LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO82323WMA.M
Title : VOC Analysis

Signal : TIC: VV@32149.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.275 64 73 92 rW 79801 114349 10.26% 0.562%
2 1.446 109 126 127 rBV8 8065 16774 1.50% 0.082%
3 1.503 135 144 161 rBV 22699 44022 3.95% 0.216%
4 2.037 299 310 324 rBV 161496 236553 21.22% 1.163%
5 2.442 426 436 448 rVV2 6024 10967 0.98% 0.054%
6 2.953 583 595 608 rVB3 3322 7146 0.64% ©.035%
7 3.806 849 860 902 rBV 44466 157563 14.14% 0.774%
8 4.249 982 998 1026 rBV 108739 295838 26.54% 1.454%
9 4.571 1086 1098 1113 rBvV7 4204 11095 1.00% 0.055%
10 4.822 1161 1176 1184 rBV5 3401 9088 0.82% 0.045%
11  4.953 1202 1217 1248 rBV2 300102 772425 69.30% 3.797%
12 5.407 1347 1358 1371 rBvV3 12590 26572 2.38% 0.131%
13 5.535 1386 1398 1432 rBV 298495 637673 57.21%  3.134%
14 5.831 1479 1490 1510 rBV6 8506 22090 1.98% 0.109%
15 5.992 1526 1540 1552 rBV 158934 348373 31.26% 1.712%
16 6.285 1620 1631 1643 rBV5 3620 7474 0.67% 0.037%
17 6.381 1648 1661 1675 rVB6 4495 10688 ©0.96% 0.053%
18 6.555 1702 1715 1724 rBV7 5746 12286 1.10% ©0.060%
19 6.767 1770 1781 1787 rBV5 3629 7270 0.65% 0.036%
20 6.847 1796 1806 1814 rBV3 26941 46529 4.17% 0.229%
21 6.918 1819 1828 1848 rVV 88908 181530 16.29% 0.892%
22 7.011 1848 1857 1876 rVB 21760 45869 4.12% 0.225%
23 7.191 1899 1913 1920 rBV 48103 93888 8.42% 0.461%
24 7.246 1920 1930 1949 rVV 344554 639130 57.34%  3.142%
25 7.330 1949 1956 1961 rVVv2 5487 9838 0.88% 0.048%
26 7.371 1963 1969 1977 rVB7 8483 13056 1.17% 0.064%
27 7.445 1985 1992 1999 rVB3 13930 21810 1.96% 0.107%
28 7.500 1999 2009 2019 rBV 86122 134015 12.02% 0.659%
29 7.561 2019 2028 2031 rBV 58320 85548 7.68% 0.420%
30 7.719 2065 2077 2088 rVB2 16319 28997 2.60% 0.143%
31 7.838 2102 2114 2124 rVB7 4092 9893 0.89% 0.049%
32 7.911 2124 2137 2150 rVB5 8446 17009 1.53% 0.084%
33 8.047 2156 2179 2200 rBV3 121282 389241 34.92% 1.913%
34 8.165 2201 2216 2225 rBV5 42018 90376 8.11% 0.444%
35  8.223 2225 2234 2244 rVB 116916 189453 17.00% 0.931%
36 8.284 2244 2253 2262 rBV 42806 72750  6.53% ©.358%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO82323WMA.M
Title : VOC Analysis
37 8.442 2290 2302 2312 rBV5 14851 26989 2.42% 0.133%
38 8.516 2312 2325 2326 rBV2 30811 47238 4.24% 0.232%
39 8.603 2344 2352 2364 rVB2 80765 133132 11.94% 0.654%
40 8.728 2378 2391 2400 rBV 79915 132627 11.90% 0.652%
41  8.789 2400 2410 2427 rBV 453551 791396 71.00%  3.890%
42 8.953 2444 2461 2473 rBV 44278 93823 8.42% 0.461%
43 9.040 2476 2488 2491 rwv4 45179 78588 7.05% 0.386%
44  9.079 2492 2500 2512 rVV2 212028 427855 38.39% 2.103%
45  9.143 2512 2520 2544 rVB3 121950 228034 20.46% 1.121%
46  9.255 2544 2555 2566 rBV3 18159 31578 2.83% 0.155%
47  9.352 2576 2585 2589 rBvV4 7704 12634 1.13% 0.062%
48 9.413 2589 2604 2617 rBvV2 71811 137512 12.34% 0.676%
49 9.484 2617 2626 2648 rBV 119048 230677 20.70% 1.134%
50 9.651 2659 2678 2688 rBV4 118100 240723 21.60%  1.183%
51 9.738 2690 2705 2714 rBV5 120213 252007 22.61% 1.239%
52 9.789 2714 2721 2730 rVB 114173 174906 15.69% 0.860%
53 9.844 2730 2738 2754 rVB4 68972 137522 12.34% 0.676%
54 9.915 2755 2760 2766 rVB3 16914 20079 1.80% 0.099%
55 9.960 2766 2774 2782 rBV3 69353 108135 9.70% 0.532%
56 10.027 2783 2795 2801 rBV2 106048 166485 14.94% 0.818%
57 10.162 2817 2837 2854 rBV3 338680 740625 66.45%  3.640%
58 10.333 2874 2890 2899 rBV8 39157 104062 9.34% 0.512%
59 10.390 2900 2908 2917 rVV3 97054 159466 14.31% 0.784%
60 10.448 2918 2926 2931 rVV2 148210 229441 20.59% 1.128%
61 10.484 2932 2937 2943 rVV 154328 256916 23.05% 1.263%
62 10.519 2944 2948 2968 rVB3 163095 312176 28.01% 1.534%
63 10.622 2969 2980 2986 rBV3 26997 62941 5.65% 0.309%
64 10.677 2987 2997 3004 rBV3 68675 145303 13.04% 0.714%
65 10.776 3021 3028 3034 rBV6 40040 56233 5.05% 0.276%
66 10.821 3034 3042 3048 rBV 379266 563292 50.54% 2.769%
67 10.857 3048 3053 3064 rVB 232844 356971 32.03% 1.755%
68 10.976 3083 3090 3095 rBv4 66235 102820 9.23% 0.505%
69 11.040 3105 3110 3119 rVB3 141906 199179 17.87% 0.979%
70 11.095 3119 3127 3135 rVV2 214766 347113 31.14% 1.706%
71 11.140 3135 3141 3148 rVV3 132113 200751 18.01% ©.987%
72 11.191 3148 3157 3166 rVV 652688 1028669 92.29% 5.056%
73 11.236 3166 3171 3177 rVV3 154009 224864 20.17% 1.105%
74 11.278 3177 3184 3201 rVV 318968 551990 49.52% 2.713%
75 11.362 3204 3210 3217 rVV6 65317 109726 9.84% 0.539%

76 11.407 3218 3224 3233 rVB4 76223 111079 9.97%  0.546%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO82323WMA.M
Title : VOC Analysis
77 11.487 3241 3249 3253 rBV6 38568 71812 6.44% ©.353%
78 11.519 3255 3259 3262 rVWV 83275 100489 9.02% 0.494%
79 11.567 3265 3274 3290 rVB2 505156 1114575 100.00% 5.479%
80 11.882 3357 3372 3380 rBV3 249387 560305 50.27% 2.754%
81 11.937 3381 3389 3391 rBv4 106283 146350 13.13% 0.719%
82 12.069 3420 3430 3440 rBV5 177162 408573 36.66% 2.008%
83 12.201 3460 3471 3480 rBV7 193525 354575 31.81% 1.743%
84 12.310 3496 3505 3512 rBV2 284537 469715 42.14%  2.309%
85 12.355 3513 3519 3528 rVB4 178513 298565 26.79% 1.468%
86 12.410 3528 3536 3545 rBV2 343705 491125 44.06% 2.414%
87 12.493 3556 3562 3569 rBV6 60037 85113 7.64% 0.418%
88 12.532 3570 3574 3580 rVV2 33948 37536 3.37% 0.185%
89 12.667 3611 3616 3630 rVB5 82466 134746 12.09% 0.662%
90 12.744 3632 3640 3647 rBV4 72572 118888 10.67% 0.584%
91 12.824 3650 3665 3682 rVV6 315518 688767 61.80%  3.386%
92 12.985 3707 3715 3728 rBV2 251912 482198 43.26% 2.370%
93 13.156 3762 3768 3776 rVB3 43803 64591 5.80% 0.317%
94 13.21@ 3777 3785 3791 rBV3 84781 138851 12.46% 0.683%
95 13.587 3898 3902 3914 rVB2 84232 118039 10.59% ©.580%
96 13.847 3978 3983 3987 rBV3 32954 38594 3.46% 0.190%
97 14.040 4033 4043 4055 rVB9 63250 133316 11.96% ©.655%
98 14.757 4261 4266 4272 rBV 28837 37550 3.37% 0.185%
99 15.365 4448 4455 4463 rBV2 48339 71114 6.38% 0.350%
100 15.754 4571 4576 4583 rVB3 21179 26278 2.36% 0.129%
Sum of corrected areas: 20344400
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve92023\

