4-Dichlorobenzene-d4  11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91

2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14

097664-18-1 91
017059-48-2 91
001559-81-5 91
020836-11-7 91

Abundance Scan 3872 (13.790 min): VU045296.D\data.ms (-3864) (-  m/z 131.00 100.00%
0

131.

=

5000
91.0
13.50 14.00
39.0 64.2 ‘
] el P . &1‘0‘#3‘ ALl 18311811 14600 24.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000
13.50 14.00
m/z 115.00 16.38%
41.0 65.0
O T ‘ \‘\‘\ \““\ \“i“\“u‘w\ \““ T \‘1 T ‘]\ﬂp\g\.q}‘ \‘M T ‘ \H\ T ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0

T 7
13.50 14.00

°

o

5000 ITI/Z 91.00 13.49%
91.0
39.0 ‘
65.0
Y PO R TR A “‘l‘lﬁlﬂw S A
miz--> 20 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- —— —
131.0 13.50 14.00
m/z 129.00  12.36%
5000
390 g40 910
ob ok S0 L a0 gl age0 o Wl TN
m/z--> 20 60 80 100 120 140 160 180 13.50 14.00

SFAMULM@92321WMA.M Fri Oct 15 18:35:34 2021

Page: 50



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 55 Benzene, pentamethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.841 132.04 ug/L 4786490 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 64
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 58
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 52
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 52
5 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 52

Abundance Scan 3888 (13.841 min): VU045296.D\data.ms (-3880) (-  m/z 133.00 100.00%
138.0

- MWJ\M
91.0 = WA
39.0 64.9 ‘ ZM}D ‘ 13.50 14.00
o S P T - 2 “““‘1??:%‘1?‘1;‘1 m/z 131.00  47.30%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #26355: Benzene, pentamethyl-
133.0
5000
13.50 14.00
910 m/z 148.05  27.46%
39.0 .
O T ‘ \\]-\5\.‘0\‘\ T \“‘\ \‘\‘\6‘?\9 \““ T \‘f‘\ “\‘\ \m“‘ T }“\‘\ ‘ \‘\‘\ T ‘ TTTT ‘ T
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance  #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0
13.50 14.00
5000 m/z 91.00 20.18%
105.0
39.0 77.0 ‘ ‘ ‘
0l \1\5‘\'?\‘0\ \‘H\ AL e 1““ e \M“‘ L REsmmEansE
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)- — ——
138.0 13.50 14.00
m/z 115.00 17.79%
5000
Y PR A N VPO S N Gt N
m/z--> 0 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 56 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.

13.951 38.00 ug/L 1377500 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 81
4 Benzene, (2-methyl-1-butenyl)- 146 C1l1H14 056253-64-6 81
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81

Abundance Scan 3922 (13.951 min): VU045296.D\data.ms (-3915) (-  m/z 131.00 100.00%

131.0 ' '
5000
91.0
390 64.8 ‘ ‘ 162.1 14.00
Obrer el e b g 10211820 0 933 09 35, 00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 ‘14\00‘
m/z 146.00 24.25%
390 409 910
O\\\\‘\‘\\\“\\‘\‘\‘w\\\“\\‘f\[]\.'J\-\U()‘\‘H‘J\[i“f\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
14.00
5000 ITI/Z 115.00 18.41%
91.0
300 650
o‘H‘WH‘WMww‘m“_m‘H‘L‘&"wl‘u‘wmH_m‘m
miz-> 20 40 60 80 100 120 140 160 180
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- e
131.0 14.00
m/z 91.00 18.34%
5000
o 0 w0
) MNP S A 1. 1 N A —
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 58 unknown-02 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.291 69.62 ug/L 2523840 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 49
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 46
3 2-Propenal, 2-methyl-3-phenyl- 146 C1@H1e0 000101-39-3 43
4 Benzene, (l-ethyl-1-propenyl)- 146 C1l1H14 004701-36-4 42
5 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 38

Abundance Scan 4028 (14.291 min): VU045296.D\data.ms (-4019) (-  m/z 117.00 100.00%

