LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0emL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA.M
Title : VOC Analysis

Signal : TIC: VV@21960.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.076 309 322 333 rBV 254569 366074  2.45% 0.129%
2 3.896 876 888 933 rBV2 69165 297410 1.99% 0.105%
3 4.343 1009 1027 1060 rBV 186960 532017 3.56% ©0.188%
4 5.040 1227 1244 1269 rBV2 536344 1340289 8.96% 0.473%
5 5.613 1409 1422 1463 rBV 429862 939256 6.28% 0.331%
6 6.101 1550 1574 1591 rBV2 400842 1394650 9.32% 0.492%
7 6.249 1611 1620 1634 rVB2 173131 341477  2.28% 0.120%
8 6.458 1668 1685 1704 rBV 677529 1414786 9.46% 0.499%
9 6.625 1722 1737 1762 rVB 987496 2006823 13.42% 0.708%
10 6.834 1790 1802 1809 rBV 241603 446554  2.99% 0.158%
11 6.879 1809 1816 1832 rVB 262748 489641  3.27% 0.173%
12 6.986 1833 1849 1858 rBV2 390277 824851 5.51% 0.291%
13 7.034 1858 1864 1874 rVB 185862 321217 2.15% 0.113%
14 7.111 1878 1888 1895 rBV 244217 411778 2.75% ©.145%
15 7.162 1896 1904 1921 rVB4 317041 762765 5.10% 0.269%
16 7.262 1921 1935 1945 rBV3 1779766 3675372 24.57% 1.297%
17 7.439 1978 1990 1998 rBV4 673445 1335858 8.93% 0.471%
18 7.484 1999 2004 2006 rVV3 305517 375951 2.51% 0.133%
19 7.513 2007 2013 2027 rVB 627831 1096273 7.33% 0.387%
20 7.654 2044 2057 2078 rVB 2938543 5456896 36.48%  1.925%
21 7.786 2078 2098 2108 rBV 785330 1535118 10.26% 0.542%
22 7.847 2108 2117 2125 rBV3 372258 688484 4.60% 0.243%
23 7.976 2144 2157 2168 rVB4 619701 1181851 7.90% 0.417%
24  8.082 2169 2190 2212 rBV2 1819511 4420777 29.56% 1.560%
25  8.230 2220 2236 2245 rBV6 1398560 3918218 26.20% 1.382%
26 8.288 2250 2254 2263 rVB2 729984 1081219 7.23% 0.381%
27  8.355 2263 2275 2285 rBV 5756165 10876679 72.72%  3.837%
28 8.510 2309 2323 2333 rBV 1913942 3543541 23.69% 1.250%
29 8.596 2333 2350 2367 rBV4 2778611 8232082 55.04% 2.904%
30 8.783 2397 2408 2420 rVV3 1089896 2151968 14.39% 0.759%
31 8.854 2420 2430 2439 rVV2 691226 1246789 8.34% 0.440%
32 8.918 2440 2450 2464 rVV5 764979 2227338 14.89% 0.786%
33 8.995 2464 2474 2490 rVV3 1547988 3555201 23.77% 1.254%
34 9.104 2491 2508 2516 rVV3 2627048 6396536 42.76%  2.257%
35 9.159 2518 2525 2532 rVV 3369247 5866764 39.22% 2.070%

36 9.201 2532 2538 2563 rVB2 1943338 4619104 30.88% 1.630%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0emL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA.M
Title : VOC Analysis
37 9.320 2563 2575 2590 rBV3 1757611 3289792 21.99% 1.161%
38 9.413 2596 2604 2608 rBV2 338019 496229 3.32% 0.175%
39 9.477 2608 2624 2641 rVB3 4083457 9153329 61.20% 3.229%
40 9.580 2642 2656 2665 rBV6 1146906 2740542 18.32% 0.967%
41  9.712 2678 2697 2706 rBV4 5651048 11962518 79.98% 4.220%
42 9.802 2717 2725 2734 rBV3 4197569 6706745 44.84% 2.366%
43 9.854 2734 2741 2752 rVB 4822897 7987901 53.40% 2.818%
44  9.918 2753 2761 2772 rBV4 1158401 2310671 15.45% 0.815%
45  9.979 2773 2780 2787 rBV3 1369057 2074558 13.87% 0.732%
46 10.021 2787 2793 2802 rVB3 1333582 1808805 12.09% 0.638%
47 10.088 2803 2814 2821 rVB3 1628265 3021986 20.20% 1.066%
48 10.133 2821 2828 2837 rVB2 1377411 2113707 14.13% 0.746%
49 10.246 2839 2863 2883 rBV6 6170620 14957567 100.00% 5.277%
50 10.358 2889 2898 2903 rBV 1918609 3111264 20.80% 1.098%
51 10.458 2921 2929 2938 rVV6 1839382 3197376 21.38% 1.128%
52 10.513 2938 2946 2956 rVV2 4305456 7373904 49.30% 2.601%
53 10.567 2958 2963 2974 rVV7 1764097 3562937 23.82% 1.257%
54 10.619 2975 2979 2989 rVB7 1079371 1600489 10.70% ©.565%
55 10.741 3007 3017 3034 rVB3 3794194 8354439 55.85% 2.947%
56 10.886 3053 3062 3072 rBV4 2888411 5852016 39.12% 2.065%
57 11.040 3104 3110 3112 rBV5 524982 610205 4.08% 0.215%
58 11.159 3139 3147 3155 rBV2 3386595 4925284 32.93% 1.738%
59 11.252 3169 3176 3183 rBV2 915645 1532946 10.25% 0.541%
60 11.297 3185 3190 3196 rVB2 883994 1098922 7.35% 0.388%
61 11.339 3197 3203 3210 rBV5 515161 826669 5.53% 0.292%
62 11.464 3237 3242 3253 rVB5 760822 1222690 8.17% 0.431%
63 11.538 3254 3265 3279 rBV3 2496571 6517001 43.57%  2.299%
64 11.612 3280 3288 3309 rVB6 3127864 9766144 65.29%  3.445%
65 11.706 3311 3317 3322 rBV3 546532 829514  5.55%  0.293%
66 11.821 3348 3353 3374 rVB5 2406917 4608817 30.81% 1.626%
67 11.940 3377 3390 3399 rBV8 1361122 2921613 19.53% 1.031%
68 12.021 3401 3415 3437 rVB2 3584554 8169177 54.62%  2.882%
69 12.120 3438 3446 3452 rBV 1843233 3160072 21.13% 1.115%
70 12.198 3466 3470 3478 rVB2 974830 1225271 8.19% 0.432%
71 12.265 3478 3491 3499 rBV4 2319185 4020536 26.88% 1.418%
72 12.374 3515 3525 3531 rBV2 2276449 4074115 27.24% 1.437%
73 12.416 3532 3538 3548 rVV 2570446 4083113 27.30% 1.441%
74 12.477 3548 3557 3569 rVB3 2458055 4133451 27.63% 1.458%
75 12.551 3571 3580 3589 rBV2 1535750 2383506 15.94% 0.841%

76 12.644 3602 3609 3615 rBV 855093 1324658 8.86% 0.467%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0emL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA.M
Title : VOC Analysis
77 12.728 3631 3635 3642 rVB 683757 772446 5.16% 0.273%
78 12.802 3652 3658 3667 rVB5 428774 575064 3.84% 0.203%
79 12.882 3670 3683 3692 rBV5 1998551 3950752 26.41% 1.394%
80 13.005 3714 3721 3726 rBV 799282 1067590 7.14% 0.377%
81 13.040 3727 3732 3737 rBV2 700736 991419 6.63% 0.350%
82 13.165 3764 3771 3779 rBV3 678268 982911 6.57% 0.347%
83 13.217 3780 3787 3795 rVB 1031498 1554111 10.39% 0.548%
84 13.271 3795 3804 3811 rBV2 1966733 2942471 19.67% 1.038%
85 13.371 3830 3835 3841 rBV 714778 799455 5.34%  0.282%
86 13.487 3861 3871 3882 rBV5 991022 2108106 14.09% 0.744%
87 13.548 3882 3890 3902 rVB3 784771 1272141 8.50% 0.449%
88 13.615 3903 3911 3918 rBV6 383510 726195 4.86% 0.256%
89 13.715 3934 3942 3952 rBV6 678739 1331513 8.90% 0.470%
90 14.091 4050 4059 4075 rBv4 980256 2226518 14.89% 0.786%
91 14.239 4098 4105 4113 rBV2 512972 825194 5.52% 0.291%
92 14.365 4136 4144 4156 rVB5 618843 1028123 6.87% 0.363%
93 14.435 4157 4166 4183 rBV5 840100 1878292 12.56% 0.663%
94 14.615 4216 4222 4229 rBV2 445418 602180 4.03% 0.212%
95 14.767 4262 4269 4276 rBV3 375601 572348 3.83% 0.202%
96 14.818 4278 4285 4297 rVB3 476151 859301 5.74% 0.303%
97 15.181 4389 4398 4406 rBV6 155196 301295 2.01% 0.106%
98 15.294 4427 4433 4441 rBV 213732 369502 2.47% 0.130%
99 15.339 4443 4447 4463 rVB2 308654 570423 3.81% 0.201%
100 15.670 4537 4550 4560 rBV3 310833 659168 4.41% 0.233%

Sum of corrected areas: 283448604
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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_V\Data\VVve82621\

: VV021960.D
: 26 Aug 2021 16:28
: SY/MD

¢ M3526-17ME
: 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 7 Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 78
R.T. EstConc Area Relative to ISTD R.T.
6.249  18.18 ug/L 341477 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 80
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 74
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
Abundance Scan 1620 (6.249 min): VV021960.D\data.ms (-1611) (-) m/z 43.00 100.00%
43.0 57.0 85.1
5000
71.0
H ‘ 1141 6.00 6.20 6.40 6.60
0 bttt el el e m/z 57.00 0 91.13%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0
5000
6.00 6.20 6.40 6.60
29.0 m/z 85.10 87.14%
O h “ “\ ‘\ 7\:\ITO | 990 11\4..0
H\‘HH‘HH’HH’HH’HH’\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0 57.0
85.0 6.00 6.20 6.40 6.60
5000 m/z 41.00 50.87%
29.0 71.0
o150 | ||| 9901140
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl- o RARAERE
43.0 6.00 6.20 6.40 6.60
57.0 m/z 56.00 42.16%
5000 85.0
29.0
71.0
0 1.0 15\0 | M\ \‘\ \” ‘\ 99.0 114.0
e e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60

SFAMVLMO81621WMA.M Fri Aug

27 17:29:00 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic6.458 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
6.458 75.31 ug/L 1414790  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 94
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 94
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 90
4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 86
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 83

Abundance Scan 1685 (6.458 min): VV021960.D\data.ms (-1668) (-) m/z 70.05 100.00%

70.0
55.0
5000
41.0
| | ‘ a1 97.1 1121 6.20 6.40 6.60 6.80
o"wm‘,"H‘HH“_‘wmum I N R m/z 55.00 64.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
5000
41.0 6.20 6.40 6.60 6.80
27.0 m/z 41.00 23.08%
Ll e o e
O\\\‘Hr\o\’\\\}“\\Hi\‘\\\‘\‘}\‘\‘\\\“\ ‘\\H‘\H\.\\‘H\‘\’\\\\‘!\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0 6.20 6.40 6.60 6.80
5000 m/z 68.95 22.87%
41.0
27.0 M ‘ 83.0 97.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0 6.20 6.40 6.60 6.80
m/z 42.00 16.59%
55.0
5000
41.0
210 ‘ 97.0 112.0
O‘H%ﬁg,uw“‘HMJH‘_HM_‘AMHH?%QWHJQ‘leﬁ‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic6.625 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.625 106.83 ug/L 2006820 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 95
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
4 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 72
5 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 58

Abundance Scan 1737 (6.625 min): VV021960.D\data.ms (-1722) (-) m/z 70.10 100.00%

