LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV032163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 11 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: VVv@32163.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.185 40 45 50 rBV 4872 4756 ©0.36% 0.028%
2 1.275 66 73 97 rVB 74912 113016 8.45% 0.672%
3 1.426 108 120 121 rBV6 5546 8463 0.63% 0.050%
4 1.503 141 144 151 rBV 14427 13669 1.02% 0.081%
5 2.037 299 310 326 rBV 165277 243425 18.20% 1.448%
6 2.272 381 383 386 rBv2 461 271 0.02% 0.002%
7 2.355 407 409 414 rW4 542 406 0.03% 0.002%
8 2.397 419 422 423 rBV 376 200 0.01% 0.001%
9 2.439 427 435 453 rVB3 7499 14774 1.10% 0.088%
106 2.555 461 471 482 rVB 5345 10416 0.78% 0.062%
11 2.664 502 505 506 rBv 459 270 0.02% 0.002%
12 2.680 506 510 512 rBv2 535 427 0.03% 0.003%
13 2.770 536 538 542 rVB 323 189 0.01% 0.001%
14 2.863 565 567 571 rVv2 261 177 0.01% 0.001%
15 2.950 587 594 595 rBV3 1356 1398 0.10% ©0.008%
16 3.105 633 642 646 rBv3 1166 1854 0.14% 0.011%
17 3.500 762 765 771 rVv2 225 202 0.02% 0.001%
18 3.571 783 787 790 rBv2 289 286 0.02% 0.002%
19 3.638 804 808 809 rBvV 390 248 0.02% 0.001%
20 3.802 850 859 894 rBV 48807 169101 12.64% 1.006%
21  4.130 958 961 964 rBV3 316 261 0.02% 0.002%
22 4.249 981 998 1031 rBV 118760 324771 24.28% 1.932%
23 4.477 1064 1069 1074 rBVS5 534 541 0.04% 0.003%
24  4.519 1080 1082 1084 rBV 292 175 ©0.01% 0.001%
25 4.567 1084 1097 1099 rBV6 1809 2713 0.20% 0.016%
26 4.651 1119 1123 1124 rBV2 457 251 0.02% 0.001%
27 4.690 1133 1135 1140 rVB3 416 260 0.02% 0.002%
28 4.812 1163 1173 1174 rBV4 1391 1809 0.14% 0.011%
29 4.953 1201 1217 1248 rBv2 325570 832016 62.20% 4.949%
30 5.227 1293 1302 1305 rBVS8 1490 2251 0.17% 0.013%
31 5.365 1343 1345 1347 rVB 452 200 0.01% 0.001%
32 5.413 1347 1360 1372 rBV6 1995 4318 0.32% 0.026%
33 5.532 1384 1397 1435 rBV 309615 666762 49.85%  3.966%
34 5.831 1478 1490 1508 rBV4 8115 20946 1.57% 0.125%
35 5.931 1512 1521 1525 rwVW7 1897 2962 0.22% 0.018%