117.0 | 145.0
5000 91.0
e e
39.0 64.9 ‘ ‘ 14.00 14.50
ol e b bl L L1801 131,00 93.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 e e
14.00 14.50
m/z 145.00 88.25%
O' \‘“!\“\“\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
P o
14.00 14.50
5000 91.0 m/z 146.00 52.57%
39.0
65.0
0 15.0 |
T \‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24944: 2-Propenal, 2-methyl-3-phenyl- = S
145.0 14.00 14.50
m/z 115.00 47 .50%
117.0
5000
91.0
39.0 651)‘ ‘
obtso L Ll b b b e TV
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 60 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.491 109.86 ug/L 3982530 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 95
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 93
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93

Abundance Scan 4090 (14.491 min): VU045296.D\data.ms (-4081) (- m/z 131.00 100.00%

131.0 ' '
5000
91.0 14.50
51.0 :
0 b b Mum‘lu ‘M‘_‘M 1621 1940 4z 146.05  33.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 LN
14.50
m/z 115.00 16.29%
65.0 910
O\\\\‘\\\3\9‘9\\\‘H\‘\“\\‘\\‘\\‘\\\hh‘\M\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
e
14.50
5000 ITI/Z 145.00 13.81%
9.0
630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- e
131.0 14.50
m/z 129.00 13.46%
- QWVV\jVMMAVAJ\MﬁJ&\
91
630
m/z--> 20 40 60 80 100 120 140 160 180 200 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 62 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.674 173.47 ug/L 6288570 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 76
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 70
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 64

Abundance Scan 4147 (14.674 min): VU045296.D\data.ms (-4136) (-  m/z 131.00 100.00%

131.0
5000
91.0 2601 T T
390 64.9 ‘ ‘ H : 14.50 15.00
Y R P BT Hm Al 182.1 2069 s 133, 00 37.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 LASA sl
14.50 15.00
91.0 m/z 146.00 27.51%
chgsee || I
O\‘\V\\“\ \‘1‘\““1‘\\‘\“‘\\‘1\“‘\‘H\“ l \HMH\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
P -
91.0 14.50 15.00
5000 ITI/Z 145.00 27.31%
41.0 65.0
0! Al e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)- e —
131.0 14.50 15.00
m/z 115.00 23.12%
5000 91.0
o w0 ||
AU P O N N NV T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 63 1H-Indene, 2,3-dihydro-4,5,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.816 83.93 ug/L 3042520 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 86
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 80
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 64
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 64

Abundance Scan 4191 (14.816 min): VU045296.D\data.ms (-4183) (-  m/z 133.00 100.00%
13B.0

- \pb\“/\/\JJ\WJA«A/“AV\
oL 160.1 - N
390  65.0 ‘ 14.50 15.00
0 ‘H,““w‘ﬂu‘m‘uw\‘w“#l ‘MJ1791 m/z 145.00  75.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36251: 1H-Indene, 2,3-dihydro-4,5,7-trimethyl-
145.0
5000 MY LAV
14.50 15.00
m/z 148.05 30.84%
150 17 eg0 o10 MRO) |
O \\\’\\\\“\\\\‘w\\\“\\\\‘\\\\“\‘\\\‘M}\\\‘\\\\‘\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #26355:Benzene,pentamethyL
138.0
5 —r=
14.50 15.00
5000 m/z 160.10  24.54%
91.0
39.0 65.0
o250 30 80 | L b
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- i ——
145.0 14.50 15.00
m/z 91.00 18.15%
5000
105.0
39.0 77.0
o058 01 | ltego | o VTT T
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 64 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.883 102.44 ug/L 3713530 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 70
2 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 70
3 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 70
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 68
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 68
Abundance Scan 4212 (14.883 min): VU045296.D\data.ms (-4205) (-  m/z 145.00 100.00%
145.0
5000
1150
51.0 ‘ 1741 14.50 15.00
oH‘w‘HJ_MWH_mw!_ 2288y 131,00 68.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
5000 e L
14.50 15.00
m/z 146.05 29.69%
150 39.0 770 1150
O\\\\‘\\\\“\\\\‘m\‘\\“\\‘\\‘\‘\\‘\‘\‘!H\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36248: 1H-Indene, 2,3-dihydro-1,5,7-trimethyl-
145.0
[ Ve
14.50 15.00
5000 m/z 160.10 25.55%
270 510 910 115-0‘”
B AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36247: 1H-Indene, 2,3-dihydro-1,4,7-trimethyl- P ——
145.0 14.50 15.00
m/z 115.00 24.38%
5000
27.0 51.0 910115 O\H
) SR P P TR Y S Y S — = e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 66 unknown-03 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.025 79.59 ug/L 2885110 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 49
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 46
3 Naphthalene, 5-ethyl-1,2,3,4-tet... 160 C12H16 042775-75-7 46
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 46
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 45