5000 41.0
84.0
‘ ‘ ‘ 97.1 1121 6.40 6.60 6.80 7.00
0ot bl el il ke m/z sales 8s.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0
5000
270 6.40 6.60 6.80 7.00
) 84.0 112.0 m/z 56.00 79.45%
I
O \\\]‘-:\3\.‘(\)\‘\Hl’\\\\i\‘\\\“\‘} W‘H\Hl ‘\H\‘\‘H\‘\\1‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
6.40 6.60 6.80 7.00
5000 41.0 m/z 41.00 44.36%
84.0
27.0 ‘ ‘ ‘ 970 112.0
0“W‘HW‘HHV‘H‘N‘WM W‘HWL‘H‘HH‘HJW‘H‘_‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0 6.40 6.60 6.80 7.00
m/z 69.05 38.12%
5000
41.0
84.0 112.0
27.0 ‘ ‘ 97.0
0 ‘H‘HH‘m“‘,uu““uwﬂ; AT ‘m‘““H‘m“‘mwuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 68
R.T. EstConc Area Relative to ISTD R.T.
6.834  23.77 ug/L 446554  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 87
2 3,4-Diethyl hexane 142 C10H22 019398-77-7 83
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 83
4 Octane, 4,5-dimethyl- 142 C1OH22 015869-96-2 83
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 83

Abundance Scan 1802 (6.834 min): VV021960.D\data.ms (-1790) (-) m/z 43.00 100.00%

43.0 70.0
5000
| ‘ “ 85.0 1141 6.60 6.80 7.00 7.20 .
ot m/z 70.00 93.12%
m/z--> 20 40 60 80 100 120 140
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0
5000
6.60 6.80 7.00 7.20
27.0 m/z 71.10 68.23%
“ H ‘ 85.0 114.0
O\\\‘\\\\‘}\‘\‘}‘\‘\}\‘\‘\\\‘\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22085: 3,4-Diethyl hexane
43.0 70.0
6.60 6.80 7.00 7.20
5000 ITI/Z 41.00 29.88%
113.0
27,0
0 o0 | 20
m/z--> 20 40 60 80 100 120 140
Abundance #8639: Hexane, 2,3-dimethyl-
43.0 6.60 6.80 7.00 7.20
m/z 55.00 27.30%
5000 70.0
27.0
obr bl AL Lm0 mao
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 66
R.T. EstConc Area Relative to ISTD R.T.
6.879 26.07 ug/L 489641  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 81
2 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 76
3 Acetoacetic acid isoamyl ester 172 C9H1603 002308-18-1 64
4 Octane 114 C8H18 000111-65-9 59
5 Butanoic acid, 3-methyl-, 3-meth... 172 C10H2002 000659-70-1 59

Abundance Scan 1816 (6.879 min): VV021960.D\data.ms (-1809) (-) m/z 43.00 100.00%

43.0
70.0
5000

6.60 6.80 7.00 7.20
I 195.0 114.1

H““““ ,“H‘ “u,‘uu““‘_““““ 70.00 72.70%
m/z--> 20 100 120 140 160
Abundance #8673. Pentane, 3-ethyl-2-methyl-
43.0
70.0
5000

6.60 6.80 7.00 7.20
m/z 85.10 39.54%

15. 0 M [92.0 114.0
T TT ‘ T \ T UL ’ T \ T ‘ \ T ’ TTTT ‘ T TT ‘ T TT ‘ L
m/z--> 20 40 100 120 140 160
Abundance #8670. Pentane, 3-ethyl-2-methyl-
43.0 /\

6.60 6.80 7.00 7.20

o

o

5000 70.0 m/z 41.00 28.08%
Bo1s0 | 1| o was
“H“‘H‘ I A IR L e R
m/z--> 20 40 60 80 100 120 140 160
Abundance #48043: Acetoacetic acid isoamyl ester
43.0 6.60 6.80 7.00 7.20
70.0 m/z 71.10 26.14%
5000
103.0
oL 50 H I ‘ ‘ | 1290 157.0
e H‘ o e
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20

SFAMVLMO81621WMA.M Fri Aug 27 17:29:02 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic6.986 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
6.986 43.91 ug/L 824851 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 38
2 Thiophosgene 114 CCl2s 000463-71-8 27
3 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 22
4 1,5-Diazabicyclo[3.1.0]hexane 84 CAH8N2 013090-31-8 22
5 2-Azetidinone, 3,3-dimethyl- 99 C5H9NO 007486-91-1 22

Abundance Scan 1849 (6.986 min): VV021960.D\data.ms (-1833) (-) m/z 79.00 100.00%
79.

0
56.0
5000 42.0
97.0
113.9
“ M ‘ ‘ | 6.60 6.80 7.00 7.20 7.40
bbbl bl L m/z s6.00  68.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7656: Cyclopentane, 1,1,2-trimethyl-
56.0
69.0
41.0
5000 BEEEEEREEE RN R
270 6.60 6.80 7.00 7.20 7.40
' 84.0 97.0 m/z 69.05  68.30%
‘ ‘ ‘ 112.0
O \\\%ﬂ.ho\’\\\1‘\\\\"‘\‘\\\“\‘} \‘\\\‘1“\\\\‘\‘\\\‘\\\{‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8680: Thiophosgene
79.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 55.00 58.19%
44.0 114.0
ol12. 640 | I
T P e P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7606: Cyclobutane, 1,2-diethyl-
56.0 6.60 6.80 7.00 7.20 7.40
41.0 m/z 42.00 41.91%
5000
70.0
27.0 84.0
L ero a2
OF et e et e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Straight-Chai... Concentration Rank 79
R.T. EstConc Area Relative to ISTD R.T.
7.034 17.10 ug/L 321217 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 47
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 42
3 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 40
4 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 40
5 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 32
Abundance Scan 1864 (7.034 min): VV021960.D\data.ms (-1858) (-) m/z 56.00 100.00%
56.0
85.1
AR R
6.80 7.00 7.20 7.40
Ol TEO 990 sz s7.00  78.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4487: Pentane, 2,2-dimethyl-
57.0
43.0
5000 85.0
6.80 7.00 7.20 7.40
290 m/z 85.10 56.67%
O\\‘\\\\‘\\\‘\“\\\\“ii\\‘\\‘\}‘\\\\‘\.\\\‘\\}\‘\\]-\(\)‘0\.(\)\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4490: Butane, 2,2,3-trimethyl-
57.0
430 N\wu\wu\w\uwu\
85.0 6.80 7.00 7.20 7.40
5000 ' m/z 43.00 51.11%
29.0
oh 120 00 990
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8650: Hexane, 3,4-dimethyl-
56.0 6.80 7.00 7.20 7.40
41.0 m/z 41.00 39.66%
5000 85.0
27.0
o Ll e 1140
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

SFAMVLMO81621WMA.M Fri Aug 27 17:29:04 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
7.111 21.92 ug/L 411778 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl- 114 C8H18 000619-99-8 86
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 72
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 59
4 1-Pentanol, 2,2-dimethyl- 116 C7H160 002370-12-9 43
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 42

Abundance Scan 1888 (7.111 min): VV021960.D\data.ms (-1878) (-)
3.0

m/z 43.00 100.00%

5000 84.1 : /
70.0
“‘ I H 1141 6.80 7.00 7.20 7.40 ]
o et e e e e e e m/z 84.10 42.09%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8626: Hexane, 3-ethyl-
43.0
5000 84.0
6.80 7.00 7.20 7.40
27.0 57.0 m/z 85.05  41.40%
P O ™Y:
O H\‘HH‘HH’HH’HH’HH’HH‘\H\‘\\H‘\H\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8625: Hexane, 3-ethyl-
43.0
e e AR ARARaEsE
6.80 7.00 7.20 7.40
5000 m/z 41.00 21.67%
290 85.0
' 57.0 71.0
oL 10 150 1Y 99.0 114.0
T e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8627: Hexane, 3-ethyl-
43.0 6.80 7.00 7.20 7.40
m/z 70.05 19.94%
5000 85.0
29.0 57.0 71.0 ‘
obsso AL L a0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.80 7.00 7.20 7.40

SFAMVLMO81621WMA.M Fri Aug

27 17:29:04 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic7.162 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
7.162 40.60 ug/L 762765 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 59
2 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 59
3 Cyclooctane, butyl- 168 C12H24 016538-93-5 47
4 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 47
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 43

Abundance Scan 1904 (7.162 min): VV021960.D\data.ms (-1896) (-) m/z 70.00 100.00%

550 790 830 1111
5000 41.0
6.80 7.00 7.20 7.40
97.0
0 "mwH“‘;lw‘;!wu‘: sl 3239z 83.00  97.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance  #13294: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
69.0 83.0
410 111.0
55.0
5000 T T T T T[T T[T rri T
27.0 6.80 7.00 7.20 7.40
m/z 69.00 92.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance  #13295: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
69.0 83.0
41.0
R RRRRE R
550 111.0 6.80 7.00 7.20 7.40
5000 ITI/Z 111.10 84.78%
0 \‘\u\‘u\\‘,H\\\1‘1‘1!‘\‘\m‘i“uN,w!\\‘\9\\7\'9””‘\\”,1%519\”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43496: Cyclooctane, butyl- W“H“‘H‘A\‘,H“_
69.0 6.80 7.00 7.20 7.40
111.0 m/z 55.00 83.35%
55.0
5000
41.0
28.0 83.0
Y Y
NN B N | S A NS /N __
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40

SFAMVLMO81621WMA.M Fri Aug 27 17:29:05 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic7.262 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.262 147.39 ug/L 3675370  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 90
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 90

Abundance Scan 1935 (7.262 min): VV021960.D\data.ms (-1921) (-) m/z 97.10 100.00%
97.1

55.0
5000
‘ “ ‘ 83.0 7.00 7.20 7.40 7.60
0 Frrrprr et et m/z 55.00 79.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000
41.0
1120 7.00 7.20 7.40 7.60 .
27.0 69.0 m/z 112.10  31.12%
83.0
O\\\]‘-:\3\\0\‘\\\‘\"\\\\‘!‘\\\‘\\!\‘\\\\M\\\\‘\u\\‘\\\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7683: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
7.00 7.20 7.40 7.60
5000 410 m/z 70.05  29.57%
112.0
27.0
T
o‘H_m_HE,WMH_‘mm‘HW_UH_‘H_wm_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0 7.00 7.20 7.40 7.60
m/z 41.00 27.87%
5000 41.0
69.0 650 112.0
27.0 ‘ ‘
0“W‘HW‘H‘M‘H‘»‘WMJW‘HWM‘H‘MH‘H‘M‘H‘_‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60

SFAMVLMO81621WMA.M Fri Aug 27 17:29:06 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Cyclic7.439 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
7.439  53.57 ug/L 1335860 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 87
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 64
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 58
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 49
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 47
Abundance Scan 1990 (7.439 min): VV021960.D\data.ms (-1978) (-) m/z 55.00 100.00%
55.0 97.0
5000 41.0
‘\ 112.1 7.20 7.40 7.60 7.80

o‘H‘HH‘m‘,‘m_m‘u‘:H‘HH‘mew!!_w!”w m/z 97.05  94.30%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7557: Cycloheptane, methyl-

55.0 97.0
41.0
5000
69.0 83.0 7.20 7.40 7.60 7.80
27.0 m/z 83.05 59.77%
‘ ‘ 112.0
O\H‘HH‘\\}H’\\Hl\‘\\\i“\‘\\‘\‘HHH\“\H‘\“‘!!\\‘\\‘11‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
41.0 97.0 7.20 7.40 7.60 7.80
m/z 55.95 52.73%
5000 70.0 83.0
270 112.0
ori0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0 7.20 7.40 7.60 7.80
55.0 m/z 41.80 50.19%
5000 41.0 69.0
27.0
Ll ) sae ) w20
Y S S 1 R O |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SFAMVLMO81621WMA.M Fri Aug 27 17:29:06 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic7.484 Concentration Rank 80
R.T. EstConc Area Relative to ISTD R.T.
7.484 15.08 ug/L 375951 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
2 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 56
3 3-Ethyl-2-hexene 112 C8H16 000620-00-8 45
4 Cyclopentane, 1l-ethyl-3-methyl- 112 C8H16 003726-47-4 43
5 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 42
Abundance Scan 2004 (7.484 min): VV021960.D\data.ms (-1999) (-) m/z 83.10 100.00%
3.1
55.0
5000
41.0
70.0
| ‘ ‘ ‘ oso 1121 7.20 7.40 7.60 7.80
O R L LR THIL (TRt STl | IR ARATERE AU m/z 55.00 60.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0
5000
41.0 7.20 7.40 7.60 7.80
112.0 m/z 82.00 46.41%
29.0 67.0
H ““ H‘ H\ ‘ 97.0 L
O \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7700: Cyclopentane, 1-ethyl-3-methyl-, trans-
55.0 83.0
41.0 \\\‘\\\\’\\\\‘\\\\‘\\\\
7.20 7.40 7.60 7.80
5000 m/z 41.00 31.37%
27.0 70.0
97.0 1120
0 w";1_“‘}»“pﬂ‘k“HMM‘H“MuH“‘L““Wl“W‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7525: 3-Ethyl-2-hexene
55.0 7.20 7.40 7.60 7.80
m/z 84.10  30.85%
5000
41.0 83.0
. 112.0
27.0 69‘ 0
97.0
0 “m“"H“iU‘HM!‘“H“l‘H“‘!H“m‘uwmu“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .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 13 (DEL) Alkane: Cyclic7.513 Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
7.513  43.96 ug/L 1096270 Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 86