36 5.989 1526 1539 1574 rVB 176376 410243 30.67%  2.440%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV032163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 11 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 6.233 1612 1615 1618 rvB2 322 232 0.02% 0.001%
38 6.281 1622 1630 1636 rBV7 1279 1778 0.13% 0.011%
39 6.387 1650 1663 1674 rVB7 2372 4971 0.37% 0.030%
40 6.551 1706 1714 1722 rBV6 3019 5589 0.42% 0.033%
41  6.622 1734 1736 1739 rBv2 412 260 0.02% 0.002%
42 6.661 1745 1748 1750 rBV2 341 228 0.02% 0.001%
43 6.728 1767 1769 1772 rVB2 435 227 0.02% 0.001%
44 6.764 1772 1780 1786 rBV6 1790 3353 0.25% 0.020%
45 6.802 1790 1792 1795 rBvV2 454 332 0.02% 0.002%
46 6.847 1797 1806 1813 rBvV2 7223 11743 0.88% 0.070%
47 6.915 1818 1827 1849 rVB 92919 183022 13.68% 1.089%
48 7.191 1901 1913 1919 rBV3 15616 30811 2.30% ©0.183%
49 7.246 1920 1930 1954 rVB 369415 663388 49.59% 3.946%
50 7.500 2000 2009 2018 rBV 29129 44309 3.31% 0.264%
51 7.558 2018 2027 2051 rVB 63635 151391 11.32% ©.900%
52 7.686 2063 2067 2068 rBV4 526 356 0.03% 0.002%
53 7.715 2068 2076 2088 rVB4 6143 11050 0.83% 0.066%
54 7.908 2124 2136 2148 rVB5 5167 11027 ©0.82% 0.066%
55 7.969 2152 2155 2156 rBvV2 462 253  0.02% 0.002%
56 8.050 2156 2180 2201 rBV 126729 399077 29.83% 2.374%
57 8.223 2225 2234 2243 rVB 33448 54861 4.10% 0.326%
58 8.284 2244 2253 2261 rBV2 27535 46669  3.49% 0.278%
59 8.442 2296 2302 2312 rVBS5 8784 13711 1.02% 0.082%
60 8.526 2312 2328 2335 rBV3 22544 62595 4.68% 0.372%
61 8.603 2345 2352 2364 rVB2 56995 92249 6.90%  0.549%
62 8.725 2378 2390 2399 rBV 53332 89821 6.71% 0.534%
63 8.789 2399 2410 2428 rBV 470980 820798 61.36% 4.882%
64  8.927 2445 2453 2456 rBV3 9819 14204 1.06% ©0.084%
65 9.040 2478 2488 2493 rBV5 23649 45493  3.40% 0.271%
66 9.085 2494 2502 2511 rVwv2 85194 176185 13.17% 1.048%
67 9.143 2511 2520 2543 rVB 254019 408374 30.53% 2.429%
68 9.252 2544 2554 2567 rBv4 16887 28544 2.13% 0.170%
69 9.352 2577 2585 2588 rBV4 6217 8769 0.66% 0.052%
70 9.413 2598 2604 2618 rVB4 50357 79703 5.96% 0.474%
71  9.484 2619 2626 2645 rBv2 71301 142932 10.69% 0.850%
72 9.648 2659 2677 2687 rBV4 110002 226811 16.96% 1.349%
73 9.738 2698 2705 2714 rVV5 77986 131772 9.85% 0.784%
74 9.789 2715 2721 2728 rVWV 84795 119101 8.90% ©0.708%
75 9.844 2728 2738 2753 rVB 494488 814005 60.85% 4.842%
76 9.960 2767 2774 2782 rBv2 52685 79847 5.97% 0.475%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV032163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 11 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 10.124 2817 2825 2827 rBV3 38740 48340 3.61% ©0.288%
78 10.162 2828 2837 2854 rVB3 352257 697312 52.13% 4.148%
79 10.448 2919 2926 2932 rBV2 111074 177695 13.28% 1.057%
80 10.519 2941 2948 2968 rVB2 804187 1258836 94.11% 7.487%
81 10.821 3034 3042 3048 rBV 217524 329508 24.63% 1.960%
82 11.095 3120 3127 3133 rBV3 147910 221792 16.58% 1.319%
83 11.191 3148 3157 3166 rBV 611569 940573 70.31% 5.594%
84 11.278 3178 3184 3191 rBV 154369 204732 15.31% 1.218%
85 11.406 3218 3224 3234 rVB2 112443 159970 11.96%  ©.951%
86 11.567 3267 3274 3291 rVB2 490766 1043039 77.97% 6.204%
87 11.734 3318 3326 3355 rVB 754971 1337670 100.00% 7.956%
88 11.860 3357 3365 3366 rBV 74175 86868 6.49% 0.517%
89 12.066 3421 3429 3433 rBV2 75634 130899 9.79% 0.779%
90 12.313 3497 3506 3513 rBV3 130879 235910 17.64% 1.403%
91 12.410 3528 3536 3544 rBV2 222540 327972 24.52%  1.951%
92 12.493 3557 3562 3568 rBV3 44168 57207 4.28% 0.340%
93 12.828 3658 3666 3682 rVB3 364964 602693 45.06%  3.585%
94 12.988 3709 3716 3727 rBV4 82884 144088 10.77% ©.857%
95 13.21@ 3777 3785 3791 rBV5 64060 105970 7.92% 0.630%
96 13.844 3974 3982 3998 rVB 259359 380268 28.43% 2.262%
97 14.757 4261 4266 4270 rBV 39218 50430 3.77% 0.300%
98 14.792 4270 4277 4286 rVB 213064 291254 21.77% 1.732%
99 15.365 4450 4455 4462 rVB4 31226 38907 2.91% 0.231%
100 15.680 4546 4553 4561 rVB 80889 106740 7.98% 0.635%