Abundance Scan 4256 (15.025 min): VU045296.D\data.ms (-4247) (- m/z 131.00 100.00%

131.0
5000
91.0 160.1 VAW ‘
43.0 @5. ‘ 15.00
0 e 1982 m/z 145,00 69.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36276: Benzene, 4-(2- butenyl) 1,2-dimethyl-, (E)-
45.0
5000 ‘15\00‘ \
200 91.0 1150 m/z 115.00 29.89%
150 7", 650, ‘\‘\ A
O\\\\‘\\‘\\“\\\‘\“\‘\\\’\\\\“}\\ \\“}\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
T I
15.00
5000 ITI/Z 146.00 28.73%
91.0
150 390 630 ‘ |
ol et b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36264: Naphthalene, 5-ethyl-1,2,3,4-tetrahydro- . ‘
131.0 15.00
m/z 160.10 27.98%
5000
91.0 160.0
2o s0 L]
) S it P I | G —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 67 Naphthalene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.224 203.16 ug/L 7364870 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
4 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 93

Abundance Scan 4318 (15.224 min): VU045296.D\data.ms (-4304) (- m/z 142.00 100.00%

142.0
5000
115.0
—— oy
39.0 71. 176.1 15.00 15.50
0 _“quww‘ﬁﬁw‘%?“H“‘H‘ﬂﬂm‘w“‘q‘?9ﬂ4‘w‘ m/z 141.00  86.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — A
115.0 15.00 15.50
m/z 115.00 32.90%
39.0 %90 890 I
O ‘\\\\‘\\H\\“\\‘\H\‘\‘\\\[\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
s —
15.00 15.50
5000 m/z 143.00 11.41%
115.0

39.0 630 89.0 H

miz--> 20 40 60 80 100 120 140 160 180 200

=

Abundance #22150: Naphthalene, 2-methyl-

142.0 15.00 15.50
m/z 71.00 10.90%
5000
115.0
ol 500 110 999 I

Raman R T R e e S Fe e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 68 Naphthalene, 6-ethyl-1,2,3,... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
15.352 46.70 ug/L 1692970 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16 022531-20-0 62
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 55
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 49
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 45
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 45

Abundance Scan 4358 (15.352 min): VU045296.D\data.ms (-4350) (-  m/z 131.00 100.00%

131.0
5000 160.1
91.0 A <
39.0 65.0 15.00 15.50
0 b 18812101 p s 145,00 71.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36265: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-
131.0
5000 - S
160.0 15.00 15.50
91.0 m/z 160.10  45.39%
15.0 39.0 65.0
O' ‘\‘H\\\\“‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
- P
15.00 15.50
5000 m/z 119.00  34.64%
115.0
15.0 390 63.0 910
0! \‘1‘\”“””‘””‘””‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- — ——
145.0 15.00 15.50
m/z 159.10 32.70%
5000
91.0 1150
39.0
150 "7 880, | | |
O et e e e - e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 69 Naphthalene, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.414 115.66 ug/L 4192970 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 95
5 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 94

Abundance Scan 4377 (15.414 min): VU045296.D\data.ms (-4369) (-  m/z 142.00 100.00%

142.0
5000
115.0

63.0 15 50
ol Lk ‘8‘3‘0‘_‘H‘WUH“37?59‘”2‘?4:9“ m/z 141.00  90.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl- JAAJK
142.0
5000 115.0 1550
m/z 115.00 34.76%
39,0 630 89,0 Il
0 w“‘\H“”NH““\““‘\‘H‘\“H\“H\“H\“‘w“‘w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
15f50

m/z-->

m/z-->

5000

o

115.0
ol 380 050 890 |
e et et e e e
20 40 60 80 100 120 140 160 180 200
#22150: Naphthalene, 2-methyl-