: VV0e32149.D

: 20 Sep 2023 15:56

: SY/MD

. 04472-21ME

: 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 15  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

Abundance
700000

600000

500000

400000

300000

200000

100000

0
Time-->
Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: VV032149.D\data.ms

4.953 5.535

2.037 5.992
4.249
1.275
1.503 3.806
14 2.442 2.953 4.571 4.82 5.40 5.831 6.248386.5

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
TIC: VV032149.D\data.ms

11.191

11.567

7.246

0
Time-->
Abundance
700000

600000

500000

400000

3000007,

200000

100000

8.048.223
773%m
‘ AL o A AVSAVIS-L TS S S e — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: VV032149.D\data.ms
12410 15804
13.8414.040
15.365
14.157 15.754

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
6.847 3.65 ug/L 46529 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 83
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 80
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 80
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 59

Abundance Scan 1806 (6.847 min): VV032149.D\data.ms (-1796) (-) m/z 57.00 100.00%

43.0 517.0
5000
70.0 99.1 L o R B
‘ ‘ H ‘ 114.1 6.60 6.80 7.00 7.20
Ol 840 1wz a3.00  87.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0
5000 \\\w\\u‘uu‘\u’\/x\?\
29,0 6.60 6.80 7.00 7.20
70.0 0.0 m/z 41.00 45.15%
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘H\\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0
IW“W‘H“H“_‘H,‘H
6.60 6.80 7.00 7.20
5000 m/z 42.00 39.77%
29.0 70.0
99.0
om0 | 140
om_mwwHH_:waH_m_mwwWHW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl- T e T
430 579 6.60 6.80 7.00 7.20
m/z 99.10 19.37%
5000
29.0 700 99.0
114.0
oH“1‘5:9‘MH‘HH“‘:H‘H‘M_“‘1“““53‘!‘5(9_”:_m_mw A ANSE—— AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
7.011 3.60 ug/L 45869 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 72
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64
3 1-Octene, 4-methyl- 126 C9H18 013151-12-7 53
4 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 47
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 45

Abundance Scan 1857 (7.011 min): VV032149.D\data.ms (-1848) (-) m/z 42.95 100.00%
43.0
57.0

5000

6.60 6.80 7.00 7.20 7.40
I I | 114.0

H_‘H_‘H_‘ﬂm‘u_‘u_‘H_‘H_‘H_‘H_‘H_‘H_‘H_“ m/z 57.00  84.32%
miz--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0

o

5000 | LA AL B R B
6.60 6.80 7.00 7.20 7.40
29.0 m/z 85.00 60.87%
H‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘H\\‘H\\‘H\\‘HH‘H\\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #22114: Heptane, 3,4,5-trimethyl-
43.0
85.0
R
570 6.60 6.80 7.00 7.20 7.40
5000 ’ m/z 41.00 55.63%
29.0
1
0H‘HH‘HH‘HH‘\}H‘\‘\\HH\‘\i‘u\\‘Hl\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13184: 1-Octene, 4-methyl- REREREEEE R
43.0 6.60 6.80 7.00 7.20 7.40

m/z 84.10 51.60%

5000 J\ M\/Q
84.0
29.0 57.0 ‘
T U | seo 1260 .

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\VVv092023\

Data File : VV@32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M

Quant Title : VOC Analysis

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

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

Peak Number 4 (DEL) Alkane: Cyclic7.191 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.191 5.93 ug/L 93888  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 95
2 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 95
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 94
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 94
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94

Abundance Scan 1913 (7.191 min): VV032149.D\data. ms (-1899) (-)
97.

m/z 97.10 100.00%

55.0
5000
41.0 112.1
69.1 R e
‘ | ‘ “ 6.80 7.00 7.20 7.40 7.60
o‘H‘HH‘m‘,‘WMHmH‘Hmmnm‘w:l_wm_ m/z 55.00  83.25%
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 BEEEREEERE RN RN
41.0 1120 6.80 7.00 7.20 7.40 7.60
27.0 69.0 ' m/z 41.00  29.89%
83.0
O\\\]‘-:\3\(\)\‘\H‘\"\\H“!‘\H‘H!\‘H\\M\H\‘\‘}\\‘\\\1‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7612: Cyclohexane, 1,3-dimethyl-
55.0 97.0
e CLaa
6.80 7.00 7.20 7.40 7.60
m/z 112.10  28.16%
5000 410
112.0
27.0 69.0
N SEVY ST T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7677: Cyclohexane, 1,3- dwneﬂwL cis- ‘HA‘_“‘_“MW“‘_‘
55.0 97.0 6.80 7.00 7.20 7.40 7.60
m/z 56.00  21.34%
69.0 112.0
27
0 M ‘ 83.0
0"WH‘W‘HW‘H‘Mu‘whHM‘HL‘HVMH‘HJ‘H‘WH‘W‘ ‘H‘W‘H‘_“W‘H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.500 8.47 ug/L 134015 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 95
2 Octane 114 C8H18 000111-65-9 94
3 Octane 114 C8H18 000111-65-9 91
4 Octane 114 C8H18 000111-65-9 91
5 Octane 114 C8H18 000111-65-9 87
Abundance Scan 2009 (7.500 min): VV032149.D\data.ms (-1999) (-) m/z 43.00 100.00%
43.0
85.1
5000 57.0 s ,\x
T S )
| ‘ ‘ ‘ 114.1 7.20 7.40 7.60 7.80
Okl el e b U myz 8s.10 47.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8621: Octane
43.0
5000 \\\‘\\\\‘\\\\‘m‘\\\\‘\\/\\\’
29.0 57.0 85.0 7.20 7.40 7.60 7.80
71.0 m/z 41.00 40.90%
1T Y .
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘1\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8620: Octane
43.0
T T
7.20 7.40 7.60 7.80
5000 m/z 57.00 38.71%
57.0
2
9.0 71.0 85.0
114.0
o 150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8624: Octane ““‘H““‘W“‘W““
43.0 7.20 7.40 7.60 7.80
m/z 71.10 30.42%
5000 57.0 85.0
‘ ‘ 114.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SFAMVLM@82323WMA.M Mon Sep 25 06:28:39 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.165 5.71 ug/L 90376  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, (Z)- 112 C8H16 007642-04-8 70
2 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 46
3 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 46
4 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 43
5 3-Heptene, 2-methyl- 112 C8H16 017618-76-7 43

Abundance Scan 2216 (8.165 min): VV032149.D\data.ms (-2201) (-) m/z 69.05 100.00%

41.0 55.0 69.0
83.1
5000
9711111 \‘\\\\’\\\\‘\\\\‘\\\\‘\
I | H . 7.80 8.00 8.20 8.40
oHwwHH‘m“WMWH“m_HwHuluwwwww m/z 55.00 87.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7520: 2-Octene, (2)-
410 280
5000 EP PP
270 112.0 ’ - . :
m/z 41.00 83.66%
1 A
OH‘H\\‘HH‘HH‘\H\“\H\‘\HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7611: 3-Heptene, 2-methyl-, (E)-
55.0 69.0
e e e A RREEERER R
41.0 7.80 8.00 8.20 8.40
5000 m/z 68.00  58.44%
112.0
Tl sz e
0"_‘H_‘J,HHLM‘qh‘q‘uW‘HWﬁM‘_‘ﬁ_‘H‘HH‘H‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7550: 3-Heptene, 4-methyl-
55.0 7.80 8.00 8.20 8.40
69.0 .
m/z 56.00 54.07%
5000 41.0
112.0
27.0
O O
Obrrprerrrry el el ol e b e S WLV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40

SFAMVLM@82323WMA.M Mon Sep 25 06:28:39 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 7 (DEL) Alkane: Cyclic8.223 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.223 11.97 ug/L 189453  Chlorobenzene-d5 8.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 97
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78

Abundance Scan 2234 (8.223 min): VV032149.D\data.ms (-2225) (-) m/z 83.05 100.00%
3.0

55.0
5000
41.0
112.1
Eaamm e e
‘ 6‘9.0 7.80 8.00 8.20 8.40 8.60
O'rrprrrrprrrr et pll bl 22 m/z 55.00  72.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 [T T T[T rrrrpiit
410 oo 7.80 8.00 8.20 8.40 8.60
' m/z 82.00 48.17%
27.0 ‘ 69.0
O\\‘\\H‘\HM‘\H\H‘\H“\‘H\‘H‘\}i\\\‘\“\1\\‘\\\\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl-
83.0
e e s
55.0 7.80 8.00 8.20 8.40 8.60
5000 ITI/Z 41.00 33.66%
41.0
112.0
27.0 69.0
0‘W‘H‘_‘m“H‘MUH‘_WM‘HJM‘H‘_‘H‘H‘M‘H‘_‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl- R e e
83.0 7.80 8.00 8.20 8.40 8.60
m/z 112.10 26.35%
55.0
5000
41.0
112.0
27.0 69.0
Ol el 97O L A S\ Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40 8.60