Sum of corrected areas: 16812541
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 TIC: VV032163.D\data.ms
800000

700000
600000
500000

400000

300000

200000 2.037 5.989

4.249
100000 1.275 3.802

03
1@&1&%& Qszmaesamos 3.3(816B8 4130\ 453695881 5.25885 58;3 6R2283888.5

TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ \ TTT 71T 1 TTT j—rf V_\TFY_Y_F‘ [ ‘ [ T \T‘W‘M—rrﬁ'\ 1 ‘ 1 ‘WT\‘F\ 1 ‘ T \ T /—rY_Y_Y_Y—rFTT\/TT_Y_TT
Time--> 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
Abundance TIC: VV032163.D\data.ms

800000 10.619 11.734

o

700000 11.191
600000
9.844
500000 8.789

400000 7.246 10.162

300000

9.143

200000

8.050

100000{ 6915 J158 683 9

8 8
o 7.1 76@57 9 882@é§ 8 9%';) 2\5%
T T T ‘ T T \ ‘ ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 7.00 7 50 8.00 8 50 9 00 9 50 10 00 10 50 11.00 11.50 12.00

Abundance TIC: VV032163.D\data.ms
800000

700000
600000

500000
12.828
400000
300000 13.844

12.410 14.792

200000
12.988 15.680

100000 13.210 14.757 15. 3M
0

Time--> 12 50 13 00 13 50 14 00 14 50 15.00 15 50 16 00 16 50 17 OO 17 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.500 2.70 ug/L 44309 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Octane 114 C8H18 000111-65-9 93
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): VV032163.D\data.ms (-2000) (-) m/z 43.00 100.00%
43.0
85.1
5000 57.1
71.0 )
1 H | 1141 7.20 7.40 7.60 7.80
oH‘H‘WH‘_‘H‘m‘WH‘_‘H‘H‘w:wwm,ww m/z 85.18 52.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8620: Octane
43.0
5000 \u\‘uu‘uu‘umﬂ/\\/,
29.0 57.0 7.20 7.40 7.60 7.80
710 0 m/z 40.95  48.42%
T A
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\1\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8621: Octane
Aol
\m_ww_/‘\m\,
7.20 7.40 7.60 7.80
5000 m/z 57.10 45.13%
29.0 57.0 85.0
71.0
L 1140
Oy b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 «\ W/V\
Abundance #8622: Octane S AN LYY RFAR # AT
43.0 7.20 7.40 7.60 7.80
m/z 71.00 32.83%
5000
57.0
290 ‘ 710 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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: Cyclic8.223 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.223 3.34 ug/L 54861 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 70
5 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 58
Abundance Scan 2234 (8.223 min): VV032163.D\data.ms (-2225) (-) m/z 83.00 100.00%
83.0
55.0
5000
41.0
1121 e TR
| 6‘9.0 ‘ 7.80 8.00 8.20 8.40 8.60
0t gl it e e m/z 55.08 68.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-
83.0
55.0
5000 [\\\\’\\\\‘\\\\‘\\\\’\\\
41.0 7.80 8.00 8.20 8.40 8.60
112.0 m/z 82.05 45.85%
27.0 69.0
O\\‘\\\\‘\\\‘\“\\\\““\\\‘\‘}!\‘\\\‘i‘i\\\\‘\1\\‘\\\\“\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl-
83.0
A S N
55.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 34.08%
41.0
112.0
27.0 69.0
SN O v 7 O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl- rala ANTUENTN & S
83.0 7.80 8.00 8.20 8.40 8.60
m/z 112.05  22.23%
55.0
5000
41.0
112.0
69.0 ‘ \
P S O N 7N ) SR L' 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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: Cyclic8.284 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.284 2.84 ug/L 46669 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 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
5 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 64