Abundance

142.0 15 50
m/z 139.00 11.37%
1 WML
LS00 oM N
20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 71 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.931 54.05 ug/L 1959450 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 93
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 90
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 90
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 87

Abundance Scan 4538 (15.931 min): VU045296.D\data.ms (-4531) (-  m/z 145.00 100.00%
145.0

-

5000
115.0
91 0 16.00
39.0 650 L M )l 168.1190.1 .
0 b Ll AOSAZIDL 0 m/z 160.10  35.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
5000 R
16.00
90 o 91.0 1150 m/z 128.00 17.62%
O\]-\5\‘0\\\\“‘\\‘\‘\‘\\\\‘\\‘1\‘H“\\M‘\ML\\“H‘\\\“‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

)

16.00
5000 m/z 115.00 13.06%
91.0 115.0
39.0 '
150 > 850, | ) |
o R B B v B A bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- e
145.0 16.00
m/z 143.00 12.44%
5000
105 0
39.0 77.0 H
0 m_m“h‘M“w“H‘”WMH““WW““1“”“””‘mwm ——
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 72 Naphthalene, 2-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.150 82.97 ug/L 3007930 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 91
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 89
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 89
Abundance Scan 4606 (16.150 min): VU045296.D\data.ms (-4598) (-  m/z 141.00 100.00%
141.0
5000
115.0
o —
77.0 ‘ ‘ 174.1 16.00 16.50
o‘Hw‘Hmﬂ(?ﬂuuhwlhumwummuW:JWN“}‘H“_“Z‘?f‘;‘l‘ m/z 156.00  45.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
5000 —— —
16.00 16.50
115.0 m/z 115.00  27.31%
o 76.0
O\\\\‘\\.\Q“\\“\\““}\‘\“1“‘\\‘\\“\\\‘\‘\“!‘\\“‘\\‘U‘\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33122: Naphthalene, 1-ethyl-
141.0
— —
16.00 16.50
5000 m/z 145.00 22.54%
115.0
270 630 gog ‘ |
O el ettt el el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33126: Naphthalene, 1-ethyl- — T
141.0 16.00 16.50
m/z 159.10 16.02%
5000
115.0
0 M0 Ll
Ol ety et e bl e e — —
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 73 Naphthalene, 1,5-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.266 207.62 ug/L 7526510 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98

Abundance Scan 4642 (16.266 min): VU045296.D\data.ms (-4627) (-  m/z 156.00 100.00%
156.0

— —
510 770 11‘5 0‘ 1600  16.50
o"‘_"w"H‘HmUumw"_MH‘MM‘““}5‘8@1_”‘ m/z 141.00  67.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
5000
16.00 16.50
115.0 m/z 155.00 34.36%
51.0
O\\\‘2\7\\0\“\\“\\“H\‘\HH‘\\\\‘\\\‘\‘\“!‘\\“‘\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
—— —
16.00 16.50
5000 m/z 115.00  15.30%
77.0 115.0
51.0
o2 b W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl- — —
156.0 16.00 16.50
m/z 128.00 14.78%
5000
115.0
27.0 510 |
o"‘_"w"H“1ng"u"H"_W‘HHMWWWW‘ A
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\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 74 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.413 188.47 ug/L 6832540 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 4688 (16.414 min): VU045296.D\data.ms (-4678) (-  m/z 156.00 100.00%
1

56.0
5000
, 1150 i
77. ‘ 16.50
39.0
0 m_Hu_uhu,“lm“”w‘pm:‘u‘!‘”‘i“AW‘,‘ml,‘??ul‘”??ﬁulww_%?‘,l‘a‘ m/z 141.00  86.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.50
m/z 155.00 28.13%
76.0
390 | I, 100] | Il
O\H‘H\\‘\H\’HH‘HH‘HH‘HH‘H ’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
16.50
5000 m/z 115.00 20.48%
115.0
39.0 o
0! P
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl- —
156.0 16.50
m/z 128.00 15.72%
5000
77.0 115.0
M 0 PN S 1 1 MERSSOS—— Y
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 75 Naphthalene, 1,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.452 108.01 ug/L 3915460 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 4700 (16.452 min): VU045296.D\data.ms (-4695) (-  m/z 156.00 100.00%
156.0