2 Cyclooctane 112 C8H16 000292-64-8 70
3 Cyclooctane 112 C8H16 000292-64-8 70
4 Cyclooctane 112 C8H16 000292-64-8 68
5 Cyclooctane 112 C8H16 000292-64-8 64

Abundance Scan 2013 (7.513 min): VV021960.D\data.ms (-2007) (-)

m/z 55.00 100.00%

55.0 83.1
70.0
41.0
5000
112.1
‘ ‘ 97.0 7.20 7.40 7.60 7.80
o‘H‘HH‘m‘,‘WMHM!“wu‘t“mwwwwmw m/z 83.10  88.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis-
410 930 83.0
5000 70.0
27.0 7.20 7.40 7.60 7.80
o m/z 70.00  72.90%
O\H%ﬂr\(\)‘Hil’uu}\‘\u“\u ‘\‘H\“\“\H\“!\‘H‘\H‘\.‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7499: Cyclooctane
410 56.0
70.0 7.20 7.40 7.60 7.80
5000 83.0 112.0 m/z 56.00 64.68%
27.0
H | ‘ 97.0
o) S 1| NS | N | /| W A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7497: Cyclooctane
41.0 7.20 7.40 7.60 7.80
56.0 m/z 41.08  54.79%
20 70.0
5000 ’
83.0 112.0
97.0
o140 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SFAMVLMO81621WMA.M Fri Aug 27 17:29:08 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic7.786 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
7.786 61.56 ug/L 1535120 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 96
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91

Abundance Scan 2098 (7.786 min): VV021960.D\data.ms (-2078) (-) m/z 97.10 100.00%
97.1

55.0
5000 1121
41.0
69.0
‘M ‘ ‘ 83.0 7.40 7.60 7.80 8.00 8.20
Obrrrerer el el L wjz ss.ee 79.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
5000 41.0
112.0 7.40 7.60 7.80 8.00 8.20
27.0 69.0 m/z 112.05 38.03%
T
O\\\‘\H\‘\\\\“\H\‘!‘H\“\‘H‘\‘\H‘\L\\\\‘WH\\‘\\!1‘HH‘\‘\H‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
7.40 7.60 7.80 8.00 8.20
5000 410 m/z 41.00  28.15%
112.0
27.0 69.0
T
0brerpreerertbe et sl i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 56.00 24.69%
5000
41.0 112.0
69.0
27.0 ‘ ‘ 83.0
P O P N A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 unknown-01 Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
7.847  27.61 ug/L 688484  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-ethenyl- 126 C8H140 001940-19-8 30
2 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 27
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 25
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 25
5 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 22

Abundance Scan 2117 (7.847 min): VV021960.D\data.ms (-2108) (-) m/z 83.05 100.00%
3.0

69.0 °T
5000 41.0 55.0
110.1
| “ “ ‘ H 126.1 7.60 7.80 8.00 8.20
owaH_m‘lwh“H_HwWmM1‘_‘»‘”“_”‘“”‘ m/z 95.05 91.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13026: Cyclohexanol, 1-ethenyl-
83.0
5000 55.0
7.60 7.80 8.00 8.20
27.0 41.0 111.0 m/z 69.00 81.70%
‘ 97,0 ‘ 126.0
O\\‘HH‘\\H‘\\H“M\H“\‘\m‘\\\‘U‘M\H“H!H‘\\\H“\\H‘\H\‘\\}\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13240: 2,2-Dimethyl-3-heptene trans
69.0
55.0 83.0 7.60 7.80 8.00 8.20
5000 41.0 ITI/Z 55.00 47 .22%
27.0 ‘ ‘ 97.0 111.0 126.0
S RS Y Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6744: 1,3-Dimethyl-1-cyclohexene
95.0 7.60 7.80 8.00 8.20
m/z 41.00 41.98%
5000 67.0
110.0
27.0 ‘
o‘wHH_‘H_‘H““‘HM‘H_‘H_‘M‘!‘Hmlwwwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20

SFAMVLMO81621WMA.M Fri Aug 27 17:29:09 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
7.976  47.40 ug/L 1181850 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
5 Octane, 4-methyl- 128 C9H20 002216-34-4 53

Abundance Scan 2157 (7.976 min): VV021960.D\data.ms (-2144) (-) m/z 43.00 100.00%

43.0
85.1
5000
H 68‘ ‘ 126.1 7.60 7.80 8.00 8.20 8.40
om_mw Sl 1090248 1637 m/z 85.10  69.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
5000
85.0 7.60 7.80 8.00 8.20 8.40
m/z 70.05 42.61%
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
At e
7.60 7.80 8.00 8.20 8.40
5000 m/z 71.05 38.65%
85.0
sh | sh |
0H“HH‘mu‘uu,mH‘HH‘HH‘HH_H
m/z--> 60 80 100 120 140 160
Abundance #14557: Heptane, 2,4-dimethyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 57.00  37.21%
5000
85.0
om_iPw‘\ 67v‘”,128-°
mlz--> 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic8.230 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.230 157.13 ug/L 3918220 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 68
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 62
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 42
4 1,2-Cyclohexanedione 112 C6H802 000765-87-7 42
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 41

Abundance Scan 2236 (8.230 min): VV021960.D\data.ms (-2220) (-) m/z 69.00 100.00%

55.0 69.0
21.0 111.1
97.0
5000 83.0
126.1
H ‘ | ‘ ‘ 8.00 8.20 8.40 8.60
Obrrrepeere el Wb i b m/z 55.08 95.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13302: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
41.0 553.0 69.0
111.0
5000 210
R S LAY
83.0 126.0 8.00 8.20 8.40 8.60
m/z 111.10 73.05%
‘ 97.0
O H’HH’\\}!‘\H{}\H\i‘{‘}\‘\‘\\‘\M“\H‘\“‘H\\‘\HM‘H\\‘l\\\‘\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
8.00 8.20 8.40 8.60
41.0 111.0 .
5000 m/z 57.05 72.20%
27.0 97.0 126.0
) o | ]
0 H,HH,‘H!‘lm_Hwu‘m‘wHMHww‘mw::_wwmww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis- e T
55.0 8.00 8.20 8.40 8.60
97.0 m/z 41.00 69.91%
41.0
5000 83.0
69.0 112.0
27.0
Ol A e
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_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic8.288 Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
8.288 43.36 ug/L 1081220 Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 83
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 83
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 83

Abundance Scan 2254 (8.288 min): VV021960.D\data.ms (-2250) (-) m/z 83.10 100.00%
3.1

55.0
5000
112.1
41.0
‘ 6$ 0 8.00 8.20 8.40 8.60
Ol et 2 280 L m/z 55.00  54.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 LI L L L L B L L B
41.0 o0 8.00 8.20 8.40 8.60
' m/z 82.00 47.64%
27.0 ‘ 69.0
O\\‘\\\\‘\\\‘}“\\\\}!‘\\\“\‘!!\‘\\‘\}i\\\‘\“\‘\\\’\\\\’\H\‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
R R ARAWR
55.0 8.00 8.20 8.40 8.60
5000 m/z 112.10  28.41%
41.0
112.0
27.0 69.0
bl gl 79 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-
83.0 8.00 8.20 8.40 8.60
55.0 m/z 41.00 17.80%
5000
41.0
112.0
27.0 69.0
Y P A N PN [N 10/ S N AVAWLS N MELVALISVY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60

SFAMVLMO81621WMA.M Fri Aug 27 17:29:11 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic8.355 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.355 436.19 ug/L 10876700 Chlorobenzene-d5 8.857

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 95
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 72
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 70

Abundance Scan 2275 (8.355 min): VV021960.D\data.ms (-2263) (-) m/z 111.10 100.00%
1111

69.0
5000 550
T Tho 0060
L S =L L L
0 H_m_m_HWWww_m_m‘HMWWWMW m/z 69.80 67.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 410 530
8.00 8.20 8.40 8.60
270 83.0 m/z 55.00  38.62%
O 111260
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
P e
8.00 8.20 8.40 8.60
55.0 m/z 41.00 25.27%
5000 41.0
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- R EEARaRaEES S

69.0 111.0 8.00 8.20 8.40 8.60
m/z 83.10 21.64%
5000 41.0 55.0

83.0
270 ‘ ‘
I ‘

97.0 126.0
0 H_‘H_HWHWHwmwmwHH‘HH‘w_wlww_m

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_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 20 (DEL) Alkane: Cyclic8.510 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.510 142.11 ug/L 3543540  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 60
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 49
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 46
4 Cyclopentane, ethyl- 98 C7H14 001640-89-7 38
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 38

Abundance Scan 2323 (8.510 min): VV021960.D\data.ms (-2309) (-) m/z 55.00 100.00%

55.0
70.1 97.1
5000
39/0 T T T R P
‘ ‘ H 126.1 8.20 8.40 8.60 8.80
ol el sl L nz ve.1e 71.15%
miz--> 0 20 40 60 80 100 120
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
5000 L L L R B B
70.0 8.20 8.40 8.60 8.80
m/z 97.10 69.00%
39ﬁ> ‘ 126.0
O T ‘ T \]-\5\.0‘ T H\ \‘i T \H\“ \‘} ‘\ T “H‘\ T H’ T T T ‘ \‘\ L
miz--> 0 20 40 60 80 100 120
Abundance #13299: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.
55.0
9.0 8.20 8.40 8.60 8.80
5000 97.0 m/z 69.00  64.45%
39,0 126.0
SIS T
miz--> 0 20 40 60 80 100 120
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0 8.20 8.40 8.60 8.80
41.0 m/z 56.00 63.17%
5000
98.0
83.0
ol W 10 N
o (S L VAT Y
m/z--> 0 20 40 60 80 100 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic8.596 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.596 330.13 ug/L 8232080  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 91
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 91
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 87

Abundance Scan 2350 (8.596 min): VV021960.D\data.ms (-2333) (-) m/z 111.10 100.00%

69.0 1111
55.0
5000 K
126.1
41.0 A

‘ ‘ 84.1 8.20 8.40 8.60 8.80 9.00
HW‘HWH‘WH‘WHH‘HL,HM_‘NNW‘_HM_leuwuuwu“ m/z 69.00  84.66%

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
41.0

5000 R s
27.0 8.20 8.40 8.60 8.80 9.00

126.0 m/z 55.00 52.94%

Lo
HWHw”www”\“‘”‘!H“HWNMHw“\HH\}WWHWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-

55.0 69.0

o

o

R R e e
41.0 8.20 8.40 8.60 8.80 9.00
111.0 o
5000 ITI/Z 126.10 31.16%
270 970 | 1260
. Pl ]
0mwWm‘ww‘_‘1“‘,”“1“””“1“H_m_m‘lmwu_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1. alpha ,3.alpha. R R A RANRREEE R
69.0 111.0 8.20 8.40 8.60 8.80 9.00
55.0 m/z 41.00  29.86%
41.0
5000
270 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 34
R.T. EstConc Area Relative to ISTD R.T.
8.783 86.30 ug/L 2151970  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptane, 3-ethyl- 128 C9H20 015869-80-4 76

2 Heptane, 4-propyl- 142 C10H22 003178-29-8 59

3 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 53

4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 53

5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50

Abundance Scan 2408 (8.783 min): VV021960.D\data.ms (-2397) (-) m/z 57.00 100.00%
57.0