Abundance Scan 2253 (8.284 min): VV032163.D\data.ms (-2244) () | m/z 111.05 100.00%
110.1

69.1
5000 55.0
41.0
83.0 “W‘HAW“W‘H‘_‘H
I ‘ | ‘ 069 | 1260 8.00 8.20 8.40 8.60 ]
O bt bl 2 L S m/z 69.10 73.91%
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 \H‘\\H’H\\‘\\H‘\\/\\\/\
41.0 83.0 8.00 8.20 8.40 8.60
’ m/z 54.95 44.,26%
27.0 ‘ ‘
O \\‘HH’\H‘\“HH“l‘\\\‘\‘\H‘\H‘}l\\H‘\\\\‘9\7\9\\\i1\\\‘]-\2\}6\.‘()\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
R R A RRARRRALE:
55.0 8.00 8.20 8.40 8.60
5000 41.0 m/z 41.00 31.57%
83.0
27 0
o bl 970 | 1260
H‘H‘WH‘w‘Hw‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- e n S LA
69.0 111.0 8.00 8.20 8.40 8.60
m/z 55.95 22.56%
5000 41.0 55.0
83.0
27 0
0 ‘ “ \ ‘ ‘ 126.0 V)
‘W‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM“ e R At S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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: Cyclic8.526 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.526 3.81 ug/L 62595 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 93
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 93
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 76

Abundance Scan 2328 (8.526 min): VVO32163[ndmalns(2312)() m/z 111.10 100.00%
69.0 111.
55.0
5000 41.0
126.1
84.0 /‘\_MW_HWAA‘
H ‘ ‘ ‘ 8.20 8.40 8.60 8.80
Obrerprrrrprrrpertree il el L L mjz e8.95  95.17%
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 W
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
27.0 126.0 8.20 8.40 8.60 8.80
’ m/z 55.05 67.01%
L g
0 \\\’\\\\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\\M’\\\\“}‘!\\‘\\\‘\‘\\\\‘1\\\’\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13246: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
55.0 8.20 8.40 8.60 8.80
5000 41.0 m/z 40.95 48.54%
126.0
27.0 ‘ 84.0
0 m,m‘_HHWH;kum‘mjmW‘!H_‘“wwlm,w,m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 Cpoeo e T
69.0 8.20 8.40 8.60 8.80
111.0
m/z 43.00 44 .,52%
55.0
5000 41.0
126.0
‘ ‘ 84.0
0‘H,HH‘HH_‘HJLH_hhwukwuwﬂﬁwuﬂwu‘wMH,HH,H‘ R R
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 15:31:17 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 20
R.T. EstConc Area Relative to ISTD R.T.
8.603 5.62 ug/L 92249  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 74
2 Octane, 2-methyl- 128 C9H20 003221-61-2 72
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
4 Octane, 2-methyl- 128 C9H20 003221-61-2 64
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
Abundance Scan 2352 (8.603 min): VV032163.D\data.ms (-2345) (-) m/z 43.00 100.00%
3.0
5000 57.0 710
85.0
s e RAANE RE R
| ‘ H ‘ ‘ 99.0 113.0128.1 8.20 8.40 8.60 8.80 9.000
O A na s E e o R LARRARAR S m/z 57.05 42.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14526: Octane, 4-methyl-
43.0
5000
710 85.0 8.20 8.40 8.60 8.80 9.00
290 570 00 = m/z 71.85  38.49%
H’HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14531: Octane, 2-methyl-
43.0
R B e s s S
8.20 8.40 8.60 8.80 9.00
5000 57.0 m/z 40.95 32.43%
71.0
29 0
85.0
0 ol | 99.0113.0128.0
HV‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14544: Heptane, 2,4-dimethyl- R e A ARR
43.0 8.20 8.40 8.60 8.80 9.00
m/z 85.05 30.97%
5000 85.0
57.0 710
29 0
oh.15.0 L 99.0 113.0 128.0 N
HM‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H“ R R B A
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 15:31:18 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.725 5.47 ug/L 89821  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 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 64
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 59

Abundance Scan 2390 (8.725 min): VV032163.D\data.ms (-2378) (-) m/z 57.00 100.00%