56
5000
77.0 115.0
10 b L, 1901 2207 e
Obrrr e ol bl 2507 5204 m/z 141,00 65.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
5000
16.50
76.0 115.0 m/z 155.00 36.67%
510 |
0 \\\‘2\7‘\.9\“\\“\ \"‘H‘\‘\HH“\‘\‘H“\HL‘\“!‘\\“‘H‘M‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
16.50
5000 ITI/Z 115.00 15.85%
770 115.0
51.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33156: Naphthalene, 1,7-dimethyl- —
156.0 16.50
m/z 128.00  15.64%
5000
115.0
28050, 710 T )]
Ot e e A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 76 Naphthalene, 1,2-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.642 90.75 ug/L 3289870 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95

Abundance Scan 4759 (16.642 min): VU045296.D\data.ms (-4744) (-  m/z 156.00 100.00%

156.0
5000
115.0 T 1
39, ‘ m 16.50 17.00
om‘mu‘whu,“iml“_wmw‘!”\“u 8712180 2810 /7 141.00  85.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
5000 51.0
16.50 17.00
155.00 27.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
1650 1700
5000 m/z 115.00  18.60%
115.0
O e rrrefrrekeetrepre bbb Al e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl- — e
141.0 16.50 17.00
m/z 153.00 13.83%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00