SFAMVLM@82323WMA.M Mon Sep 25 06:28:40 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 8 (DEL) Alkane: Cyclic8.284 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
8.284 4.60 ug/L 72750  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 86
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 78
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 78

Abundance Scan 2253 (8.284 min): VV032149.D\data.ms (-2244) (-) m/z 111.10 100.00%
111.1

69.0
5000 55.0
41.0
83.0 HWH/\\,HHWHWH
“ ‘ ‘ 970 126.2 8.00 8.20 8.40 8.60
0 H_WWWWwwm:‘HH,‘!wmWMMHJW m/z 68.95 78.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 55.0 \\\‘\\\\’\\\\‘\\\\‘\\\\
41.0 83.0 8.00 8.20 8.40 8.60
' m/z 54.95 41.91%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
AP e
8.00 8.20 8.40 8.60
5000 41.0 55.0 m/Z 40.95 30.05%
83.0
270
U O N e
0 H‘mwmWm"m‘HHWH“m,mwmwHmm‘umm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- A e
111.0 8.00 8.20 8.40 8.60
69.0 m/z 56.00 23.36%
5000 41.0 55.0
270
0 \ ‘ M 97.0 ‘ 126.0
‘WH‘WH‘WH‘wH‘wH‘WHH‘HH,HH‘HH‘HHM‘HM‘HM“ AR R RRARE.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60

SFAMVLM@82323WMA.M Mon Sep 25 06:28:41 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 9 (DEL) Alkane: Cyclic8.516 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
8.516 2.98 ug/L 47238 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 60
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 49
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 45
4 2(3H)-Furanone, 5-ethenyldihydro... 126 C7H1002 001073-11-6 43
5 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 43

Abundance Scan 2325 (8.516 min): VV032149.D\data.ms (-2312) (-) m/z 43.00 100.00%

43.0
69.0
84.1 1111
5000

‘ ‘ 126.2 RRERRERL s
‘ ] [

‘ | 8.20 8.40 8.60 8.80
bl el L m/z 69.60  67.28%

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

o

5000 L L L T R L R A I
27.0 8.20 8.40 8.60 8.80
126.0 -
m/z 111.10  59.05%
I W
O H\’HH’\H\‘HH‘HH“\‘H\‘\HM‘HH"}‘!\\‘\H‘\‘HH‘l\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
410 111.0 R RRREEEL L
’ 820840860880
27.0 126.0
‘ 84.0
o) SRS S 1 1 o 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl- A
55.0 69.0 8.20 8.40 8.60 8.80
m/z 55.00 50.57%
41.0 111.0
5000
27.0 97.0 126.0
N
0 m,w,m‘wH‘HwH‘wm‘:“w,w‘uwmwwwwwm A A A A s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80

SFAMVLM@82323WMA.M Mon Sep 25 06:28:41 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.603 8.41 ug/L 133132  Chlorobenzene-d5 8.789

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

4 Octane, 4-methyl- 128 C9H20 002216-34-4 58
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53

Abundance Scan 2352 (8.603 min): VV032149.D\data.ms (-2344) (-) m/z 43.00 100.00%

43.0
5000
57.0 710 g5
PP e e
8.20 8.40 8.60 8.80 9.00
11311282
) AN R -2 m/z 71.85  38.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0
w0 855540 550850950
57.0 71.0 850 T
29.0 m/z 57.00  35.24%
0 H C ‘ | 99.0 113.0 128.0
H’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
PP e e T
8.20 8.40 8.60 8.80 9.00
5000 850 m/z 85.10 34.01%
57.0 71.0
290
oh.15.0 JL 0 L 99.0113.0128.0
,““““““
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14557: Heptane, 2,4-dimethyl- PR A/‘KH A
43.0 8.20 8.40 8.60 8.80 9.00
m/z 41.00 33.50%
5000
85.0
57.0 710
290
0 gl L I 99.0 113.0128.0
,““““““ Pree T TR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80 9.00

SFAMVLM@82323WMA.M Mon Sep 25 06:28:42 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
8.728 8.38 ug/L 132627 Chlorobenzene-d5 8.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Octane, 3-methyl- 128 C9H20 002216-33-3 91
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
4 Octane, 3-methyl- 128 C9H20 002216-33-3 72
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 68

Abundance Scan 2391 (8.728 min): VV032149.D\data.ms (-2378) (-)
57.0

m/z 56.95 100.00%

5000
43.0
98.1
‘ 71.1 ‘ 128.1 8.40 8.60 8.80 9.00
Obrrrrrrrerrprrmdbe el B8 0 95 29.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 T T T [ Tr T[T jrrrrg
43.0 8.40 8.60 8.80 9.00
' m/z 40.95 28.66%
29.0 71.0 98.0
0 0 ‘ i | 113.0128.0
H‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘\H\‘\\H’HH‘\H\‘\H\’HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
IR A
8.40 8.60 8.80 9.00
m/z 56.00 23.07%
5000 43.0
29.0
98.0
71.0
R O Ao
H‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘“‘H_‘H_‘H,HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl- e
57.0 8.40 8.60 8.80 9.00
m/z 98.10 18.19%
5000 41.0
71.0 99.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00

SFAMVLM@82323WMA.M Mon Sep

25 06:28:43 2023

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.143  14.41 ug/L 228034  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 93
2 Nonane 128 C9H20 000111-84-2 76
3 Nonane 128 C9H20 000111-84-2 76
4 Nonane 128 C9H20 000111-84-2 64
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 59
Abundance Scan 2520 (9.143 min): VV032149.D\data.ms (-2512) (-) m/z 43.00 100.00%
43.0
57.0
5000
85.0
711 PR e
1l H H 991 128.1 8.80 9.00 9.20 9.40
Obrprrreprrrerersl el el et e e m/z 57.00 81.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0
5000 T T T T[T T T[Tt
8.80 9.00 9.20 9.40
29.0 71.0 850 m/z 41.00 48.20%
ol Lo o
OH‘\H\‘\\H‘HH‘H\\‘\\‘H‘HH‘H\\‘\1\\‘H\\‘\H\’HH‘\HM\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
T
57.0 8.80 9.00 9.20 9.40
5000 m/z 85.05 30.36%
29.0
ol L 8803130120
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 wa
Abundance #14522: Nonane AA¥“W“H“H“H“‘
43.0 570 8.80 9.00 9.20 9.40
' m/z 55.00 26.44%
5000
290 71.0 85.0
T O
O lrrprrrrpredrer et et R Ao aEa
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

SFAMVLM@O82323WMA.M Mon Sep 25 06:28:44 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 13 (DEL) Alkane: Cyclic9.413 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.413 8.69 ug/L 137512  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 81
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 70
3 1H-Pyrazole, 5-ethyl-4,5-dihydro... 126 C7H14N2 021981-22-6 64
4 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 64
5 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 64

Abundance Scan 2604 (9.413 min): VV032149.D\data.ms (-2589) (-) m/z 97.10 100.00%

97.1
55.0
5000
41.0
69.0 126.1 A
‘ H ‘ 8 41 1111 9.00 9.20 9.40 9.60 9.80
Obrrrrrrrererrertheeesille ol SRE ML L Lz sa.es 77.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 91.0
5000 [T T[T T[T T T[T T[Tt
21.0 9.00 9.20 9.40 9.60 9.80
270 69.0 126.0 m/z 40.95 34.48%
O \\‘HH’\H‘}“HHMUH\“\‘\!‘\‘\H‘w\\\\8‘%\.9‘\\\1‘\\]\-\].“]\“\(\)\‘\\!‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
AR AR RERERREREE
9.00 9.20 9.40 9.60 9.80
5000 m/z 42.95 32.09%
41.0 69.0 126.0
27.0 ‘ | ‘
0"_‘HV‘MHHHMW‘wﬁquﬂuH‘ﬁﬁg‘u‘hu%ﬁ%QWHnw‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12894: 1H-Pyrazole, 5-ethyl-4,5-dihydro-3,5-dimethyl- R
97.0 9.00 9.20 9.40 9.60 9.80
m/z 57.00 27.29%
5000
280 420 )
" ‘ 830 | 111.0126.0
0 \\‘uu,\mH}uu‘i‘\‘u\‘\W\‘\m{uu‘\‘m\‘uw!‘\m‘im‘u!‘wm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.651  15.21 ug/L 240723  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 76
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 70
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 70
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64

Abundance Scan 2678 (9.651 min): VV032149.D\data.ms (-2659) (-) m/z 57.00 100.00%
57.0