57.0
5000
43.0 NJK

981 U R L R L |
‘ 71.0 ‘ 281 8.40 8.60 8.80 9.00
O el il 11811281 T s a0 29, 69%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
5000 T T T[T T[T i T [rrrT]
43.0 8.40 8.60 8.80 9.00

29.0 m/z 40.95 27.95%

98.0
71.0
‘ 1 | 113.0128.0
H‘HH‘\H\‘\\H‘HH‘HH‘HH‘\H\‘\\H’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0

8.40 8.60 8.80 9.00

o

5000 m/z 56.00 22.20%
43.0
290 98.0

ol.15.0 7ﬁ0 | 113.0128.0

““““,“,‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl- \/W/‘\mu_m,uw

57.0 8.40 8.60 8.80 9.00

m/z 98.10 17.77%

5000 41.0
27.0 71.0 99.0
I | 850 | 11301280

H‘HH‘H\\‘\\H‘\H\‘\H\‘HH‘\H\‘\H\’HH‘\H\‘\H\’HH‘\H\ ,\\A\A‘\\\\‘\\\\‘\\\\’\\\\‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.143  24.88 ug/L 408374  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 97
2 Nonane 128 C9H20 000111-84-2 95
3 Nonane 128 C9H20 000111-84-2 94
4 Nonane 128 C9H20 000111-84-2 91
5 Decane 142 C10H22 000124-18-5 64
Abundance Scan 2520 (9.143 min): VV032163.D\data.ms (-2511) (-) m/z 43.00 100.00%
43.0 57.0
5000
85.0
711 A A
Il H M 99.1 1281 8.80 9.00 9.20 9.40
Ot il el bl LT mjz 57.00 86.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.80 9.00 9.20 9.40
29.0 71.0 830 m/z 41.80 46.71%
I
0H’HH’\\H‘\H\‘\\\\‘\H\‘\H\‘\H\‘\l\\‘\\\}“\\\\‘HH‘H\}‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
P e T
57.0 8.80 9.00 9.20 9.40
5000 m/z 85.05 34.96%
29.0
71.0 85.0
shzso | || w0 o
e e e e e b
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14522: Nonane “‘H“‘H“‘Hﬁﬁﬁﬁ?ﬁ
43.0 570 8.80 9.00 9.20 9.40
' m/z 71.10 25.85%
5000
29.0 710 %0
99.0 128.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: Ve32163.D

: 22 Sep 2023 15:58
: SY/MD

: 04527-03ME

: 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

: 11 Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve92223\

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM082323WMA.M

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 9 (DEL) Alkane: Cyclic9.413

Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
9.413 4.86 ug/L 79703  Chlorobenzene-d5 8.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl-, 126 CSH18 004923-78-8 70
2 1H-Pyrazole, 5-ethyl-4,5-dihydro... 126 C7H14N2 021981-22-6 58
3 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1010309-21-6 53
4 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 53
5 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 53
Abundance Scan 2604 (9.413 min): VV032163.D\data.ms (-2598) (-) m/z 97.10 100.00%
97.1
55.0
5000
41,0
AR RRAREE s S
‘ 81.# | 1120 12‘6-1 9.00 9.20 9.40 9.60 9.80
Obrrrer el el il O L s 55,00 73.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 9.0
5000 R R
21.0 9.00 9.20 9.40 9.60 9.80
570 69.0 126.0 m/z 57.00 54.38%
O \\‘HH‘\\\‘\“\\H“U\H‘\‘\!\‘\\\H}\\\\8‘[\3\9‘\\\1‘\\]\-\]-“]\.'\(\)\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12894: 1H-Pyrazole, 5-ethyl-4,5-dihydro-3,5-dimethyl-
97.0
R e R
9.00 9.20 9.40 9.60 9.80
5000 m/z 43.00 53.43%
280 220 00
W 830 | 11101260
0 ‘wHH_"H}"H““‘H_wm_‘H;"H_“H_m_m“mw!uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #150332: Sulfurous acid, cyclohexylmethyl hexyl ester T
97.0 9.00 9.20 9.40 9.60 9.80
m/z 41.00 36.05%
55.0
5000
41.0 83.0
ol %0 80 a1 1270
‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘ CO e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60 9.80

SFAMVLM@82323WMA.M Mon Sep 25 15:31:22 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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