5000
41,0 98.0
R T R
h M 82 0 ‘ 128.1 8.40 8.60 8.80 9.00 9.20
oHH_m“‘”m_h‘wHH‘WMHH_H m/z 43.00 40.22%
m/z--> 20 40 60 100 120 140
Abundance #14527: Heptane 3-ethyl-
57.0
5000 BEEEEEERA RN N
41.0 98.0 8.40 8.60 8.80 9.00 9.20
m/z 41.00 29.68%
M ‘ | MM\ \M ‘ \ 128.0
O\\\\‘\\\\‘i\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22084: Heptane, 4-propyl-
57.0
R e
8.40 8.60 8.80 9.00 9.20
5000 m/z 98.05 27 .45%
41.0 98.0
obaso Il L grro L 1420
m/z--> 20 40 60 80 100 120 140
Abundance #22132: Heptane, 4-(1-methylethyl)- R ARREER
57.0 8.40 8.60 8.80 9.00 9.20
m/z 55.00  23.88%
5000
41,0 98.0
ol 159 H Jo 770 | 1140 142,
R L S LA AR o o A e REaaama e
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Cycloheptanol, 2-methylene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
8.918 89.32 ug/L 2227340  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptanol, 2-methylene 126 C8H140 016240-38-3 50
2 7-Methylbicyclo[4.2.0]octane 124 C9H16 1000210-90-2 38
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 22
4 3-Hexen-1-ol, (Z)- 100 C6H120 000928-96-1 22
5 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 22

Abundance Scan 2450 (8.918 min): VV021960.D\data.ms (-2440) (-) m/z 83.05 100.00%

55.0 69.0 83.0
41.0
5000
125.1
97.1 1111 M e e e
| ‘ ‘ ‘ ‘ 8.60 8.80 9.00 9.20
bl lll ol Wb wz ss.ee 89.e3%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13054: Cycloheptanol, 2-methylene
83.0
5000 41.0 52.0 70.0 L B B e e e
8.60 8.80 9.00 9.20
97.0 111.0 o
270 ‘ ‘ 1260 m/z 69.00  88.33%
H ‘ . ‘M\ ‘\H\ \M \ |
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\’\\\\‘\\\\‘\\\\’\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12191: 7-Methylbicyclo[4.2.0]octane
67.0 82.0
A A RAARY
8.60 8.80 9.00 9.20
54.0 m/z 67.00 77.52%
5000 41.0 /
27.0
b b il %50 a0m0 1200
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl- R AR
55.0 69.0 8.60 8.80 9.00 9.20
m/z 82.00 61.27%
41.0 111.0
5000
270 84.0 97.0 126.0
o‘W‘Hw‘u‘_‘H‘ﬁﬁ‘uﬂuﬁu‘NN‘M‘H,H‘WH‘W‘w‘M“ M e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .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 24 (DEL) Alkane: Cyclic9.104 Concentration Rank 9

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

9.104 256.52 ug/L 6396540  Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-2-propyl- 126 C9H18 003728-57-2 76
2 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 52
3 Cyclopropane, 1-methyl-2-pentyl- 126 CO9H18 041977-37-1 50
4 Cyclohexanone, 2-ethyl- 126 C8H140 004423-94-3 49
5 Cyclopentanone, 2,4,4-trimethyl- 126 C8H140 004694-12-6 49

Abundance Scan 2508 (9.104 min): VV021960.D\data.ms (-2491) (-) m/z 55.00 100.00%

53.0 83.1
5000
125.1
39/0 98.1 ST
‘ H | ‘ | ‘ 8.80 9.00 9.20 9.40
0 bWl 24010 310 87.38%
miz--> 20 40 60 80 100 120 140
Abundance #13272: Cyclopentane, 1-methyl-2-propyl-
55.0
83.0
5000 U U R B B
8.80 9.00 9.20 9.40
27.0 ‘ ‘ 98.0 126.0 m/Z 69.05 70.17%
O LI ‘ \H\ \‘i\\\“\“ \‘1‘\ T T \\\‘\“\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #13240: 2,2-Dimethyl-3-heptene trans
69.0
ST
8.80 9.00 9.20 9.40
5000 41.0 ITI/Z 56.00 59.99%
84.0 111.0126.0
A RTINS
miz-> 20 40 60 80 100 120 140
Abundance #13273: Cyclopropane, 1-methyl-2-pentyl- S AREREREEESS SRR
56.0 8.80 9.00 9.20 9.40
m/z 41.00 55.86%
41.0
5000
84.0 126.0
0 M‘ ul M 9#0 k
e e e Sy
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic9.159 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.159 235.28 ug/L 5866760 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 90
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 90
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 83
4 Cyclohexane, 1l-ethyl-2-methyl- 126 C9H18 003728-54-9 78
5 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 59

Abundance Scan 2525 (9.159 min): VV021960.D\data.ms (-2518) (-) m/z 97.10 100.00%
97.1

55.0
5000
126.1 PR
41.0 81.0 ‘ 8.80 9.00 9.20 9.40
Obrrrerreprrrr et e el b m/Z 55.00 60.42%
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 L B L I L R B
8.80 9.00 9.20 9.40
41.0 69.0 126.0 m/z 126.10  19.34%
220 || ) | e | mo |
O\\‘\\\\‘\\\‘\“\\\\“U\\\‘\‘\!\‘\\\‘\‘\\\ﬁ?\?’\\\1‘\\1\\]_“]\-.\\0\’\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
55.0 97.0
R e S REamAAT!
8.80 9.00 9.20 9.40
5000 ITI/Z 96.10 13.74%
410 690 126.0
. mo | 1o |
H‘HH‘H‘wu‘wH‘W‘Hw‘mu‘H‘_H‘“‘H_‘H_‘H,HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4- metthydohexane TR
55.0 97.0 8.80 9.00 9.20 9.40
m/z 41.00 10.51%
5000
41.0 69.0 126.0
27.0
bl L o o | LNV ALY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .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: Cyclic9.201 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.201 185.24 ug/L 4619100 Chlorobenzene-ds 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, l-ethyl-4-methyl-, ... 126 COH18 006236-88-0 94

2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18
4 1-Ethyl-4-methylcyclohexane 126 C9H18
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18

Abundance Scan 2538 (9.201 min): VV021960.D\data.ms (-2532) (-)

003728-55-0 87
019489-10-2 87
003728-56-1 87
006236-88-0 83

m/z 97.10 100.00%

55.0 97.1
5000
126.1
39‘0 7%.0 8.80 9.00 9.20 9.40 9.60
) E— W Ml ALl m/z s5.00  87.19%
miz--> 20 40 60 80 100 120 140
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
5000 IR R
8.80 9.00 9.20 9.40 9.60
126.0 m/z 96.18  30.55%
39,0 ‘ 81.0 ‘
O \\\‘\M\\‘}H\\‘\‘!“\““\\H“‘\\\\“\\\\‘\‘\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
7.0
55.0
R ARARAREE
8.80 9.00 9.20 9.40 9.60
5000 m/z 69.00  27.78%
126.0
39‘0 ‘ 81.0 ‘ ‘
o X HVER | EOVE Y W S (I N
miz--> 20 40 60 80 100 120 140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane R ARARRARESEESA
55.0 7.0 8.80 9.00 9.20 9.40 9.60
m/z 41.00 25.08%
5000
126.0
39,0 ‘ 81.0 ‘ ‘
[ — “M SPVH O PR | R R VAR SEEA Vi
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic9.320 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.320 131.93 ug/L 3289790 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, pentyl- 140 C10H20 003741-00-2 62
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 53
3 Cyclopentane, pentyl- 140 C1eH20 003741-00-2 52
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 49
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 45

Abundance Scan 2575 (9.320 min): VV021960.D\data.ms (-2563) (-) m/z 69.00 100.00%
69

.0
5000 41.0
951 1111
R R ARAR A
‘ || ‘ M 140.1 9.00 9.20 9.40 9.60
Y I | i L b msz sl.ee 72.90%
miz--> 20 40 60 80 100 120 140
Abundance #20689: Cyclopentane, pentyl-
69.0
41.0
5000 U R R R R
9.00 9.20 9.40 9.60
81.0 m/z 55.00 70.12%
b ‘ ‘ 1120 1400
O \\\’2\6‘.\\\“\\\H\“\“\\“‘\‘\\\‘“\\H\‘\\\\l\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
69.0
410 111.0 R ERAREERNESEE S
’ 9.00 9.20 9.40 9.60
5000 ITI/Z 70.05 46.97%
126.0
84.0
ol 28 ALl A u“H!u we“‘ T A
miz--> 20 40 60 80 100 120 140
Abundance #20687: Cyclopentane, pentyl- A RARERRRR R RS
41.0 69.0 9.00 9.20 9.40 9.60
m/z 41.00 44.95%
5000
84.0
L ‘ ‘ ‘ 1110 1400
0F— ,2§H : “; - ‘M‘ il ““M : J“ ~ — l - S Y A S
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 73
R.T. EstConc Area Relative to ISTD R.T.
9.413 19.90 ug/L 496229  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 64
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 58
3 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 50
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 50

Abundance Scan 2604 (9.413 min): VV021960.D\data.ms (-2596) (-) m/z 57.00 100.00%

57.0
5000
4100
851 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
H M 112 1 1420 9.00 9.20 9.40 9.60 9.80
o) S — mwwm“_m_‘w‘m m/z 43.00  70.58%
m/z--> 20 40 60 100 120 140
Abundance #22068.Decane
43.0
5000 [T T T[T T[T T Trrr T
710 9.00 9.20 9.40 9.60 9.80
m/z 71.10 37.85%
27/0
O 1T ‘ \‘} T \“‘} T \‘!" T \“\ T ‘ !“\ \9\%‘()\]\-]\-4:(‘)\ T \]\.4‘2\9\
miz--> 20 40 60 80 100 120 140
Abundance #22105: Octane, 3,5-dimethyl-
57.0
9.00 9.20 9.40 9.60 9.80
5000 41,0 m/z 41.00  35.16%
85.0
L O A L
0 ‘““1“‘1‘JH,‘M1“J“‘H“J“““““
miz--> 20 40 60 80 100 120 140
Abundance #33098: Octane, 2,3,3-trimethyl- R R
43.0 9.00 9.20 9.40 9.60 9.80
m/z 85.10  24.34%
71.0
5000
27,0
H ‘ 113.0
PN [ ... .Y - H A O, V0 a1
miz--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic9.477 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.477 367.08 ug/L 9153330 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 76
2 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 72
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 70
4 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 68
5 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 64

Abundance Scan 2624 (9.477 min): VV021960.D\data.ms (-2608) (-) m/z 97.05 100.00%
97.0

55.0
5000
126.1
“ H ‘ ‘ 9.20 9.40 9.60 9.80
bbbl bl Ly m/Z 55.00  68.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
ss0 10
5000 L L B L BN LR
9.20 9.40 9.60 9.80
m/z 41.00 25.64%
29.0 ‘ ‘ ‘ 126.0
O\‘\‘\‘\\‘i”\\‘\‘\“\““\\“H}\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318197: Sulfurous acid, cyclohexylmethyl octadecyl este
97.0
e AR R T
9.20 9.40 9.60 9.80
5000 m/z 69.00 20.50%
55.0
012900 | || 1250 1550 253.(
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13239: 1-Ethyl-4-methylcyclohexane e ARAA R aRE T
55.0 97.0 9.20 9.40 9.60 9.80
m/z 43.00 18.92%
5000
126.0
ol |, )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
9.712 479.73 ug/L 11962500 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 46
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 46
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 46
4 Butanoic acid, 3-hexenyl ester, ... 170 C10H1802 016491-36-4 43
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 42
Abundance Scan 2697 (9.712 min): VV021960.D\data.ms (-2678) (-) m/z 57.05 100.00%
57.0
81.0
- i \J\/JL[\J\A
113.1 I 1
‘ ‘ | %1 ‘ ot 9.50 10.00
Ol oty ST Ly 1421 6760 65.99%
miz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
5000 41)0 T T
9.50 10.00
m/z 71.10 64.72%
113.0
O\ 151.0 T \‘i‘{ T T \“} T ‘8?.\()\ T ‘ T 1‘\ ‘ T \]\-4‘2\0\\
miz-> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
= ~
9.50 10.00
5000 m/z 81.00 56.03%
41,0
113.0
ol 250 Al 4 230 1420
miz--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl- —— T
57.0 9.50 10.00
m/z 82.00 51.66%
41,0
5000
1 85.0 113.0
0 ‘\‘ \‘ ‘ in \‘. | 142.0

==
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic9.802 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.802 268.96 ug/L 6706750  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 87
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 64

Abundance Scan 2725 (9.802 min): VV021960.D\data.ms (-2717) (-) m/z 83.10 100.00%
3.1