. 113.1 LT U
‘ ‘ SJHO 970 ‘ 1 9.50 10.00
bl il OGO 42 s 7100 63.11%
miz--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
41,0 \
5000 ot ZAARY
9.50 10.00
113.0 m/z 42.95 53.19%
85.0 '
O\\\\‘\‘\\\‘i‘{\\“\“\\”}\‘}‘\\\[\\1\‘\\\]\.4[2\.0\\
m/z--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
—— —
9.50 10.00
5000 41,0 m/z 41.00 43.92%
113.0
ol 2ol M b R a0
m/z--> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl- — —
57.0 9.50 10.00
m/z 55.95 35.99%
5000
41,0
113.0
oh 250 Al 4 280 1420 /v B A
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\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 15 Cyclohexanone, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.738 15.92 ug/L 252007 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 87
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 83
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 74
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 59

Abundance Scan 2705 (9.738 min): VV032149.D\data.ms (-2690) (-) m/z 83.10 100.00%
3.1

83.
55.0
5000 41.0
126'1 T ‘\ T ‘\
H H 6ﬁ-° 71 . 9.50 10.00
Obrrrerrrrrremil el 2L L w7 ss.ee 81.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
41.0 83.0
5000 — —
126.0 9.50 10.00
69.0 98.0 m/z 82.05 59.47%
OH‘\H\‘HH‘\H\‘\‘\\\i‘ih!‘\‘u‘\‘}“‘uH“‘\1\\‘\‘\\‘!‘\HH‘HH‘\H‘\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13203: Cyclohexane, propyl-
83.0
55.0
= =
9.50 10.00
5000 41.0 m/z 41.00 44.22%
126.0
27.0 69.0
T Al 222 |
0 e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl- 7 —
83.0 9.50 10.00
55.0 m/z 66.95 23.83%
5000
41.0
126.0
27.0 69.0 ‘
) T P o L T N PN W 1A,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.789  11.05 ug/L 174906  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 72
2 Heptane, 4-propyl- 142 C10H22 003178-29-8 64
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
4 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 53
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 47
Abundance Scan 2721 (9.789 min): VV032149.D\data.ms (-2714) ()  m/z 57.00 100.00%
57.0
5000
98.1
—T —
39‘ 9.50 10.00
Ob i izl L 142a T s e 46.07%
miz--> 20 40 60 80 100 120 140 160
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
5000 AV AR
9.50 10.00
98.0 m/z 98.10 36.03%
29.0 ‘ ‘
O\‘ \‘\‘\ \“‘\ T \‘!“ T \“‘\7\9‘-9\ T \" L ‘ T \]\-4‘2\\0\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #22086: Heptane, 4-propyl-
57.0
= “
9.50 10.00
5000 m/z 41.00 25.25%
98.0
39
H Uﬂ 77.0 | 1150 1420
Ottt e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #45497: Undecane, 6-methyl- T T
57.0 9.50 10.00
m/z 56.00  13.45%
5000
29.0 98.0
0 1 ‘\‘ I 4810 | 126.0 152.0170.0
B e R P mEeat e P —
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.960 6.83 ug/L 108135 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 53
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 50
3 Octane, 3-methyl- 128 C9H20 002216-33-3 50
4 1-Azacyclononan-2-one 141 C8H15NO 000935-30-8 47
5 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 43

Abundance Scan 2774 (9.960 min): VV032149.D\data.ms (-2766) (-) m/z 57.00 100.00%
57.0

5000
41,0
98.1 SR
Y B .Y
O el UTES Dy SRS m/z 43.00 69.17%
miz-> 20 40 60 80 100 120 140
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
5000 R
4100 10.00
98.0 m/z 41.00  33.97%
0\ \].\5‘\.? T \‘i‘\ T \“!“ T \“‘\7\7[0}‘\ T [ \]\-J\-A:.O‘\ T \]\.4[2\.0\\
miz--> 20 40 60 80 100 120 140
Abundance #22071: Octane, 4-ethyl-
57.0
——
10.00
5000 4110 m/z 71.00 24.74%
gs.0 1120
0 “1“ ““1 ‘ “““ mui ‘ “!“ ‘ ““ - !“ P ‘%“1‘2‘9‘
mfz--> 20 40 60 80 100 120 140
Abundance #14537: Octane, 3-methyl- P
57.0 10.00
m/z 56.00  24.60%
5000
41,0
‘ ‘ 98.0
0 Lol 7o | 1280
e

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.027 8.09 ug/L 166485 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 72
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
3 Heptane, 2,3,4-trimethyl- 142 C1eH22 052896-95-4 64
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 50

Abundance Scan 2795 (10.027 min): VV032149.D\data.ms (-2783) (- m/z 57.00 100.00%

57.0
5000
40 98.0 AR :
| 720 142.2 10.00
ol 7RO L 270552, 43,00 63.99%
m/z--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
5000 o :
10.00
410 98.0 m/z 71.05 38.77%
0 26‘1b \“ M\ 7\ 0 | ‘\ 113.0 142.0
\\\‘\\\\‘\\\\’\\\\‘f\\\[\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
T ‘
10.00
5000 ITI/Z 70.10 38.66%
410 98.0
oL 260 ||| | 70 ‘\ 1130 1420
— e
m/z--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl- —— ‘
57.0 10.00
m/z 41.00 29.47%
5000
4110
99.0
026.b’7.0 ——
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 19 Cyclohexane, 1-(cyclohexylm... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
10.333 5.06 ug/L 104062 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 59
2 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 52
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 43
4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1lOH20 000099-82-1 43
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 43

Abundance Scan 2890 (10.333 min): VV032149.D\data.ms (-2874) (-~ m/z 55.00 100.00%
55.0

97.0
5000
— ——
| H | ‘ ‘140.1 jer 1000 10.50
ol 28 a7e5  65.79%
miz--> 50 100 150 200 250
Abundance #69423: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, ci
53.0 97.0
5000 — Ly
10.00 10.50
194.0 m/z 81.00  65.74%
O T T T LH ‘H‘\ M M\“ \“‘ ‘\“ \1\38\.9 T T T \“‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #20777: Cyclopentane, 1-methyl-3-(2-methylpropyl)-
55.0
e ——
10.00 10.50
97.0 o
5000 m/z 41.00 46.18%
ob— “h A “]"410"0 — S
miz--> 50 100 150 200 250
Abundance #20789: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- — T
55.0 97.0 10.00 10.50
m/z 69.00 35.18%
5000
140.0
15-0‘\\ yu |
ol bl - — — — —
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 20 Benzene, 1l-ethyl-2-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.390 7.75 ug/L 159466 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 87
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 87
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 55
Abundance Scan 2908 (10.390 min): VV032149.D\data.ms (-2900) (-  m/z 105.00 100.00%
105.0
5000 55.0
120.1 /L
81.0 T R
39.0
S PN
om_wu‘ww‘ ol N T m/z 55.00  40.38%
m/z--> 20 40 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — ——
120.0 10.00 10.50
m/z 97.05 33.21%
39.0 .
0t T \‘\ T \“\\‘\5\9‘9‘\\\““\\‘1 T “1‘\ \‘\“‘\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
— —
10.00 10.50
5000 m/z 120.05 31.71%
120.0
77.0
ol 280, 202 0590 L
miz--> 20 40 60 80 100 120 140 I
Abundance #10719: Benzene, 1-ethyl-2-methyl- — R
105.0 10.00 10.50
m/z 96.05  23.98%
5000
120.0
o180 30 se0 T\ o s JLATH
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\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 21 (DEL) Alkane: Cyclic1@.622 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
10.622 3.06 ug/L 62941 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-diethyl-, cis- 140 C10H20 000824-43-1 64
2 3-Isopropyl-5-methyl-hex-4-en-2-one 154 C10H180 077142-85-9 59
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 59
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 59
5 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 58

Abundance Scan 2980 (10.622 min): VV032149.D\data.ms (-2969) (- m/z 69.00 100.00%