10 (DEL) Alkane: Straight-Chai...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.648 13.82 ug/L 226811 Chlorobenzene-d5 8.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 60
2 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 60
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 60
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 55
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 49
Abundance Scan 2677 (9.648 min): VV032163.D\data.ms (-2659) (-) m/z 57.00 100.00%
57.0
5000 4110
81.0 T ‘ T T ‘ T
‘ H 96.9 11‘3‘1 1421 9.50 10.00
byl il 989 L 42 s 71,05 60.00%
miz-> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 N —
4100 9.50 10.00
m/z 42.95 53.46%
113.0
miz-> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
e e
a1lo 9.50 10.00
5000 m/z 41.00 45.17%
1 85.0 113.0
o 2o Ll B0 o
miz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- T —
57.0 9.50 10.00
m/z 56.00  34.20%
5000 410
113.0
LU | Y N -3 gy WL
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAMVLM@82323WMA.M Mon Sep 25 15:31:23 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 11 (DEL) Alkane: Cyclic9.738 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.738 8.03 ug/L 131772  Chlorobenzene-d5 8.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 74
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 74
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 74
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59
Abundance Scan 2705 (9.738 min): VV032163.D\data.ms (-2698) (-) m/z 83.05 100.00%
83.0
55.0
5000 410
6b.0 126.1 - pon,
‘ H m ‘ 97.0 9.50 10.00
0berrrerrrrrrreler el el b 2220 L Tm/z 55.00  83.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
5000 41.0 — —
9.50 10.00
27.0 126.0 m/z 82.05 64.01%
| 69.0
O H‘HH‘\HH‘\H\‘H‘H\“\‘\!‘\‘H\ﬁ}HH’\}H‘?Z\.?\H‘HH‘\H‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13200: Cyclohexane, propyl-
55.0 83.0 M
== Pl
9.50 10.00
5000 41.0 m/z 41.00 49,23%
27.0 69.0 126.0
SR N R TS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl- T —
83.0 9.50 10.00
55.0 m/z 67.00 27.15%
5000
41.0
126.0
27.0 69.0
oH_WH_H‘Mw!wﬁ;HHM?Z;R‘1“1‘1‘-‘9‘“”“ AVAAY L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00

SFAMVLM@82323WMA.M Mon Sep 25 15:31:24 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 16
R.T. EstConc Area Relative to ISTD R.T.
9.789 7.26 ug/L 119101 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 78
2 Heptane, 4-(1-methylethyl)- 142 C16H22 052896-87-4 64
3 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 64

4 Undecane, 6-methyl- 170 C12H26 017302-33-9 64
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 53

Abundance Scan 2721 (9.789 min): VV032163.D\data.ms (-2715) (-) m/z 57.00 100.00%

57.0
5000
98.1
41,0
P T
‘ 9.50 10.00
bt lrE0y 1421 o 4300 46.42%
miz--> 20 40 60 80 100 120 140
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
5000 ~— SR
41,0 9.50 10.00
98.0 m/z 98.16  35.43%
o120 H 0l e “ 1140 __ 142.0
\\\\‘\\\\‘\\\\‘\\\\[\\\\[\\\\‘\\\\[\\\
miz--> 20 40 60 80 100 120 140
Abundance #22132: Heptane, 4-(1-methylethyl)-
57.0
P e
9.50 10.00
5000 m/z 41.00 26.22%
41,0 98.0
0, 150 H Wl g77o | 1140 1420
T e L e e
m/iz--> 20 40 60 80 100 120 140
Abundance #22131: Heptane, 3-ethyl-2-methyl- —— ——
57.0 9.50 10.00
m/z 56.00 13.42%
5000
410 98.0
0 25,0 “‘ | 79.0 ‘ 1140 1420
e e e A R S e e — e
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\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 13 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.844  49.59 ug/L 814005 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 97

2 .alpha.-Pinene 136 C10H16 000080-56-8 96

3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 95

4 .alpha.-Pinene 136 C1OH16 000080-56-8 95

5 .alpha.-Pinene 136 C10H16 000080-56-8 94

Abundance Scan 2738 (9.844 min): VV032163.D\data.ms (-2728) (-) m/z 93.00 100.00%