55.0
5000
126.1 FANDS A
| ‘ ‘ 9.50 10.00
Ol “‘Uuw“‘lml“,um‘mWme“m‘mwm m/z 55.00  69.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000 L —
9.50 10.00
126.0 9
290 m/z 82.05 62.85%
O\\\\‘\M\\‘i”\\\H!“\‘}“\\“L\\\"\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
. =
9.50 10.00
5000 m/z 41.00 32.63%
ow_HH m‘”‘_‘:‘u“\Hu,w_m_m‘w_www
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102197: Cyclohexane, 1,1'-(1,4-butanediyl)bis- — —
83.0 9.50 10.00
550 m/z 126.10 25.73%
5000
29.0 139.0
O e b1 2090 L 1940 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.854 320.34 ug/L 7987900  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 58
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
3 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 52
4 Heptane, 4-propyl- 142 C10H22 003178-29-8 52
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 50

Abundance Scan 2741 (9.854 min): VV021960.D\data.ms (-2734) (-) m/z 57.05 100.00%
57.0

- il MJ\//LM
— T
39 ‘ b 1421 9.50 10.00
Ot PP 1231 2821 myz 43.00  42.13%
miz--> 20 40 60 80 100 120 140
Abundance #22102: Octane, 2,3-dimethyl-
57.0
5000 e N
9.50 10.00
98.0 .
29.0 m/z 98.10 41.51%
o H 1L 770, ‘\ 125,0142.0
\\\\’\\\\‘\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
P e
9.50 10.00
5000 m/z 41.00  24.25%
27.0 98.0
R s S A mEmEEC e s
miz-> 20 40 60 80 100 120 140
Abundance #22127: Heptane, 3-ethyl-2-methyl- — ——
57.0 9.50 10.00
m/z 56.00 14.32%
5000 98.0
39
ol 340 1L L Jrroy 1420
60 8

m/z-->

20

40 0

100 120 140
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 38
R.T. EstConc Area Relative to ISTD R.T.
10.021 72.54 ug/L 1808810 Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 50
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
4 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 43
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 43

Abundance Scan 2793 (10.021 min): VV021960.D\data.ms (-2787) (- m/z 57.05 100.00%
57.0

5000
98.1
T \
39 H ‘ 142 10.00
ol il HASL )y 124105 myz 43.00 65.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 1 ‘
10.00
m/z 41.00 30.83%
‘ 84.0
O 1T ‘ T \3\9‘"{ T \“‘ T \‘H\ T ‘ U\ T \H‘ \]-\1\3\.()‘\ T ‘1\5\()\(\)‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
T \
10.00
5000 ITI/Z 98.10 26.46%
85.0
29.0
0 ol ) 111001270 1560
e el e
m/z--> 20 40 60 80 100 120 140 160
Abundance #8646: Hexane, 2,4-dimethyl- o T
43.0 10.00
m/z 71.10 25.83%
85.0
5000
o250 | W Lero | 1140 il
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 30
R.T. EstConc Area Relative to ISTD R.T.
10.088 98.57 ug/L 3021990 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 91
2 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 80
3 Nonane, 4-methyl- 142 C1OH22 017301-94-9 72
4 Nonane, 4-methyl- 142 C1eH22 017301-94-9 64
5 Heptane, 2,3,4-trimethyl- 142 C1OH22 052896-95-4 64

Abundance Scan 2814 (10.088 min): VV021960.D\data.ms (-2803) (- m/z 57.00 100.00%

57.0 ‘
5000
98.1
T \
10.00
142.2
Ol 28 12317062 1789 /7 43.00  52.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22083: Nonane, 4-methyl-
57.0
5000 — ‘
10.00
290 ‘ 98.0 m/z 71.10 42.84%
79. 142.0
O\\\\‘\“\\‘\!!u'u‘\\‘\\‘9\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160 180
Abundance #22090: Octane, 2,5-dimethyl-
57.0
T \
10.00
5000 ITI/Z 70.10 37.45%
29.0 ‘ & 99.0
7.0 142.0
0"""H‘““m‘uﬂ‘Hm_‘u““uu_u“HH‘HH_
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22082: Nonane, 4-methyl- T ‘
57.0 10.00
m/z 98.10 27.56%
5000
98.0
29.0
‘ ‘ 142.0
OHH‘\‘\H‘H\ ‘H‘M‘;‘\H‘H}u‘\m\“HH‘HH‘\ e
m/z--> 20 60 80 100 120 140 160 180 10.00

SFAMVLMO81621WMA.M Fri Aug 27 17:29:22 2021 Page: 38



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Cyclopentene, 1-(3-methylbu... Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
10.133 68.94 ug/L 2113710 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-(3-methylbutyl)- 138 C10H18 037689-15-9 50
2 4-Octyne, 2-methyl- 124 C9H16 010306-94-2 49
3 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 46
4 4,5-Nonadiene 124 C9H16 000821-74-9 46
5 2-Methylbicyclo[3.2.1]octane 124 C9H16 1010215-28-0 46

Abundance Scan 2828 (10.133 min): VV021960.D\data.ms (-2821) (- 67.00 100.00%
67.0
82.0
5000
111.1
410 96.0 125.1
‘ | ‘ ‘ ‘ 140.1 10.00 10,50
oHWW‘W,MHH,H‘!‘,HMHHN:“wmuwelwWJW, 82.05  68.74%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19471: Cyclopentene 1-(3-methylbutyl)-
670
5000 82.0
41.0 1000 1050
81.00 64.11%
270 ‘ ‘ 138.0
O\\‘\H‘\“HH‘\‘\\\’\H‘!\’\\‘l1"‘\\\‘\”\‘\\\‘\\‘\\‘\]\-99‘\\0\1\-‘2\3\\(\)‘\H!‘HH’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12138: 4-Octyne, 2-methyl-
67.0
43.0 10.00 10.50
5000 810 124.0 m/z 69.00 52.57%
95.0
A
O‘WHH_‘HHquwWHHUHNMH‘MJWH‘MHH_MH_HW‘HW
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #6695: Bicyclo[3.2.1]octane
67.0 g2 10.00 1050
m/z 111.10 35.33%
5000 110.0 W
oAl se0
m/z--> 20 30 40 50 60 70 80 90 100110120130140 1000 1050

SFAMVLMO81621WMA.M Fri Aug

27 17:29:23 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 36 Benzene, propyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.358 101.48 ug/L 3111260 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
Abundance Scan 2898 (10.358 min): VV021960.D\data.ms (-2889) (- m/z 91.00 100.00%
91.0
5000
1201 T T T T T \/\\_
39.0 65.0 10.00 10.50
Ol el 1499 g 100,10 24.22%
m/z--> 20 40 60 80 100 120 140
Abundance #10702: Benzene, propyl-
91.0
5000
10.00 10.50
120.0 m/z 92.00 10.56%
390 650
O\\\‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘L\‘\‘\\\“\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #10701: Benzene, propyl-
91.0
— =
10.00 10.50
5000 m/z 65.00 9.51%
120.0
39.0 65.0
) I NSRS R ROV A
miz--> 20 40 60 80 100 120 140
Abundance #10699: Benzene, propyl- o —
91.0 10.00 10.50
m/z 78.00 5.95%
5000
120.0
65.0
olds0 30 e SR NAYAS
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_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic1@.458 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

10.458 104.29 ug/L 3197380 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 52
2 Cyclopropanemethanol, 2,2,3,3-te... 128 C8H160 002415-96-5 43
3 Trans-1-methyl-2-nonyl-cyclohexane 224 C16H32 1000371-47-8 43
4 Cyclohexane, 1l-ethyl-2-methyl- 126 C9H18 003728-54-9 43
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 38

Abundance Scan 2929 (10.458 min): VV021960.D\data.ms (-2921) (-  m/z 55.00 100.00%

55.0 97.1
5000
125.1 e
‘ ‘ ‘ ll 10.50
) M i H“‘;Hw o 4501wz 97.10  87.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
53.0
97.0
5000 U
10.50
‘ 140.0 m/z 96.10 71.68%
29.0 ‘
O \\\‘\‘\‘\\““\\1”1“\“\‘\\”“‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14502: Cyclopropanemethanol, 2,2,3,3-tetramethyl-
55.0
97.0 —
10.50
5000 ITI/Z 81.00 59.11%
28.0
0 1250
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104614: Trans-1-methyl-2-nonyl-cyclohexane ——
55.0 97.0 10.50
m/z 41.00 40.30%
h AAAA/ALJAJJk\\Wﬁ\Aﬁ“
R AR R e ARRRRR ST S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 38 (DEL) Alkane: Cyclic1@.513 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.513 240.51 ug/L 7373900 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 64
2 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 53
3 Semustine 247 C10H18CIN302 ©13909-09-6 53
4 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 53
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 52

Abundance Scan 2946 (10.513 min): VV021960.D\data.ms (-2938) (-~ m/z 97.10 100.00%

55.0 97.1
5000
140.1 e -
]
o“HWN‘N‘ﬂuAWHﬂ_‘M‘m‘wuu‘_‘u‘u‘w‘uw‘u‘_‘u m/z 55.00  88.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7673: Cyclohexane, 1,4-dimethyl-, cis-
530 970
5000 —— :
10.50
27.0 m/z 41.00 32.70%
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #311451: Sulfurous acid, cyclohexylmethyl heptadecyl es
97.0
—
10.50
5000 ITI/Z 69.00 30.68%
55.0
0 29\'0\‘\‘ ‘\‘ ‘MH MM \H\ \125'0 155.0 239.0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131378: Semustine 7 ‘
97.0 10.50
m/z 56.00  28.31%
55.0
5000
140.0
01 N bt b 1F10\ 2950\ 2610
R R e e RABERRERE S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Cyclic1@.567 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.567 116.21 ug/L 3562940 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 47
2 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 43
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 43
4 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 43
5 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 43

Abundance Scan 2963 (10.567 min): VV021960 D\data.ms (-2958) (- m/z 97.10 100.00%
97.

55.0
5000
140.1
82,0
T \
R T O A
o_mpm m_m‘_‘M‘_Hu‘m”_ m/z 55.00 97.61%
miz--> 20 40 100 120 140 160
Abundance #20766: l-Methyl-4-(1-methylethyl)-cyclohexane
55.0
97.0
5000 —— :
10.50
27.0 81.0 m/z 83.10 68.29%
N 1400
O‘\\\\“\\\\‘\“\‘\\‘\\\\“\\\\‘\\\\“\\\\‘\
miz--> 20 80 100 120 140 160
Abundance #91620.0xahcacm,cydohexyhneﬂwleﬂwleﬁer
55.0
97.0 T T
10.50
5000 ITI/Z 69.00 51.69%
290 81.0
| \ ‘ 141.0
0 “W“Hw‘ul“U“‘W“MH“““““u““‘
miz--> 20 60 80 100 120 140 160
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans- P ‘
55.0 97.0 10.50
m/z 41.00 41.17%
5000
126.0
39.0 ‘ 81.0 ‘
0 _‘\“ “;”‘ w”“ A, u“‘u SN —
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_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Cyclic1@.619 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.619 52.20 ug/L 1600490 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 59
2 1R,2c,3t,4t-Tetramethyl-cyclohexane 140 C10H20 1000144-07-3 43
3 1-(2-Ethyl-1,2,4-triazol-3-yl)et... 140 C6H12N4 1015846-51-1 43
4 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 38
5 Cyclodecane 140 C10H20 000293-96-9 38

Abundance Scan 2979 (10.619 min): VV021960.D\data.ms (-2975) (- m/z 55.00 100.00%
55.