69.0
111.1
5000
41.0
—— ——
| UJ o 140.0 10.50 11.00
bl B9 L m/z 111.05  69.91%
miz--> 20 40 60 80 100 120 140 160
Abundance #20742: Cyclohexane, 1,2-diethyl-, cis-
69.0
111.0
5000 — ——
0 10.50 11.00
41 m/z 55.00 46.96%
O \\\‘\U\\"H\\\“\‘}‘\\“mig\l\.q‘\\‘1\‘\\\1\4‘0.\0\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31133: 3-Isopropyl-5-methyl-hex-4-en-2-one
g
62.0 111.0
— ——
10.50 11.00
5000 m/z 41.60  33.45%
43.0
ol 280 L gl b 930 | 1890
miz--> 20 40 60 80 100 120 140 160
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- T —
69.0 111.0 10.50 11.00
m/z 70.00 15.88%
h | /WA‘W
o0 Ll il 4820 S ~
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 22 Benzene, 1l-ethyl-4-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.677 7.06 ug/L 145303 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 76
5 Mesitylene 120 CS9H12 000108-67-8 76
Abundance Scan 2997 (10.677 min): VV032149.D\data.ms (-2987) (- m/z 105.10 100.00%
105.1
5000
120.1
39.0 850 10.50 11.00
: 65.0 : :
ol il MM o B -3 m/z 120.10  31.22%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 MRS /\ WAL
m/z 81.00 17.58%
77.0
0 \1\5\-0‘ T \3\9“.0\ T ‘\5\9‘.9‘\ T \M‘ T \‘1 T ‘M‘\ \‘\H“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
—— —
10.50 11.00
5000 m/z 76.95 13.37%
120.0
39.0 77.0
0L \“H “‘1‘5‘9"9“ ‘ ““‘ - P Y
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- —= =
105.0 10.50 11.00
m/z 91.e0 12.77%
5000
120.0
79.0
w0 wa 0 |
) S R AN | Y S e
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
10.776 2.73 ug/L 56233 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 80
2 Tridecane, 5-methyl- 198 C14H30 025117-31-1 64
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 49
4 4-Methyl-5-nonanone 156 C10H200 035900-26-6 49
5 Decane, 5-methyl- 156 C11H24 013151-35-4 49
Abundance Scan 3028 (10.776 min): VV032149.D\data.ms (-3021) (- m/z 57.00 100.00%
57.0
85.0
5000
e —
‘ ‘ 113.1 139.1 10.50 11.00
obereee b e b T mjz 43.00  88.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90195: Tetradecane, 5-methyl-
43.0
85.0
5000 TN AT
10.50 11.00
154.0 m/z 85.05 54.38%
113.0
O \‘\\\\“\\\H‘\\h}\‘\\\\‘\\‘\‘\‘\\\\‘\\\“\‘\\\\‘\?‘\9\7‘9\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74009: Tridecane, 5-methyl-
43.0
o .
85.0 10.50 11.00
5000 m/z 41.00 35.15%
140.0
A T
N [ A S I L 2L S a
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8644: Hexane, 2,4-dimethyl- — —
43.0 10.50 11.00
m/z 71.10 34.19%
5000
85.0
bl el e 2240 DVLY AViaR
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

SFAMVLM@82323WMA.M Mon Sep 25 06:28:52 2023 Page: 26



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
10.976 5.00 ug/L 102820 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 80
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Octacosane 394 C28H58 000630-02-4 64

Abundance Scan 3090 (10.976 min): VV032149.D\data.ms (-3083) (- m/z 57.00 100.00%

57.0
5000
T
J ﬂZIl 11.00
Ol b Wz 43.00 73.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59111: Nonane, 5-(1-methylpropyl)-
57.0
5000 T
126.0 11.00
m/z 71.00 72.95%
OLJJAIII’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
s
11.00
5000 ITI/Z 41.00 51.05%
0 ‘ ‘Jﬂf];?;97.oze7.0337.0 463.0 561.0
A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T
57.0 11.00
m/z 85.05 43.03%
o [LLLIER79197.0267.0337.0407.0 491.0562.0
e A e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.040 9.68 ug/L 199179 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 43
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 43
3 Undecane, 3,4-dimethyl- 184 C13H28 017312-78-6 43
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 43
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 43

Abundance Scan 3110 (11.040 min): VV032149.D\data.ms (-3105) (- m/z 57.00 100.00%
57.0

?

5000 85.1
127.1
H ‘ 11.00
om_m‘i‘w‘JJ‘H"m“1‘9‘7“0‘_“H;Hl?ﬁlmwm m/z 71.00  65.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane
57.0
5000 A ‘
85.0 11.00
290 m/z 43.00 52.89%
| “ | | 1180 1410 184.0
0\\\‘\\\\“}\\\‘\\‘\\“\\\\‘[\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59047: Dodecane, 3-methyl-
57.0
T T
11.00
5000 m/z 41.00 52.43%
85.0
29.0
155.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #59051: Undecane, 3,4-dimethyl- ——
43.0 11.00
71.0 m/z 56.00 49.77%
5000
126.0
97.0
AP I o .
m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 26 (DEL) Alkane: Cyclic11.095 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.095 16.87 ug/L 347113 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 87
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 87
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72

Abundance Scan 3127 (11.095 min): VV032149.D\data.ms (-3119) (- m/z 83.05 100.00%

83.0
55.0
5000
140.1 LN
O+ R B m/z 55.00  73.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 —
11.00
29.0 140.0 m/Z 82.05 65.79%
O\\\‘\M\\“’H\\\M“\LL\\“1\\\“}%‘-%.\0‘\\\\1‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl-
83.0
T \
55.0 11.00
5000 m/z 41.00 37.17%
29.0 154.0
o A Y N . I
miz--> 20 40 60 80 100 120 140 160
Abundance #20678: Cyclohexane, butyl- T
83.0 11.00
55.0 m/z 69.00  22.55%
5000
29'0 140.0
ol el Lo -
m/z--> 20 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

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

Peak Number 27 p-Cymene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.140 9.76 ug/L 200751 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 91
2 o-Cymene 134 C10H14 000527-84-4 91
3 p-Cymene 134 C10H14 000099-87-6 70
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 64
5 p-Cymene 134 C1oH14 000099-87-6 64

Abundance Scan 3141 (11.140 min): VV032149.D\data.ms (-3135) (- m/z 119.10 100.00%
119.1
5000 =20
: 97.1
A M anl
3%? M ‘770 ‘ ‘ 1J 11541 11.00 11.50
om,‘m,mww‘““ b L2382 50 sz 57.00 36.50%
m/z--> 20 100 120 140 160
Abundance #16995.p-Cymene
119.0
5000 LA e
11.00 11.50
91.0 m/z 97.10  33.65%
41.0
miz--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
—— —
11.00 11.50
5000 m/z 134.05 29.73%
410 91.0
O | 1380
miz--> 20 40 60 80 100 120 140 160 M
Abundance #16992: p-Cymene fm I
119.0 1100 11.50
m/z 55.00  25.66%
5000
91.0
oliso 440 680 | . ) 160 A
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50

SFAMVLM@82323WMA.M Mon Sep 25 06:28:54 2023

Page:

30



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 28 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.278 26.83 ug/L 551990 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 92
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 78
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 70
5 Mesitylene 120 CS9H12 000108-67-8 60
Abundance Scan 3184 (11.278 min): VV032149.D\data.ms (-3177) (- m/z 105.00 100.00%
105.0
5000 71.1
43.0
“ 11 00 11 50
R “‘ ‘ u“hw o ALLERBL 186100 16 42.28%
miz--> 20 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0 A
5000
11 00 11 50
m/z 71.10 39.39%
77.0
O 1T ‘2\7\.0\\“ T \‘M‘\H“\‘\ T \‘H‘ T \‘\ T ‘h‘\ \J\.‘ 2\.(\)\ T ‘ LU ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
s =
11.00 11.50
5000 m/z 43.00 27.71%
_ 77.0
ol 50 w22 Ll 2o
miz--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl- = T
105.0 11.00 11.50
m/z 57.00 19.52%
5000
39.0 77.0
G N I - VW b,
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\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 29 (DEL) Alkane: Cyclicl1l.361 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.361 5.33 ug/L 109726  1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 46
2 5-Undecene 154 C11H22 004941-53-1 45
3 Cyclobutane, 1-butyl-2-ethyl- 140 C10H20 1010150-67-3 35
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 30
5 Cyclopentane, hexyl- 154 C11H22 004457-00-5 30

Abundance Scan 3210 (11.361 min): VV032149.D\data.ms (-3204) (- m/z 43.00 100.00%

43.0 71.0
5000
126.1
— —
Lo Loy g B e
ol Ll b L m/z 71.00  84.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #31475: Cyclohexane, 1,1-dimethyl-2-propyl-
69.0
41.0
5000 — .
11.00 11.50
m/z 69.05 76.08%
‘ 97.0 139.0
0 T \‘\ T \“ T \“ T \‘H ‘\ \”“‘\‘\ \‘\h‘ T \‘i | P \“ T \1\5‘5\9\
miz--> 20 40 60 80 100 120 140 160
Abundance #31397: 5-Undecene
55.0
— —
11.00 11.50
5000 ITI/Z 55.00 60.76%
83.0 154.0
‘ ‘ 111.0
0 ‘HH‘;H“ ‘\M\“UH1“”‘1\‘\””\‘\”‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #20723: Cyclobutane, 1-butyl-2-ethyl- — —
41.0 69.0 11.00 11.50
m/z 57.05 58.65%
5000
97.0
N I T TS VANV IP
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\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 3@ (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.