93.0
5000
77.0
41"0 ‘ 12119361 9.50 10.00
b 828 Ll myz 9.0 44.34%
miz--> 20 40 60 80 100 120 140
Abundance  #18189: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 f\
950 10 00
41.0 77.0 1210 m/z 92.00 36.53%
‘ ‘ "7136.0
O\\\‘\‘\p\\““\\ﬁﬁ “‘\\‘\‘\M\\\“\\\}‘\\
miz--> 20 100 120 140
Abundance #18035. .aIpha.—Pinene
93.0
950 10 00
5000 m/z 77.00 29.53%
0 77.0
) ‘ 121'01360
ol 280 |\ gmoy L L L R0
m/iz--> 20 40 60 80 100 120 140
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0 950 10 00
m/z 79.00 24.51%
5000
770 121.0
41.0 ‘ .
136.0
o800 o L
m/z--> 20 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 22
R.T. EstConc Area Relative to ISTD R.T.
9.960 4.86 ug/L 79847  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 70
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 68
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 50
4 Decane 142 C10H22 000124-18-5 50
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 50
Abundance Scan 2774 (9.960 min): VV032163.D\data.ms (-2767) (-) m/z 57.00 100.00%
57.0
98.0 SR
‘ H ‘ 1 10.00
oww_m‘,‘m‘uw‘mmJ_‘Ju_ku'm_wwm m/z 43.00 77.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22068: Decane
43.0
5000 T
71.0 10.00
m/z 41.00 36.76%
O\\]-\5\‘0\‘\‘\\"‘}\\‘!‘\\“\\‘1\\9\?‘(\)\\\‘\\\]-\4‘2\\()\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22071: Octane, 4-ethyl-
57.0
——
10.00
5000 m/z 71.00 25.94%
29.0 gs.0 1120
L A O A Y
om‘_m,m WH_H‘_m_m‘HHWH_H
miz--> 60 80 100 120 140 160 180
Abundance #59066.Undecane,ZE—dwneﬂwL ——
57.0 10.00
m/z 55.95 25.36%
5000
29.0 112.0
S A S LIS LI i
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 (DEL) Alkane: Cyclic11.095 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.095 11.79 ug/L 221792 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, butyl- 140 C1oH20 001678-93-9 87
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 78
4 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 72
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72
Abundance Scan 3127 (11.095 min): VV032163.D\data.ms (-3120) (- m/z 83.10 100.00%
83.1
55.0
5000
140.0 ‘ \00‘ \
I M\ | 1l o
ol v ehalb el S e m/z 55.00  71.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 —
11.00
29.0 140.0 m/Z 82.00 62.98%
0 \\\‘\H\\‘i”\\\“!“\‘1“\\“‘\\\\“]\-J\-:\L.\o‘\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
R \
55.0 11.00
5000 m/z 41.00 37.64%
29.0 140.0
ol i b e L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71755: Cyclohexane, octyl- T ‘
83.0 11.00
55.0 m/z 67.00 22.21%
5000
29.0
ol L) 1120 1390 1680 196.0
A e e AEEATE S T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 Benzene, 1,2,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.278 10.88 ug/L 204732  1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 92
2 Mesitylene 120 C9H12 000108-67-8 90
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 78
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 60
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 60
Abundance Scan 3184 (11.278 min): VV032163.D\data.ms (-3178) (- m/z 105.00 100.00%
105.0
5000 71.0
43.0
‘ 11.00 11.50
Ol el wl Dol 18269 15611100 05 43.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000 S /\
11.00 11.50
m/z 71.05 41.60%
77.0
0 1T ‘2\7\.9\“ T \‘M.‘\H‘ ‘\‘\ T \‘H‘ T \‘\ T ‘h‘\ \;1\1“2\.\0\ T ‘ T T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10695: Mesitylene
105.0
s —
11.00 11.50
5000 m/z 43.00 33.54%
39.0 77.0
P I .5 T Y T
miz--> 20 40 60 80 100 120 140 160 w
Abundance #10705: Benzene, 1,2,4-trimethyl- BT
105.0 11.00 11.50
m/z 57.00 23.48%
5000
28.0 77.0
51.0
5 R N o Y 1 - NN U | GUUNORY W
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\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 13
R.T. EstConc Area Relative to ISTD R.T.
11.406 8.50 ug/L 159970 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 86
2 Decane, 3-methyl- 156 C11H24 013151-34-3 78
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 53
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 53