5.0 97.1
5000 1251
81,0
P e
39‘ 0 ‘ 141 2 10.50 11.00
ool S sz e9.e8 99.38%
miz--> 20 40 60 80 100 120 140
Abundance #13304: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.
53.0
97.0
5000 e —
39/0 126.0 10.50 11.00
71.0 m/z 97.10 90.19%
O \J-\S\.O‘\m\ T "H\ \H‘ “ \“\‘\ \H‘M! T T \‘\ T ‘ \‘\ L ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #20759: 1R,2c,3t,4t-Tetramethyl-cyclohexane
69.0
F e
10.50 11.00
5000 ITI/Z 70.00 81.43%
111.0 140.0
8b.0
oH‘_m,‘m_‘“w“m:‘w‘m!“”l””
miz--> 20 40 60 80 100 120 140
Abundance #20934: 1-(2-Ethyl-1,2,4-triazol-3-yl)ethanamine T —7
70.0 97.0 10.50 11.00
1250 m/z 83.00 54.70%
5000
29.0
B D O - — VA
m/z--> 20 40 60 80 100 120 140 10.50 11.00

SFAMVLMO81621WMA.M Fri Aug 27 17:29:26 2021 Page: 44



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 41 Benzene, 1-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.741 272.50 ug/L 8354440 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 92
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 92
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 70
4 Mesitylene 120 C9H12 000108-67-8 70
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 70
Abundance Scan 3017 (10.741 min): VV021960.D\data.ms (-3007) (- m/z 105.00 100.00%
105.0
5000
850 105 1100
39 0 : :
121.1
o] SR T mh ‘ H“ FANTEN v e m/z 120.05  31.15%
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 j\\m
5000 AT ~——
10.50 11.00

m/z 81.00 17.47%

39.0 77.0
ob— ‘ “‘ , r“ . “‘5‘9['9\‘ , “\\‘ . “} , ‘\;“ ‘]\"2\‘\1‘9 e
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

1050 1100
5000 m/z 77.00  12.22%
o150 300 seq TP | o WJM
miz--> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 1050 1100

m/z 91.00 11.94%

5000
39.0 77.0
| L ‘590 | | | 121.0
0 ol 1 | L i

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_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic11.159 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.159 160.65 ug/L 4925280 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 93
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 90
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 72
Abundance Scan 3147 (11.159 min): VV021960.D\data.ms (-3139) (- m/z 83.10 100.00%
83.1
55.0
5000
140.1 —~— R
11.00 11.50
1111
ol 380 m/z 82.05 67.10%
miz--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 s -
11.00 11.50
m/z 55.00 63.49%
29.0 140.0
O \\\‘\H\ \"H\ T \“!“ “}“““1“‘\“1]“]“"0‘ \\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
—— ——
11.00 11.50
5000 m/z 41.00 29.95%
29.0 140.0
N T 0 TS A
miz--> 20 40 60 80 100 120 140 160
Abundance #20678: Cyclohexane, butyl- 7 T
83.0 11.00 11.50
55.0 m/z 67.00  23.14%
5000
29'0 140.0
SO R = N A g
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
11.339  26.96 ug/L 826669 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 50
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 47
3 2,2'-Bifuran, octahydro- 142 C8H1402 001592-33-2 43
4 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 43
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 43
Abundance Scan 3203 (11.339 min): VV021960.D\data.ms (-3197) (- m/z 71.10 100.00%
711
43.0 105.0
5000
% 1f06 ilgd
123.1 : :
A — MJH“M | M‘ﬁ‘??“ m‘u“u 1202wz 4300 73.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000 - as
11.00 11.50
112.0 m/z 105.00 67.92%
O\F?}\\‘i‘}\\“!“\\ \“}9\1\-0\‘\\!‘\‘\\\\‘\\1\5?.‘()\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0 s —
11.00 11.50
5000 m/z 57.00 54.44%
113.0
ob240 Il ) ero T 1410
miz--> 20 40 60 80 100 120 140 160
Abundance #22660: 2,2'-Bifuran, octahydro- T T
71.0 11.00 11.50
m/z 70.10 36.70%
43.0
5000
0 26,0 \‘\‘ oy 970 142.0
e R e B T maman P e
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 45 5-Undecyne Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
11.464 39.88 ug/L 1222690 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Undecyne 152 C11H20 002294-72-6 50
2 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 46
3 6-Octenal, 3,7-dimethyl-, (S)- 154 C10H180 005949-05-3 30
4 Citronellal 154 C10H180 000106-23-0 30
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 25

Abundance Scan 3242 (11.464 min): VV021960.D\data.ms (-3237) (- m/z 81.05 100.00%
0

81.
55.0
119.1
5000
154.2
——
1 188.1 11.50
ol 8l " o | # Wty Fﬁ A m/z 9s.10 87.27%
miz--> 20 40 60 80 100 120 140 160
Abundance #29450: 5-Undecyne
67.0
95.0
5000 41.0 T
11.50
123.0 m/z 69.10 73.78%
Ll LT o
O‘\1\\“\\1\’\ ‘\\‘\“\“\\‘\\‘}\\\“\\1\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6780: 1-Methyl-2-methylenecyclohexane
67.0 95.0
——
11.50
5000 41.0 ITI/Z 55.00 65.69%
ol e
miz--> 20 40 60 80 100 120 140 160
Abundance #31083: 6-Octenal, 3,7-dimethyl-, (S)- ——
410 490 11.50
m/z 41.00 61.12%
5000 95.0
e e
I ) O Y P M
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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, cyclopropyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.538 212.57 ug/L 6517000 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 91
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Indane 118 C9H10 000496-11-7 60

Abundance Scan 3265 (11.538 min): VV021960.D\data.ms (-3254) (- m/z 117.00 100.00%

11y7.0
5000
91.0
39.0 69.0 ‘ ‘ 134.1 11.50
Ol ettt i b g b Ml L1542 s 118 00 51.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10195: Benzene, cyclopropyl-
11y.0
5000
91.0 11.50
' m/z 115.00 34.58%
51.0
0 ‘2\7\.0\\“\\“1 74P1L”
m/z--> 20 40 60 80 100 120 140 160
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
11.50
5000 ITI/Z 119.05 30.91%
91.0
390 58.0 ‘
R N ) A S O —
m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0 11.50
m/z 105.00 27.76%
5000 91.0
39.0 65.0
ol 0 A
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 47 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
11.706  27.06 ug/L 829514 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 90
2 Benzene, 4-ethenyl-1,2-dimethyl- 132 C10H12 027831-13-6 89
3 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 87
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 86
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 70
Abundance Scan 3317 (11.706 min): VV021960.D\data.ms (-3311) (-  m/z 117.00 100.00%
117.0
97.1
55.0
5000
137.1
&) ‘ ‘ ‘ ‘ | 1682 11.50 12.00
om_m “”m“w W AL bl 1882 s 97,10 68.18%
m/z--> 20 80 100 120 140 160
Abundance #16168.Benzene,14nethyL2{21wopenyD-
117.0
5000 s LY,
91.0 11.50 12.00
m/z 55.00  54.40%
39.0 65.0
O\1\5\.(‘)\‘\\\“"\\“}‘\‘M\\H}“‘\\‘}\‘ ‘\‘U‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16153: Benzene, 4-ethenyl-1,2-dimethyl-
132.0
—— —
11.50 12.00
5000 m/z 132.05 54.29%
91.0
0 ‘,““‘ _‘U‘Wm_m
miz--> 20 40 60 80 100 120 140 160
Abundance #16123: (E)-1-Phenyl-1-butene
117.0 11.50 12.00
m/z 115.00  44.32%
5000
91.0
28.0 51.0
owwmllw‘,”“ ” 30 e Al AWVAN AVRY
m/z--> 20 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 48 unknown-02 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.821 150.32 ug/L 4608820 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 46
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 38
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 38
4 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 38
5 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 38

Abundance Scan 3353 (11.821 min): VV021960.D\data.ms (-3348) (-~ m/z 105.00 100.00%

105.0
5000
69.0 125.1
41.0 'en 12100
11.50 12.00
| 1L 1187.9] i ‘ 154.2 ‘
0 b et el m/z 69.00 36.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000 “ ——
11.50 12.00
134.0 m/z 125.10 33.29%
77.0
O \1\5\.(‘)\‘\ \3\9“:(\)\\5?.9\‘\ T \M‘ T \M T ‘H‘\ T \“ T \‘\ ‘ L ‘ L
m/z--> 200 40 60 80 100 120 140 160
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
“ =
11.50 12.00
5000 m/z 97.10 30.00%
770 134.0
ol Ze 50 TP |
T S B o B IR
m/z--> 20 40 60 80 100 120 140 160
Abundance #17049: Benzene, 1-methyl-4-propyl- “ 7
105.0 11.50 12.00
m/z 55.00  28.46%
5000
134.0
o150 390570 71O | ‘
T T O N I — ——
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Cyclic11.940 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.940  95.29 ug/L 2921610 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 43
2 4-Butyl-cyclohexanone 154 C10H180 061203-82-5 42
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38

Abundance Scan 3390 (11.940 min): VV021960.D\data.ms (-3377) (- m/z 97.10 100.00%

55.0 97.1
5000
154.2 Y
77 11‘7'0‘ ‘ 12.00
0 37 Ml 288l L n/z ss.ee 89.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7686: Cyclohexane, 1,4-dimethyl-, trans-
53.0 97.0
5000 T
12.00
27.0 m/z 83.10 64.21%
O 77-q
m/z--> 20 40 60 80 100 120 140 160
Abundance #31016: 4-Butyl-cyclohexanone
55.0
T
830 12.00 .
5000 m/z 69.00 47.81%
29.0
1260 1240
0! “‘M“J‘H\“““‘H
miz--> 20 40 60 80 100 120 140 160
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans- —
55.0 97.0 12.00
m/z 41.00 39.87%
5000
27.0
ool 778 -
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@81621WMA.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 50 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.021 266.45 ug/L 8169180 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95

m/z 119.10 100.00%

Abundance Scan 3415 (12.021 min): VV021960.D\data.ms (-3401) (-
1

119.
5000
91.0
ol 30,00, | gl 11 asa0
m/z--> 20 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0
5000
91.0
41.0 65.0 ‘
0 \\\‘\‘\ T \“‘\ \‘\ \H“\‘\ T \‘”‘ T ‘W\ \‘H T L B
m/z--> 20 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
91.0 ‘
41.0 650
m/z--> 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
91.0
39.0 65.0 ‘ ‘
Tl | O NS
m/z--> 20 40 60 80 100 120 140 160

SFAMVLMO81621WMA.M Fri Aug 27 17:29:32 2021

-

12.00

m/z 134.00  29.82%

=

12.00

m/z 91.00 16.28%

3

T
12.00

m/z 117.00  11.42%

-

12.00

m/z 120.05 9.95%

-

12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 51 Indan, 1-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.120 103.07 ug/L 3160070 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 83
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83

Abundance Scan 3446 (12.120 min): VV021960.D\data.ms (-3438) (- m/z 117.00 100.00%
117.0

-

5000
91.0 L e
39.9 57.0 ‘ L“‘ %51 12.00 12.50
ol gl 34511542 m/z 115.00  31.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
5000 T T
12.00 12.50
m/z 132.05 29.15%
91.0
39.0 65.0 ‘
O \\\‘\‘\\\“\\“\‘\“H‘\\\“\\‘\\‘\\\ ‘\\\5\.‘()\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
12.00 12.50
5000 m/z 91.00 17.41%
91.0
51.0
0 270 | b 1 73:0 \‘ i wll
L B o L

5

miz--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2-phenylcyclopropane e —

117.0 12.00 12.50

m/z 57.05 11.13%
5000
91.0
51.0
M2 Y - R SR 1 MY — — ——
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 5-Eicosyne Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
12.198 39.96 ug/L 1225270 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosyne 278 C20H38 074685-31-7 64
2 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 58
3 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 52
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 007764-50-3 50
5 Cyclohexene, 1-pentyl- 152 C11H20 015232-85-6 49

Abundance Scan 3470 (12.198 min): VV021960.D\data.ms (-3466) (- m/z 81.00 100.00%

81.0
5000 131.0
41.0
P e
H ‘ H 12.00 12.50
o _M“H“‘l‘ Al o | ‘H‘ .82 e mM/Z 67.00  60.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171296: 5-Eicosyne
81.0
41.0
5000 — —
12.00 12.50
m/z 95.05 58.41%
ol 1660 2210 278
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29481: Cyclodecene, 1-methyl-
81.0
P e
12.00 12.50
41.0 o
5000 ITI/Z 55.00 53.22%
09.0 152.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29500: Decalin, anti-1-methyl-, cis- —— —
41.0 81.0 12.00 12.50
m/z 131.00 51.89%
09.0
oww‘hm”‘ e AL\ ~£ 4
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 53 trans-Decalin, 2-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.265 131.14 ug/L 4020540 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 93
2 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 89
3 (+)-Dihydrocarvone 152 C10H160 005524-05-0 68
4 Pulegone 152 C10H160 000089-82-7 64
5 Pulegone 152 C10H160 000089-82-7 64
Abundance Scan 3491 (12.265 min): VV021960.D\data.ms (-3478) (- m/z 81.00 100.00%
81.0 152.1
5000 55.0
110.1 T P
H ‘ “ 133 ‘ 12.00 12.50
ol 380 b lly Ll L 12330 1691 5 955,05 95.91%
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 —— =
12.00 12.50
29.0 109.0 J m/z 95.10 74.21%
O' } \‘\H\“ T \H‘\ T ‘h %?’\‘.‘O\ T ‘\ ‘ T T 1T
miz--> 20 40 60 80 100 120 140 160
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene)
81.0 152.0
— —
109.0 12.00 12.50
5000 41.0 m/z 67.00 72.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29120: (+)-Dihydrocarvone T —
67.0 95.0 12.00 12.50
m/z 82.05 44.07%
5000
41.0 152.0
| ‘M ‘ 123.0
01 ‘JM‘MM“1M‘p1‘w“‘J“““ —— —
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 54 (DEL) Alkane: Cyclic12.374 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.374 132.88 ug/L 4074120 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 59
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 59