11.406 5.40 ug/L 111079 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 53
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 50
3 Decane, 3-methyl- 156 C11H24 013151-34-3 50
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 43
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 43

Abundance Scan 3224 (11.407 min): VV032149.D\data.ms (-3218) (- m/z 57.00 100.00%
57.0

111.1 —
| ‘ ‘ PPRLIE! 11.50
0 m_mq‘m - wm“ ”%H_HWHH_HW m/z 41.08 57.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33092: Decane, 3-methyl-
57.0
5000 L
290 85.0 11.50
m/z 71.00 55.61%
127.0
‘ ull ‘ 156.0
O\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 60 80 100 120 140 160 180
Abundance #152677.Sumﬂ0usadd,buwlnonyleﬁer
57.0
—
11.50
m/z 43.00 54.57%
5000 85.0
290
‘H"‘H"‘H"‘H‘“‘w“‘w“‘w“‘w“‘w“‘w
miz-> 20 40 60 80 100 120 140 160 180
Abundance #33085: Decane, 3-methyl- T
57.0 11.50
m/z 56.00 45.47%
5000 85.0
29.0
126.0
oyl s L 3880 .
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 31 Benzene, 1,3-diethyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.487 3.49 ug/L 71812 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 81
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 81
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 81
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 81
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 81

Abundance Scan 3249 (11.487 min): VV032149.D\data.ms (-3241) (- m/z 105.00 100.00%

105.0
69.1
5000 134.1 /ﬁV\HAJ\JM%K
41.0
M Lol L
OF v m bl bl Bl b T m/z 119, 00 90.48%
m/z--> 20 100 120 140 160
Abundance #17033. Benzene, 1,3-diethyl-
119.0 [\/\A
5000
ll 50
91.0 m/z 69.10 58.16%
27.0 51.0 ‘
0 H\‘\‘\‘H"‘H“‘\‘\‘H\h‘\\‘i\“ \\‘\‘l\\\‘\‘\\\\‘\\\\
m/z--> 60 80 100 120 140 160
Abundance #17032: Benzene, 1,2-diethyl-
119.0
——
11.50
5000 m/z 57.00 46.05%
91.0
39.0 65.0
0 ‘1‘5"?““‘ ) VT ““ e ‘UU‘ “M e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17034: Benzene, 1,3-diethyl- —
119.0 11.50
m/z 134.05 42.81%
5000
39.0 9.0 /\/\ j\
65.0 ‘
0 H‘_‘m‘,““wh‘w“”Ww e AR AT VLA
m/z--> 20 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 32 o-Cymene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.882  27.23 ug/L 560305 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 78
2 o-Cymene 134 C10H14 000527-84-4 74
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 74
4 p-Cymene 134 C10H14 000099-87-6 74
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 70

Abundance Scan 3372 (11.882 min): VV032149.D\data.ms (-3357) (- m/z 119.05 100.00%
1

119.
55.0 97.0
5000
/\ ‘ T T ‘ T
7. ‘ 154.2 11.50 12.00
0 ““M“\“‘J‘MJ““Hu“H‘u‘uu m/z 97.05 85.00%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
5000 T —
11.50 12.00
91.0 m/z 55.00 80.56%
41.0 65.0
0 \’\\\\’\‘\ T \“‘\ \‘1 \H“\‘\H‘”‘H‘\”\ ‘W\ \‘MH\‘\‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #16996: o-Cymene
119.0
— —
11.50 12.00
5000 m/z 41.00 43.83%
91.0
150 390 450 | | ‘
0 w"JW‘MHH‘NMWUHJWHw‘pM‘UM“u_“W“‘
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- — —
119.0 11.50 12.00
m/z 83.05 41.72%
5000
39.0 g5 910
0 ‘,‘Eﬁ?‘ﬂH‘M‘M‘NM‘ﬁWHL“W‘ﬂw“H‘_““H“ pa —
m/z--> 0O 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\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.937 7.11 ug/L 146350 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 81
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 70
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 53
4 2,6-Dimethyldecane 170 C12H26 013150-81-7 52
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 49
Abundance Scan 3389 (11.937 min): VV032149.D\data.ms (-3381) (- m/z 57.00 100.00%
57.0
5000
85.0
e
39/0 J» ‘ ‘ mi 12.00
0 el el gl e 2L 202 7 43,00 71.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45488: Undecane, 5-methyl-
43.0
5000 71.0 e
12.00
m/z 71.10 45.44%
112.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
miz--> 20 40 60 80 100 120 140 160
Abundance #45494: Undecane, 5-methyl-
43.0
e
71.0 12.00
5000 m/z 41.00 35.43%
‘ ‘ 112.0
bt b el 3580
miz--> 20 40 60 80 100 120 140 160
Abundance #45495: Undecane, 5-methyl- ——
43.0 12.00
m/z 85.05 30.31%
5000 71.0
L H 112.0
ol 280 Il L 1 1400 1700 .
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\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.069 19.86 ug/L 408573  1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 70
2 Undecane, 4-methyl- 170 C12H26 002980-69-0 58
3 Pentacosane 352 C25H52 000629-99-2 47
4 Octane, 2-methyl- 128 C9H20 003221-61-2 46
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 46
Abundance Scan 3430 (12.069 min): VV032149.D\data.ms (-3420) (-  m/z 71.05 100.00%
71.0
- mrt WMM
RN T
‘ 12.00
0 \w “J“M“““,w‘w L) e m/z 57.00 98.77%
m/z--> 50 100 150 200 250 300 350
Abundance #45501: Decane, 3,7-dimethyl-
43.0
5000 — :
85.0 12.00
m/z 43.00 92.29%
0 ‘ ““\ ‘!‘ \H\H’ 11\2Z.\0“1\79.\()\ ‘ L ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #45489: Undecane, 4-methyl-
43.0
T T
12.00
5000 ITI/Z 41.00 54.10%
85.0
L=
ol L L o0
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T
57.0 12.00
m/z 85.05 52.66%
5000
99.0
A e
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 35 Naphthalene, decahydro-2-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.201 17.23 ug/L 354575 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 86
3 Pulegone 152 C1eH160 000089-82-7 78
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 64
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 53

Abundance Scan 3471 (12.201 m|n) VV032149.D\data.ms (-3460) (- m/z 81.00 100.00%

81.0
133.1 152.2
41.0
5000
110.1 T T
| “ %2 12.00 12.50
0l P m/z 152.15  79.60%
miz--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 e, A
12.00 12.50
109.0 J m/z 133.05 77 .60%
0 3 }\w‘\\“\\‘M:\L\s\‘oww‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0 ﬂ
PAAAN P
55.0 1520 12.00 12.50
5000 ITI/Z 67.00 75.76%
29.0 109.0
| L Lm0
o‘_m_m_ A SN AL S S
miz--> 60 80 100 120 140 160
Abundance #29064: Pulegone T —
81.0 12.00 12.50
152.0 m/z 95.05 70.71%
- | T WM
A GmeO SR
m/z--> 20 40 60 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 36 (DEL) Alkane: Cyclicl2.310 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.310  22.83 ug/L 469715 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 74
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 74
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 72
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
5 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 49

Abundance Scan 3505 (12.310 min): VV032149.D\data.ms (-3496) (- m/z 83.05 100.00%

550 O
5000
154.2 "0 190
111.1 132 ‘ 12.00 12.50
0! ol PSS m/z 55.00  82.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
5000 — —
12.00 12.50
29.0 154.0 m/z 82.00 68.98%
O““‘H‘“H“"w‘“‘1‘““%]‘_]‘“‘O“““““““‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0 = =
12.00 12.50
5000 m/z 41.00 46.92%
29.0 ‘ 154.0
byl b 11103310
miz--> 20 40 60 80 100 120 140 160
Abundance #43577: Cyclohexane, (4-methylpentyl)- — —
83.0 12.00 12.50
55.0 m/z 42.95 27.63%
B \/MN\/\W\M
29.0
168.
- \ Ll aespuzso 1880 R e
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.M
: VOC Analysis

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

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

Peak Number 37 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.355 14.51 ug/L 298565 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 92
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
4 o-Cymene 134 C1eH14 000527-84-4 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 64

Abundance Scan 3519 (12.355 min): VV032149.D\data.ms (-3513) (- m/z 119.10 100.00%
119.1
57.0
5000
85.0 - VR
39 M 41 1704 12.00 12.50
obrrrrlll wme bbb bl AL IO sz 57,00 72.34%
m/z--> 20 60 80 100 120 140 160
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 — ——
12.00 12.50
m/z 134.05 51.59%
91.0
0 \1\5\.9\‘\ \3\9“;(\)\‘\‘\??.\0\ \“‘ T T “\‘\ \‘\“l T \M\ [T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0
NN
12.00 12.50
5000 m/z 43.00 47.41%
390 g5o 91O
O \“‘\ TR \““ \ \‘\ i \N i \“\ R RRRERE
miz--> 20 60 80 100 120 140 160
Abundance #17069: Benzene, 1,2,4,5-tetramethyl- “ ——
119.0 12.00 12.50
m/z 71.00 29.20%
5000
65.0 91.0 ‘ “
T — —
m/z--> 20 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\VVv092023\
Data File : VV@32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

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

Peak Number 38 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.410  23.87 ug/L 491125 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 90
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90