SFAMULM@92321WMA.M Fri Oct 15 18:35:49 2021 Page: 67



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45296.D

Acqg On : 12 Oct 2021 16:58

Operator : SY/MD

Sample : M4070-18ME

Misc : 4.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 8.240 22.5 ug/L 392892 2 9.427 872332 50.0
(DEL) Alkane: C 8.369 13.6 ug/L 236713 2 9.427 872332 50.0
(DEL) Alkane: S 8.536 13.1 ug/L 227932 2 9.427 872332 50.0
(DEL) Alkane: S... 8.761 29.8 ug/L 520470 2 9.427 872332 50.0
(DEL) Alkane: C... 8.867 24.9 ug/L 434413 2 9.427 872332 50.0
(DEL) Alkane: C 8.925 56.8 ug/L 991420 2 9.427 872332 50.0
(DEL) Alkane: S 9.121 36.6 ug/L 639468 2 9.427 872332 50.0
(DEL) Alkane: C. 9.169  51.2 ug/L 892596 2 9.427 872332 50.0
Dichloroacetic ... 9.214 47.4 ug/L 827706 2 9.427 872332 50.0
(DEL) Alkane: S.. 9.337 49.6 ug/L 865390 2 9.427 872332 50.0
(DEL) Alkane: C.. 9.565 13.5 ug/L 234821 2 9.427 872332 50.0
(DEL) Alkane: C.. 9.668 35.7 ug/L 622930 2 9.427 872332 50.0
(DEL) Alkane: C.. 9.719 24.5 ug/L 427245 2 9.427 872332 50.0
(DEL) Alkane: C.. 10.025 64.2 wug/L 1119990 2 9.427 872332 50.0
(DEL) Alkane: S.. 10.121 20.6 ug/L 359205 2 9.427 872332 50.0
(DEL) Alkane: S.. 10.256 110.3 ug/L 1924100 2 9.427 872332 50.0
(DEL) Alkane: C.. 10.359 83.9 ug/L 1463000 2 9.427 872332 50.0
(DEL) Alkane: S.. 10.398 47.3 ug/L 824959 2 9.427 872332 50.0
(DEL) Alkane: S.. 10.562 56.0 ug/L 977629 2 9.427 872332 50.0
(DEL) Alkane: S.. 10.626 31.4 ug/L 1138940 3 11.819 1812590 50.0
(DEL) Alkane: S.. 10.655 15.4 ug/L 557610 3 11.819 1812590 50.0
(DEL) Alkane: C.. 11.067 31.5 wug/L 1143550 3 11.819 1812590 50.0
(DEL) Alkane: S.. 11.128 26.0 ug/L 942193 3 11.819 1812590 50.0
(DEL) Alkane: S.. 11.314 15.6 ug/L 565642 3 11.819 1812590 50.0
(DEL) Alkane: S.. 11.378 11.8 ug/L 428184 3 11.819 1812590 50.0
(DEL) Alkane: S.. 11.420 33.7 ug/L 1222370 3 11.819 1812590 50.0
(DEL) Alkane: S.. 11.578 11.5 ug/L 415377 3 11.819 1812590 50.0
(DEL) Alkane: S.. 11.645 19.1 ug/L 693616 3 11.819 1812590 50.0
(DEL) Alkane: C.. 11.716 42.7 ug/L 1548860 3 11.819 1812590 50.0
(DEL) Alkane: S.. 11.880 18.8 ug/L 680667 3 11.819 1812590 50.0
(DEL) Alkane: S.. 11.915 22.9 ug/L 830791 3 11.819 1812590 50.0
(DEL) Alkane: S... 12.005 38.6 ug/L 1400650 3 11.819 1812590 50.0
(DEL) Alkane: S... 12.388 33.1 wug/L 1198490 3 11.819 1812590 50.0
Benzene, 1-meth... 12.501 39.6 ug/L 1437130 3 11.819 1812590 50.0
Benzene, 1l-ethy... 12.575 55.2 ug/L 2001080 3 11.819 1812590 50.0
Naphthalene, de... 12.841 50.7 wug/L 1837740 3 11.819 1812590 50.0
(DEL) Alkane: C... 12.935 68.5 ug/L 2482740 3 11.819 1812590 50.0
Benzene, 1,2,4,... 12.976  71.8 ug/L 2601550 3 11.819 1812590 50.0
Benzene, 1,2,3,... 13.031 118.3 ug/L 4288150 3 11.819 1812590 50.0
Benzene, 1-meth... 13.111 57.5 ug/L 2084670 3 11.819 1812590 50.0
unknown-01 13.356 39.0 ug/L 1414390 3 11.819 1812590 50.0
Benzene, 2-ethy... 13.410 42.8 wug/L 1551520 3 11.819 1812590 50.0
1-Phenyl-1-butene 13.462 168.2 ug/L 6098580 3 11.819 1812590 50.0
Benzene, (1,1-d... 13.565 40.4 ug/L 1464760 3 11.819 1812590 50.0
Benzene, (1,2-d... 13.738 51.8 ug/L 1876670 3 11.819 1812590 50.0
Benzene, (3-met... 13.790 54.0 ug/L 1958260 3 11.819 1812590 50.0
Benzene, pentam... 13.841 132.0 ug/L 4786490 3 11.819 1812590 50.0
1H-Indene, 2,3-... 13.951 38.0 ug/L 1377500 3 11.819 1812590 50.0
unknown-02 14.291 69.6 ug/L 2523840 3 11.819 1812590 50.0
1H-Indene, 2,3-... 14.491 109.9 ug/L 3982530 3 11.819 1812590 50.0
1H-Indene, 2,3-... 14.674 173.5 ug/L 6288570 3 11.819 1812590 50.0
1H-Indene, 2,3-... 14.816 83.9 ug/L 3042520 3 11.819 1812590 50.0
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1H-Indene, 2,3-... 14.883 102.4 wug/L 3713530 3 11.819 1812590 50.0
unknown-03 15.025 79.6 wug/L 2885110 3 11.819 1812590 50.0
Naphthalene, 1-... 15.224 203.2 wug/L 7364870 3 11.819 1812590 50.0
Naphthalene, 6-... 15.352 46.7 ug/L 1692970 3 11.819 1812590 50.0
Naphthalene, 2-... 15.414 115.7 wug/L 4192970 3 11.819 1812590 50.0
Benzene, 1-(2-b... 15.931 54.0 ug/L 1959450 3 11.819 1812590 50.0
Naphthalene, 2-... 16.150 83.0 ug/L 3007930 3 11.819 1812590 50.0
Naphthalene, 1,... 16.266 207.6 wug/L 7526510 3 11.819 1812590 50.0
Naphthalene, 2,... 16.413 188.5 wug/L 6832540 3 11.819 1812590 50.0
Naphthalene, 1,... 16.452 108.0 ug/L 3915460 3 11.819 1812590 50.0
Naphthalene, 1, 16.642 90.8 wug/L 3289870 3 11.819 1812590 50.0
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