Abundance Scan 3525 (12.374 min): VV021960.D\data.ms (-3515) (-  m/z 83.05 100.00%

83.0
55.0
5000
154.2 ! 1
105.0 ‘ 12.00 12.50
o an L ALl 1821y gaes  7e.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 [ —
12.00 12.50
m/z 55.00 67.82%
29.0 154.0
O TTT ‘ \‘\‘\ \““\ T \“‘\“ \“\H\ T “1 T \“]\-J\-]\"\O‘]\-:\;J\H\O‘ TT T ‘ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31430: Cyclohexane, pentyl-
53.0 3.0
— —
12.00 12.50
5000 m/z 41.00 37.44%
29.0 154.0
0 ‘H"H"M‘Hﬂﬁfm‘u‘k‘J‘%%¥2“““‘m,“““w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13260: Cyclohexane, (1-methylethyl)- “ —
3.0 12.00 12.50
550 m/z 69.00  27.88%
5000
27.0 | M 126.0
O‘H"H‘““H“‘\“‘m‘M‘H‘HH‘HH‘HH‘HH‘H‘ — ——
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .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 55 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.416 133.18 ug/L 4083110 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 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 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94

Abundance Scan 3538 (12.416 min): VV021960.D\data.ms (-3532) (-  m/z 119.10 100.00%

119.1
5000 h
A A
91.0
12.50
O ‘3‘9‘{9‘ : ?5‘0 b e el 3RO 1708 /7 134,05 50.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
12.50
m/z 91.00 14.19%
91.0
0 \\\.‘ T \3\9“‘.(\)\‘\‘\6‘?.\0\ \“‘\\‘\\“\‘\\‘\“l\\\M\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
—
12.50
5000 ITI/Z 133.05 9.80%
91.0
15 39.0 650
0 \H"\HH“‘H‘h‘\‘wH““\\\w‘;‘ﬂ;“l\H“\,HH‘HH,H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 12.50
m/z 120.10 9.57%
5000
390 91.0
: 65.0
S EC T o AT 0 I
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Naphthalene, decahydro-2-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.477 134.82 ug/L 4133450 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 76
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 68
4 Cyclopentylcyclohexane 152 C11H20 001606-08-2 55
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 53

Abundance Scan 3557 (12.477 min): VV021960.D\data.ms (-3548) (- m/z 152.05 100.00%

152.1
67.0 95.1
5000 41.0
i
| it
0L el otk 3782 s 67,00 81.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 1
12.50
109.0 m/z 95.10 81.24%
0- 2; ‘\i“\\“\’lw\?’\sw‘?m‘\‘\‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
P
12.50
5000 A0 o m/z 81.00  75.65%
152.0
0 15.0 I \“\ 123.0 I ‘\
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29505: Naphthalene, decahydro-2-methyl- —
41.0 95.0 12.50
67.0 1520 m/z 82.05 70.86%
5000
‘ 123.0
0! =
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 57 Benzene, 1-methyl-4-(1-meth... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.551 77.74 ug/L 2383510 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 70
2 2-Ethyl-2-methyl-1,3-dithiolane 148 C6H12S2 006008-81-7 64
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 58
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 55
5 p-Cymene 134 C10H14 000099-87-6 55

Abundance Scan 3580 (12.551 min): VV021960.D\data.ms (-3571) (-~  m/z 119.05 100.00%

119.1
5000
91.0 148.0
41.0 67.0 ‘ 12.50
Y ST 1 O A UL M o el ATTL 0 myz 91.00  29.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 —
12.50
910 148.0 m/z 148.00 28.30%
40, 80 |y |
O\\\‘\\\\“‘\\\\‘\‘\\\“\\\\[‘\\\‘f“\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26630: 2-Ethyl-2-methyl-1,3-dithiolane
119.0
T \
12.50
59.0 m/z 131.00  26.75%
5000 148.0
27.0 88.0
‘\ H\‘\ nm‘ J \‘ | H ‘ Il
oLl
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26389: Benzene, (1,1-dimethylpropyl)- L
119.0 12.50
m/z 105.00 16.38%
91.0
5000
41.0 148.0
. ..650 L |
0 m_m\‘H"HHW:wum_m_m‘mwm AL
m/z--> 20 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
12.645 43.21 ug/L 1324660 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 94
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 93
3 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 87
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 83
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 72

Abundance Scan 3609 (12.644 min): VV021960.D\data.ms (-3602) (-  m/z 133.05 100.00%
138.1

5000 p
55.0 77.0 10"5-0 L6680 12.50 13.00
S P m‘m wha ol L 1082 s 148,05 24.44%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
138.0
5000 RIVAURR A
12.50 13.00
m/z 105.00 13.09%
39.0 91.0
15.0
O \‘\\\‘\‘\h‘\\“‘\\‘\‘\6“‘5}‘.\()\\““\\‘\\“]};\z‘dg\\‘\‘\‘\\‘\\’\\\\‘\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0
~4s —
12.50 13.00
5000 m/z 91.00 11.71%
150 390 65.0 91.0
) S Rt R PR S—
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance  #26411: Benzene, 1,4-dimethyl-2-(1-methylethyl)- — ——
138.0 12.50 13.00
m/z 134.05 10.69%
5000
150 390 ggg 910
) S R R O S—
m/z--> 0O 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 61 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.882 128.86 ug/L 3950750 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 76
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 70
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70

Abundance Scan 3683 (12.882 min): VV021960.D\data.ms (-3670) (- m/z 117.00 100.00%

117.0
5000
91.0 A s
: ‘ 151.1 12.50 13.00
o SN T ‘m ol il b L1801 sz 132,05 37.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 LAY -
91.0 12.50 13.00 .
510 m/z 119.00 36.66%
270" ‘
0 \\\‘\‘\ T \“i‘\ \‘U\““U\ \“1‘“‘ ity “H‘\ T \“ \‘U\‘\ (L L i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16106: 3-Phenylbut-1-ene
117.0
12.50 13.00
5000 m/z 115.00  28.87%
91.0
390 450 ‘ ‘
0 \H‘\‘H\“\\“1‘\“1‘”1““H‘i\‘“1‘\\H‘m‘\‘wuu‘uu‘\u
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene T 7
117.0 12.50 13.00
m/z 131.00 19.47%
5000
91.0
51.
PO £ N Y SR PN LW 71658
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Benzene, (1,1-dimethylpropyl)- Concentration Rank 56

R.T. EstConc Area Relative to ISTD R.T.
13.005 34.82 ug/L 1067590 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 90
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 86
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 64
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64

Abundance Scan 3721 (13.005 min): VV021960.D\data.ms (-3714) (- m/z 119.10 100.00%
119.1
010 148.1 e |
: 13.00
39.0 65.0
omwHm‘um_mMH“wwm“Hh_umwl‘??-‘lw m/z 148.05  21.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 e :
13.00
010 148.0 m/z 91.00 12.68%
A0 620, |y ]
O\H\‘\‘\H‘H‘H“\‘H\“HHNH‘\“\H‘\‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0 L — 1
13.00
5000 m/z 120.10 10.66%
41.0 65.0 148.0
0\\1\5\'?\‘\‘\\“H“M‘u‘.uMHM“;mw\\H‘\!H‘HH‘\H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26378: Benzene, (1,1-dimethylpropyl)- —T
119.0 13.00
m/z 135.05 6.86%
5000 91.0
41.0 148.0
150 | | | 650 ]
YRS B N Y i A TR S S S
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_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
13.040 32.34 ug/L 991419 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 60
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 27

Abundance Scan 3732 (13.040 min): VV021960.D\data.ms (-3727) (- m/z 57.00 100.00%
57.0

5000
133.1
81.0 105.0 166.2 — ‘
h ‘ ‘ 13.00
Y 0 N bbb b o 29T mz 7105 43.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 —— :
13.00
m/z 43.05 39.38%
29.0 ‘ 98.0
O\\\\‘\H‘\\“‘\\\‘ “\\H}\“H\\\““\\1‘\‘\\}\41].\.\0\\‘\\\%‘8\4.\.\0\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
R \
13.00
5000 ITI/Z 41.00 32.59%
29.0
H 98.0
Obrrrprolb b bt 1810 3890
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59066: Undecane, 2,5-dimethyl- ——
57.0 13.00
m/z 133.05 32.55%
29.0 112.0
85.0
ek L5500 1010 1690 I,
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
13.165 32.06 ug/L 982911 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
2 Bicyclo[4.2.0]octa-1,3,5-triene, ... 146 C11H14 027087-54-3 81
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 74
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 74
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 74

Abundance Scan 3771 (13.165 min): VV021960.D\data.ms (-3764) (- m/z 131.00 100.00%

131.0
5000
55.0 83.0 1 0 T
105. 13.00 13.50
164.2
0 ‘qﬂﬂh‘;m‘_“59§@ m/z 146.00  40.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 PRV EVAVA
13.00 13.50
91.0 m/z 133.05 28.53%
51.0 ‘ |
O\\\\‘\\\\‘\\‘\‘\‘h\‘\\\‘h’\\‘}\“”\\!“\‘U‘!\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131.0
—4 L
13.00 13.50
5000 ITI/Z 83.05 24.65%
91.0
e LA
L i |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- —— ——
131.0 13.00 13.50
m/z 82.05 22.69%
5000
27.0 51.0 91.0 ‘ ‘
AN Y VWY P Y A I
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 65 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
13.217 50.69 ug/L 1554110 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87

Abundance Scan 3787 (13.217 min): VV021960.D\data.ms (-3780) (-~ m/z 131.00 100.00%

131.0 ‘
5000
910 i =
13.00 13.50
390 649 ‘ 162.1
o‘_H‘,HuwwmuH‘H}P?Mw”u‘u_mw”l??? m/z 146.05  24.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000
1300 1350
m/z 115.0 16.57%
390 g40 10 (L
O\‘\‘\\\"‘\\“1‘\“”\\\“H‘H‘\l\\j‘ !\‘11\9\.(\)‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
1300 1350
91.0
39.0 ‘ $
64.0
O bl 130 Y] 290
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 1300 1350
m/z 14.30%
5000
390 91.0
0 630 ‘
o b b 10 | a30 |l wee
m/z--> 20 40 60 80 100 120 140 160 180 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
13.272  95.97 ug/L 2942470  1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 50
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 50
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 50
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 50
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 50

Abundance Scan 3804 (13.271 min): VV021960.D\data.ms (-3795) (-~ m/z 133.05 100.00%

13B.1
5000
91 O T ‘ T T ‘ T

390 650 ‘ ‘lel 13.00 13.50
ol i | 1841 o 131,05 77.21%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25005: Benzene, (2-methyl-1-butenyl)-
131.0
91.0
e —

o

5000 13.00 13.50
39.0 ’ : .
63.0 m/z 146.05 28.10%
15.0
O,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
e P
91.0 13.00 13.50
5000 m/z 148.05 26.85%
27.0 ‘ H
ow_m\m < L S A
miz-> 20 40 60 80 100 120 140 160 180
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- — A
131.0 13.00 13.50

m/z 115.00  24.70%

5000
39.0 3.0
e e M%U&" - ALY IRTA 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_V\Data\VVve82621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M

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 1H-Indene, 2,3-dihydro-1,1,...

R.T. EstConc Area
13.487 68.76 ug/L 2108110
Hit# of 5 Tentative ID

Concentration Rank 40

Relative to ISTD R.T.

1,4-Dichlorobenzene-d4

11.256

1 1H-Indene, 2,3-dihydro-1,1,5-tri...
2 Naphthalene, 1,2,3,4-tetrahydro-..
3 1H-Indene, 2,3-dihydro-1,1,4-tri...
4 1H-Indene, 2,3-dihydro-1,5,7-tri...
5 1H-Indene, 2,3-dihydro-1,4,7-tri...