Abundance Scan 3536 (12.410 min): VV032149.D\data.ms (-3528) (- m/z 119.10 100.00%

119.1
5000
41.0 670 g5 152.1 Y
\M MH\ \‘\ ol |oa702 =5
0Frrrr Ll s il 2PRE 0 m/z 134,05 44.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
12.50
91.0 m/z 67.00  27.37%
65.0
O \1\5\?\\\\“‘\\‘\\“\‘\\\“\\‘\\‘\\\Hl\\\“\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
P
12.50
5000 m/z 41.00 25.28%
91.0
| 0 630 | ol
O e B o o L R B
miz--> 20 40 60 80 100 120 140 160
Abundance #17067: Benzene, 1,2,4,5-tetramethyl- ——
119.0 12.50
m/z 152.05 25.12%
5000
39.0 65.0 91.0
0 H"mm\m‘mMH“‘mMm‘hw‘_m A
m/z--> 20 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 39 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
12.493 4.14 ug/L 85113 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 87
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 52
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 46

4 Propiophenone, 2'-methyl- 148 C10H120
5 3,4-Dihydro-2-[1H]quinoxalinone 148 C8H8N20

002040-14-4 45
059564-59-9 43

Abundance Scan 3562 (12.493 min): VV032149.D\data.ms (-3556) (- m/z 119.10 100.00%

119.1
5000 91.0 148.1
430 719 L,
177.2 1250
ol I P m/z 133.05  60.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 j\ T T T T
12.50
9L.0 m/z 148.05  40.72%
390 650 ‘ ‘
O \]-\5\‘0\‘\\\“‘\\‘\\“\‘\\\“\\}‘\"H“\\Hl\\\‘\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 Aﬂ
fopl
12.50
5000 ITI/Z 91.00 37.56%
91.0
390 65.0 ‘
L P O Y | O
miz-> 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- —
119.0 12.50
m/z 131.00 29.32%
5000
91.0
39.0 ‘
0 wow\w\ | N V.7 WOV
m/z--> 20 40 60 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 40 unknown-01 Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.667 6.55 ug/L 134746  1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 35
2 Benzaldehyde 106 C7H60 000100-52-7 30
3 Pentacyclo[5.2.1.0(1,5).0(5,9).0... 132 C1l@H12 1010185-59-0 25
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 20
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 20

Abundance Scan 3616 (12.667 min): VV032149.D\data.ms (-3611) (- m/z 105.05 100.00%

105.1
5000
580 710 e 12:50 13.00
ol o | e 20 s
b e M S L LR L ZPRS myz 106.00 89.89%
miz--> 20 40 60 80 100 120 140 160
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 Y& = reses
91.0 12.50 13.00
m/z 117.80  51.94%
ul

o

28.0 51.0
T ‘1.1 T " T \“}”\““}‘\7\3“& T \‘ = ‘N T i T T T T
m/z--> 200 40 60 80 100 120 140 160
Abundance #5710: Benzaldehyde
77.0 106.0 /U\

12.50 13.00
5000 m/z 91.00 25.19%
51.0
m/z--> 20 40 60 80 100 120 140 160

Abundance #16179: Pentacyclo[5.2.1.0(1,5).0(5,9).0(6,8)]decane —
117.0 12.50 13.00

m/z 148.05  24.15%
91.0

5000

39.0
65.0

m/z--> 20 40

A

60 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 41 unknown-02 Concentration Rank 32

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

12.744 5.78 ug/L 118888 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 49
2 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 43
3 4,4-Dipropylheptane 184 C13H28 017312-72-0 38
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 35
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 27
Abundance Scan 3640 (12.744 min): VV032149.D\data.ms (-3632) (-  m/z 43.00 100.00%

3.0
85.1 105.0
5000
148.1

— —

| ‘ : L L ‘ 1672 12.50 13.00
Y —l ““““m m“m_m_m m/z 57.60 81.66%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #279342: Oxalic acid, bis(6-ethyloct-3-yl) ester
57.0 85.0

5000 1250  13.00
141.0 : : .
29.0 111.0 m/z 85.10 67.48%

0 “ ‘ I \‘ | h‘ \‘\ ‘\ 185.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #217225: Oxalic acid, 6-ethyloct-3-yl isohexyl ester

?

43.0 85.0
12.50 13.00
5000 ITI/Z 105.00 65.98%
110 4410
0 ‘\‘\‘w‘i”\\‘\“‘6‘5\'\‘1\“‘“\”“\w‘m‘HH}‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59043: 4,4-Dipropylheptane = T
570 g5 12.50 13.00
m/z 71.00 62.11%
29.0
Ll \‘ ‘ I h‘ 112.0
0“m‘HH‘HM‘“um“m‘HH“HHWH‘HH —— —
m/z--> 20 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\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 42 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.825 33.48 ug/L 688767 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 70
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 70
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 70
4 o-Cymene 134 C1eH14 000527-84-4 70
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 70

Abundance Scan 3665 (12.824 min): VV032149.D\data.ms (-3650) (-  m/z 119.10 100.00%

119.1 ' '
5000
57.0 91.0 — =
12.50 13.00
151.0
o‘H‘“?8“&?“““\“‘:“““ I “Mw e S92 m/z 134.00  48.27%
m/z--> 20 40 80 100 120 140 160 180
Abundance #16993: p-Cymene
119.0
5000 ™A A
91.0 12.50 13.00
m/z 117.05 40.02%
39.0 650
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 ‘NK
5 P
12.50 13.00
5000 m/z 57.00 21.21%
390 650 91.0
L il R R N ESS—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- “ —
119.0 12.50 13.00
m/z 91.00 19.78%
5000
91.0
150 399 880 | L
0 H"NH‘W‘AM‘HHJ"H““AH“A“‘H“‘H““ — —
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\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.985 23.44 ug/L 482198 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 55
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 55
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 46

Abundance Scan 3715 (12.985 min): VV032149.D\data.ms (-3707) (-~ m/z 57.00 100.00%
57.0

5000
104.0
132.0 T 7
‘ ‘ ‘ 166.2 13.00
O] ST 2 w‘MHH““‘JM el e m/z 43.00  40.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 L
13.00
200 98.0 m/z 71.05 40.54%
O\\‘\H‘\\“‘\\\‘H“\\“7\9‘.9\\\““\\1‘\’\\\].\4‘1\.\0\\‘\\\}‘8\4.;()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
—r
13.00
5000 ITI/Z 103.95 36.57%
29.0 85.0
S e N Y-
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl- e
57.0 13.00
m/z 41.00 29.59%
5000
29.0 ‘ L 98.0
Obr b o HTO, (L 1400 1840 —
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\VVv092023\
Data File : VV@32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.M
: VOC Analysis

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

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

Peak Number 44 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
13.156 3.14 ug/L 64591 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14

006682-71-9 81
004175-53-5 81
017059-48-2 81
020836-11-7 81
017057-82-8 74

Abundance Scan 3768 (13.156 min): VV032149.D\data.ms (-3762) (- m/z 131.00 100.00%

131.0 ‘
w LSIIYR
N a
91.0 b ‘ 162.1 13.00 13.50
o‘_mm M“ M“ slod L i ‘H!mmm_”l??‘l‘ m/z 146.05 22.77%
miz--> 20 80 100 120 140 160 180
Abundance #25031. 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 AA‘ At NJW
13.00 13.50
m/z 119.00 19.21%
39.0
63.0
0+ T \‘M\“‘\ \“1‘\ ‘\H‘\‘ \“ T \ ™ \'1\ \d“ LM T ‘1} \9\.(\)‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
13.00 13.50
5000 m/z 115.00  15.78%
91.0
39.0 ‘
64.0
TR 1 i O R | . 1 N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- = —
131.0 13.00 13.50
m/z 129.00 15.44%
5000
2,00 % ol e ol
0\‘\M\ﬂw\w\‘m\u‘\\L\‘}uﬂ \!\}mqq‘\\\\w\ M
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\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 45 Benzene, (2-methyl-1-butenyl)- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.210 6.75 ug/L 138851 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 50
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 50
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 50

Abundance Scan 3785 (13.210 min): VV032149.D\data.ms (-3777) (- m/z 131.00 100.00%

131.0 ‘
5000
410 ok 5L
64.9 160.0 13.00 13.50
e 11 01819 .
ol mp‘ e B m/z 133.00  97.46%
m/z--> 20 60 80 100 120 140 160 180
Abundance #25013:Benzene,(24nethyL1-butenyD-
131.0
5000 91.0 AR —
13.00 13.50
m/z 146.05 39.43%
mo @0 |||
O\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 MW
IVIi AV
13.00 13.50
5000 91.0 m/z 90.95 31.33%
39‘\‘0 \M Gﬁho ‘h Ll \H H‘ LM “
Ottt e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- P ——
131.0 13.00 13.50
m/z 148.05 31.29%
5000
39.0 3. ‘ A
w»hw np UL
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

SFAMVLM@82323WMA.M Mon Sep 25 06:29:02 2023 Page: 48



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
13.586 5.74 ug/L 118039 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 78
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
3 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
4 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 64
5 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604 1010309-38-5 59
Abundance Scan 3902 (13.586 min): VV032149.D\data.ms (-3898) (- 57.00 100.00%
57.0
‘ 1131
84.1 H 13.50
147.2
0 ‘HH\‘:HHW‘MwHH_w‘HH_m‘um‘}9?”1”_”””_”‘ 71.10  99.08%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #158619: Hexadecane, 2,6,10-trimethyl-
57.0
5000
85.0 13 50
1120 183.0 43.00  65.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #141064: Heptadecane, 7-methyl-
57.0
13 50
5000 41.00 28.30%
85.0
112.0
29.0
S O L =T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #141071: Heptadecane, 7-methyl-
57.0 13 50
m/z 113.10  22.05%
5000
85.0112.0
168.0
Ol e 2999 L 21202890 g Mo g fongn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 47 unknown-03 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.040 6.48 ug/L 133316 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 50
2 2-Propenal, 3-(4-methylphenyl)- 146 C10H1e0 001504-75-2 49
3 1,3-Cyclopentadiene, 5-(trans-2-... 146 Cl1l1H14 079209-36-2 46
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 46
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 46

Abundance Scan 4043 (14 040 min): VV032149.D\data.ms (-4033) (- m/z 57.00 100.00%

Abundance #25068: 1,3-Cyclopentadiene, 5-(trans-2-ethyl-3-methylcy

131.0 ' '
5000 orl
14.00 |
160.1 :
o““w‘mwhﬂﬁ ‘H‘L ol 2082070 131 00 03.78%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #25013.Benzene,(24nethyL1-butenyD-
131.0
5000 91.0 - :
14.00
m/z 55.00 51.96%
o o ||
O‘\‘\\\‘\\\‘\‘\‘}\\‘\\‘}\‘W\\\‘\‘1\\‘\H\\\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24946: 2-Propenal, 3-(4-methylphenyl)-
131.0
T T
14.00
5000 91.0 ITI/Z 97.10 51.40%
390 65.0
miz> 20 40 60 80 100 120 140 160 180 200
T T

131.0 14.00
91.0 m/z 71.10  47.81%
5000
i Ry L
miz--> 20 40 80 100 120 140 160 180 200 14.00

SFAMVLM@82323WMA.M Mon Sep 25 06:29:03 2023 Page: 50



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@©32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 48 1-Iodo-2-methylnonane Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
15.365 3.46 ug/L 71114 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Todo-2-methylnonane 268 C10OH21I 1000101-47-9 72
2 Tetradecane 198 C14H30 000629-59-4 72
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 72
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 68
5 Octane, 2-methyl- 128 C9H20 003221-61-2 64
Abundance Scan 4455 (15.365 min): VV032149.D\data.ms (-4448) (- m/z 57.00 100.00%
57.0
15‘0(5 5.5‘56
141.1 1741 . .
Ol 2070 m/z 71.60 85.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #157266: 1-lodo-2-methylnonane
43.0
5000 — —r
85.0 15.00 15.50
m/z 43.00 81.89%
0 \‘ || h L 210 4690 2110 2680
\H‘H\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74005: Tetradecane
57.0
— ——
15.00 15.50
5000 m/z 85.05 46.96%
0 27‘ I \\\gﬁ ou \\141 0 198 0
HWH‘WH‘WHH‘HH‘HH_‘H_‘H“H‘“H‘_HW‘HW‘HWH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107244: Dodecane, 2-methyl-6-propyl- “ —
57.0 15.00 15.50
m/z 41.00 42.92%
h U\WM/W/\/
H 99.0 140.0 182.0
0‘H‘HH‘HHmMmﬂumMH‘_HwﬁuW‘H¢M‘WHH‘HH‘HHM‘HM‘ — —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32149.D

Acqg On : 20 Sep 2023 15:56

Operator : SY/MD

Sample : 04472-21ME

Misc : 5.02g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 6.847 3.6 ug/L 46529 1 5.535 637673 50.0
(DEL) Alkane: S 7.011 3.6 ug/L 45869 1 5.535 637673 50.0
(DEL) Alkane: C 7.191 5.9 ug/L 93888 2 8.789 791396 50.0
(DEL) Alkane: S 7.500 8.5 wug/L 134015 2 8.789 791396 50.0
(DEL) Alkane: S 8.165 5.7 ug/L 90376 2 8.789 791396 50.0
(DEL) Alkane: C... 8.223 12.0 ug/L 189453 2 8.789 791396 50.0
(DEL) Alkane: C... 8.284 4.6 ug/L 72750 2 8.789 791396 50.0
(DEL) Alkane: C 8.516 3.0 ug/L 47238 2 8.789 791396 50.0
(DEL) Alkane: S 8.603 8.4 wug/L 133132 2 8.789 791396 50.0
(DEL) Alkane: S 8.728 8.4 wug/L 132627 2 8.789 791396 50.0
(DEL) Alkane: S 9.143 14.4 ug/L 228034 2 8.789 791396 50.0
(DEL) Alkane: C 9.413 8.7 wug/L 137512 2 8.789 791396 50.0
(DEL) Alkane: S 9.651 15.2 wug/L 240723 2 8.789 791396 50.0
Cyclohexanone, 9.738 15.9 wug/L 252007 2 8.789 791396 50.0
(DEL) Alkane: S... 9.789 11.1 ug/L 174906 2 8.789 791396 50.0
(DEL) Alkane: S... 9.960 6.8 ug/L 108135 2 8.789 791396 50.0
(DEL) Alkane: S... 10.027 8.1 ug/L 166485 3 11.191 1028670 50.0
Cyclohexane, 1-... 10.333 5.1 ug/L 104062 3 11.191 1028670 50.0
Benzene, 1l-ethy... 10.390 7.8 ug/L 159466 3 11.191 1028679 50.0
(DEL) Alkane: C... 10.622 3.1 ug/L 62941 3 11.191 1028670 50.0
Benzene, 1-ethy... 10.677 7.1 ug/L 145303 3 11.191 1028670 50.0
(DEL) Alkane: S... 10.776 2.7 ug/L 56233 3 11.191 1028670 50.0
(DEL) Alkane: S... 10.976 5.0 ug/L 102820 3 11.191 1028679 50.0
(DEL) Alkane: S... 11.0490 9.7 wug/L 199179 3 11.191 1028670 50.0
(DEL) Alkane: C 11.095 16.9 wug/L 347113 3 11.191 1028670 50.0
p-Cymene 11.140 9.8 ug/L 200751 3 11.191 1028670 50.0
Benzene, 1,2,3-... 11.278 26.8 ug/L 551990 3 11.191 1028679 50.0
(DEL) Alkane: C... 11.361 5.3 ug/L 109726 3 11.191 1028670 50.0
(DEL) Alkane: S... 11.406 5.4 ug/L 111079 3 11.191 1028670 50.0
Benzene, 1,3-di... 11.487 3.5 ug/L 71812 3 11.191 1028670 50.0
o-Cymene 11.882 27.2 ug/L 560305 3 11.191 10286790 50.0
(DEL) Alkane: S... 11.937 7.1 ug/L 146350 3 11.191 1028670 50.0
(DEL) Alkane: S... 12.069 19.9 wug/L 408573 3 11.191 1028670 50.0
Naphthalene, de... 12.201 17.2 wug/L 354575 3 11.191 1028670 50.0
(DEL) Alkane: C... 12.310 22.8 ug/L 469715 3 11.191 1028670 50.0
Benzene, 1,2,3,... 12.355 14.5 wug/L 298565 3 11.191 1028670 50.0
Benzene, 1,2,4,... 12.410 23.9 wug/L 491125 3 11.191 1028670 50.0
Benzene, 1l-ethy... 12.493 4.1 ug/L 85113 3 11.191 1028670 50.0
unknown-01 12.667 6.5 ug/L 134746 3 11.191 1028679 50.0
unknown-02 12.744 5.8 ug/L 118888 3 11.191 10286790 50.0
Benzene, 1,2,3,... 12.825 33.5 wug/L 688767 3 11.191 1028670 50.0
(DEL) Alkane: S... 12.985 23.4 ug/L 482198 3 11.191 1028670 50.0
1H-Indene, 2,3-... 13.156 3.1 ug/L 64591 3 11.191 1028670 50.0
Benzene, (2-met... 13.210 6.8 ug/L 138851 3 11.191 1028670 50.0
(DEL) Alkane: S... 13.586 5.7 wug/L 118039 3 11.191 1028670 50.0
unknown-03 14.040 6.5 ug/L 133316 3 11.191 1028670 50.0
1-Todo-2-methyl... 15.365 3.5 ug/L 71114 3 11.191 1028679 50.0
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