160 C12H16
. 160 C12H16
160 C12H16
160 C12H16
160 C12H16

Abundance Scan 3871 (13.487 min): VV021960.D\data.ms (-3861) (-
145.1

m/z-->

5000

o

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

83.0
55.0 1191

R

20 40 60 80 100 120 140

160 180 200

#36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0

som0 7 150, |
[P R IO R P
‘\\

20 40 60 80 100 120 140
#36299: Naphthalene, 1,2,3,4-tetrah

160 180 200
dro-1,8-dimethyl-

145.0

20 ss0 400 |
b I

20 40 60 80 100 120 140

160 180 200

#36250: 1H-Indene, 2,3-dihydro-1,1,4-trimethyl-
145.0

(- TN RN TN | | I

040650-41-7 76
025419-33-4 52
016204-72-1 47
054340-88-4 38
054340-87-3 38

m/z 145.05 100.00%

-

T
13.50

m/z 83.05 50.83%

-

—
13.50

m/z 82.10  39.95%

3

—
13.50

m/z 119.05 31.66%

.

A
13.50

m/z 133.05  29.48%

-

20 40 60 80 100 120 140

160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 69 Benzene, 1l-ethyl-4-(1-methy... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
13.548 41.49 ug/L 1272140 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
2 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
4 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 60
5 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 58

Abundance Scan 3890 (13.548 min): VV021960.D\data.ms (-3882) (-  m/z 133.05 100.00%
138.1

5000
105.0
e ‘
41.0 STO“ 166.2 13.50
0 H““‘ﬂh‘WE%@u“VHH1HW~JMMNJJ‘NH‘LA‘H““ m/z 145.05 31.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
1338.0
5000 AR
105.0 13.50
m/z 148.05 30.93%
0 \1\5\.‘0\‘\‘\4\%.\0\‘\ T “i‘\??‘;‘ow T “\‘\ \‘i““‘ T \‘\‘\ T e T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
13.50
5000 105.0 ITI/Z 105.00 30.92%
410 770 ‘ ‘
0 H\‘\U\mwuﬁu‘W\\MW\W\MW\JM\\WM‘\HH‘\\\\‘\H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26394: Benzene, 1-ethyl-4-(1-methylethyl)- —— ‘
138.0 13.50
m/z 95.00 19.19%
105.0
5000
77.0
270 10 ] M | ‘
O““‘W‘JL‘W‘VW‘HM‘Jl‘pN“g‘;u“‘m“““‘u‘ —
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_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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-(1-methylethenyl... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
13.715 43.43 ug/L 1331510 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 50
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 49
3 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 47
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 42
5 1H-Indene, 2,3-dihydro-1,1,4-tri... 160 C12H16 016204-72-1 38

Abundance Scan 3942 (13.715 min): VV021960.D\data.ms (-3934) (- m/z 145.05 100.00%

145.1
119.0
5000 91.0
1350  14.00
39.0 650 ‘ 176.2 ' '
0“H“H‘HHWMNNNM‘MwNM‘ ‘VHN‘WH‘:@“EQ?} m/z 133.05  74.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36306: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)-
145.0
5000 VLY S
13.50 14.00
910 117.0 m/z 131.00  62.31%
51.0 ‘
0 \\\\‘\\\\“\ \“i‘\“‘w‘\‘\‘\“‘HM“‘\‘H‘M \‘!H‘\\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36290: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl-
145.0
= e
13.50 14.00
5000 ITI/Z 119.00 54.03%
117.0
91.0
150 %80, %00, 1L u " N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36247: 1H-Indene, 2,3-dihydro-1,4,7-trimethyl- e ——
145.0 13.50 14.00
m/z 117.05 46.53%
5000
270 519 g1 1150
X R N O ot R P B AL e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .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 72 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
14.091 72.62 ug/L 2226520 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 76
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
4 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16 022531-20-0 70
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 70

Abundance Scan 4059 (14.091 min): VV021960.D\data.ms (-4050) (-  m/z 131.00 100.00%

131.0
5000
—f T \
70, L
Ol bt b Al ol 1822 ws 146,05 26.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2- dlmethyl -1-propenyl)-
131.
5000 91.0 T !
14.00
39.0 m/z 145.05 25.55%
O\\\\‘\\\\‘H\\‘\\‘HM}\;‘\\‘}\“‘\‘\\H“\M\‘\M\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
\ \
1400
5000 ITI/Z 115.00 22.36%
27.0 51.0 91.0 ‘ ‘
AR P WA ISP | R N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- —— ‘
131.0 14.00
m/z 119.10 16.02%
5000
39‘.0 63.0 91.0 ‘ ‘
o N N WIS NI W S e ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 unknown-@3 Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
14.239  26.92 ug/L 825194 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 50
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 45
3 4-tert-Butyltoluene 148 C11H16 000098-51-1 45
4 2-tert-Butyltoluene 148 C11H16 001074-92-6 45
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 43

Abundance Scan 4105 (14.239 min): VV021960.D\data.ms (-4098) (- m/z 133.05 100.00%
1

38.1
5000
010 59.1 e el
: 14.00 14.50
90 650 1" ] e ;
O e e e e S m/z 145.05 54.62%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
138.0
5000 T —
14.00 14.50
m/z 148.05 29.66%
15.0 39.0 65.0 91.0
0 \‘\H‘\‘\M‘\\“‘\\‘\‘\“N'\H‘”‘H‘\\“\‘Hwh‘H‘\‘\‘H‘H‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
133.0
=T -
14.00 14.50
5000 ITI/Z 159.10 21.69%
91.0
39.0 65.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26353: 4-tert-Butyltoluene s —
133.0 14.00 14.50
m/z 160.10 16.16%
5000
105.0
41.0 770
m/z--> 0 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_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 74 Ethanone, 1-[4-(1-methyleth... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
14.365 33.53 ug/L 1028120 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H120 005359-04-6 83
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 64
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 60
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 60
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 55

Abundance Scan 4144 (14.365 min): VV021960.D\data.ms (-4136) (- m/z 145.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 75 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.

14.435 61.26 ug/L 1878290 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 83
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 72
3 2-Propenal, 3-(4-methylphenyl)- 146 C1@H1e0 001504-75-2 58
4 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16 022531-20-0 53
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 53

Abundance Scan 4166 (14.435 min): VV021960.D\data.ms (-4157) (- m/z 131.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 78 Benzocycloheptatriene Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
14.818 28.03 ug/L 859301 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 91
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 90

Abundance Scan 4285 (14.818 min): VV021960Endmarns(4278)( m/z 142.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021960.D

Acqg On : 26 Aug 2021 16:28

Operator : SY/MD

Sample : M3526-17ME

Misc : 5.27g/5.0emL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 6.249 18.2 ug/L 341477 1 5.613 939256 50.0
(DEL) Alkane: C 6.458 75.3 ug/L 1414790 1 5.613 939256 50.0
(DEL) Alkane: C 6.625 106.8 ug/L 2006820 1 5.613 939256 50.0
(DEL) Alkane: S 6.834 23.8 ug/L 446554 1 5.613 939256 50.0
(DEL) Alkane: S 6.879 26.1 ug/L 489641 1 5.613 939256 50.0
(DEL) Alkane: C 6.986 43.9 ug/L 824851 1 5.613 939256 50.0
(DEL) Alkane: S... 7.034 17.1 ug/L 321217 1 5.613 939256 50.0
(DEL) Alkane: S... 7.111  21.9 ug/L 411778 1 5.613 939256 50.0
(DEL) Alkane: C 7.162 40.6 ug/L 762765 1 5.613 939256 50.0
(DEL) Alkane: C 7.262 147.4 ug/L 3675370 2 8.857 1246790 50.0
(DEL) Alkane: C 7.439 53.6 ug/L 1335860 2 8.857 1246790 50.0
(DEL) Alkane: C 7.484 15.1 ug/L 375951 2 8.857 1246790 50.0
(DEL) Alkane: C 7.513 44.0 ug/L 1096270 2 8.857 1246790 50.0
(DEL) Alkane: C 7.786 61.6 ug/L 1535120 2 8.857 1246790 50.0
unknown-01 7.847 27.6 ug/L 688484 2 8.857 1246790 50.0
(DEL) Alkane: S.. 7.976 47.4 ug/L 1181850 2 8.857 1246790 50.0
(DEL) Alkane: C.. 8.230 157.1 ug/L 3918220 2 8.857 1246790 50.0
(DEL) Alkane: C.. 8.288 43.4 ug/L 1081220 2 8.857 1246790 50.0
(DEL) Alkane: C.. 8.355 436.2 ug/L 10876700 2 8.857 1246790 50.0
(DEL) Alkane: C.. 8.510 142.1 ug/L 3543540 2 8.857 1246790 50.0
(DEL) Alkane: C.. 8.596 330.1 ug/L 8232080 2 8.857 1246790 50.0
(DEL) Alkane: S.. 8.783 86.3 wug/L 2151970 2 8.857 1246790 50.0
Cycloheptanol, .. 8.918 89.3 ug/L 2227340 2 8.857 1246790 50.0
(DEL) Alkane: C.. 9.104 256.5 ug/L 6396540 2 8.857 1246790 50.0
(DEL) Alkane: C.. 9.159 235.3 ug/L 5866760 2 8.857 1246790 50.0
(DEL) Alkane: C.. 9.201 185.2 ug/L 4619100 2 8.857 1246790 50.0
(DEL) Alkane: C.. 9.320 131.9 ug/L 3289790 2 8.857 1246790 50.0
(DEL) Alkane: S.. 9.413 19.9 ug/L 496229 2 8.857 1246790 50.0
(DEL) Alkane: C.. 9.477 367.1 ug/L 9153330 2 8.857 1246790 50.0
(DEL) Alkane: S.. 9.712 479.7 ug/L 11962500 2 8.857 1246790 50.0
(DEL) Alkane: C.. 9.802 269.0 ug/L 6706750 2 8.857 1246790 50.0
(DEL) Alkane: S.. 9.854 320.3 ug/L 7987900 2 8.857 1246790 50.0
(DEL) Alkane: S.. 10.021 72.5 ug/L 1808810 2 8.857 1246790 50.0
(DEL) Alkane: S... 10.088 98.6 wug/L 3021990 3 11.256 1532950 50.0
Cyclopentene, 1... 10.133 68.9 wug/L 2113710 3 11.256 1532950 50.0
Benzene, propyl- 10.358 101.5 ug/L 3111260 3 11.256 1532950 50.0
(DEL) Alkane: C... 10.458 104.3 ug/L 3197380 3 11.256 1532950 50.0
(DEL) Alkane: C... 10.513 240.5 ug/L 7373900 3 11.256 1532950 50.0
(DEL) Alkane: C... 10.567 116.2 ug/L 3562940 3 11.256 1532950 50.0
(DEL) Alkane: C... 10.619 52.2 ug/L 1600490 3 11.256 1532950 50.0
Benzene, 1l-ethy... 10.741 272.5 ug/L 8354440 3 11.256 1532950 50.0
(DEL) Alkane: C... 11.159 160.7 ug/L 4925280 3 11.256 1532950 50.0
(DEL) Alkane: S... 11.339 27.0 ug/L 826669 3 11.256 1532950 50.0
5-Undecyne 11.464 39.9 ug/L 1222690 3 11.256 1532950 50.0
Benzene, cyclop... 11.538 212.6 ug/L 6517000 3 11.256 1532950 50.0
Benzene, 1-meth... 11.706 27.1 ug/L 829514 3 11.256 1532950 50.0
unknown-02 11.821 150.3 ug/L 4608820 3 11.256 1532950 50.0
(DEL) Alkane: C... 11.940 95.3 wug/L 2921610 3 11.256 1532950 50.0
o-Cymene 12.021 266.4 ug/L 8169180 3 11.256 1532950 50.0
Indan, 1-methyl- 12.120 103.1 wug/L 3160070 3 11.256 1532950 50.0
5-Eicosyne 12.198 40.0 ug/L 1225270 3 11.256 1532950 50.0
trans-Decalin, ... 12.265 131.1 ug/L 4020540 3 11.256 1532950 50.0
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(DEL) Alkane: C...
Benzene, 1,2,3,...
Naphthalene, de...
Benzene, 1-meth...
Benzene, 2,4-di...
Benzene, 2-ethe...
Benzene, (1,1-d...
(DEL) Alkane: S...
2,2-Dimethylind...
1H-Indene, 2,3-...
Benzene, (2-met...
1H-Indene, 2,3-...
Benzene, 1-ethy...
Benzene, 1-(1-m...
Benzene, (1,2-d...

unknown-03

Ethanone, 1-[4-...
Naphthalene, 1,...
Benzocyclohepta..
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