Abundance Scan 3224 (11.406 min): VV032163.D\data.ms (-3218) (- m/z 57.00 100.00%
57.0

5000 85.0
126.1 \J"J\?M\/\/\\/\"/\\VT\
39 11.50
I g 2091 ] 1542
Otk ‘mu‘em“u““““““‘ m/z 71.05 61.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
5000 W\T,\A‘/\/\‘/\J‘\‘ .
29.0 820 11.50

m/z 43.00 56.05%

126.0
|l ! | 156.0
0\\\‘\{\\‘}\\“ \“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
S, W
ey
11.50
5000 m/z 41.00 49.,08%
29.0 85.0
127.0
‘ Ll " H 156.0
0 ““H“““ T A I A e
m/z--> 60 80 100 120 140 160
Abundance #33097:Nonane,3]—mnuﬁhyh T
57.0 11.50

m/z 85.05 40.95%

5000
29.0

m/z--> 20 40 60 80 100 120 140 160 11.50

127.0
M I, | 156.0
R R T

o
[ee]
al
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 1
R.T. EstConc Area Relative to ISTD R.T.
11.734  71.11 ug/L 13376760  1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Undecane 156 C11H24 001120-21-4 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 90
Abundance Scan 3326 (11.734 min): VV032163.D\data.ms (-3318) (- m/z 57.00 100.00%
57.0
85.1
\/\/\J\\*’r : Lo
b el e e e e m/z 43.00 85.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0
5000 W U
85.0 11.50 12.00
29.0 ' m/z 71.05 49.31%
| ‘ I | “ 1130  156.0
O\\\‘\\\\‘\\\\‘\\H\’\\\\H‘\\i‘\‘\‘\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33081: Undecane
57.0 MJ\
= .
11.50 12.00
5000 m/z 41.00 40.01%
29.0 850
L.l a0 1560
L i .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane T T
57.0 11.50 12.00
m/z 85.10  29.89%
5000
85.0
29.0
ool L L 130 110 1o 1500
“‘_“‘_“w“‘w“H“‘H“H“‘H“H“‘H“_ e o~
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 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 19 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
11.860 4.62 ug/L 86868 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3365 (11.860 min): VV032163.D\data.ms (-3357) (- m/z 119.05 100.00%
119.1

3

5000
55.0 91.0
11.50 12.00
ol 38, ‘1‘ ‘ w*u*?ﬁ“ﬁ : ‘ Lokl 13821582 13h 65 30.14%
miz--> 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
11.50 12.00
m/z 55.00 19.74%
91.0
0 \1\5\.0‘ T \3\9‘"(\) h \‘6?.\0\ \M T \‘\ T “1“\ \‘\“L T \‘\.‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
P e
11.50 12.00
5000 ITI/Z 91.00 17.53%
91.0
39.0 65.0 ‘
- T 1 R
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- P —
119.0 11.50 12.00
m/z 82.95 17.13%
5000
91.0
oliso M0 880 1 L uiaseo o wA N
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 1-Phenyl-1-butene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.066 6.96 ug/L 130899 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 55
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 42
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 42
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 42
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 42
Abundance Scan 3429 (12.066 min): VV032163.D\data.ms (-3421) (- m/z 117.05 100.00%
57.0 1171
5000 85.0 Aj\
e —rd
39‘ H 412 1702 12.00
M | i : m/z 57.05 84.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 At :
910 12.00
L m/z 71.e0  76.59%
51.0 ‘
0 \\\‘2\7‘\:9\“‘\\“1”\“?9\.91“‘\M\‘HU‘H ‘\‘U‘\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
T \
12.00
5000 m/z 42.95 74 .96%
91.0
390 650 ”
0 \\\‘\‘\\\“\\“1‘\“1‘”1““”‘1\“‘1‘” A e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- P
117.0 12.00
m/z 119.00  44.99%
5000
91.0
ol 210 >0 730 | M DU
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\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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: Cyclic12.313 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.313  12.54 ug/L 235910 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 62
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 52
3 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 49
4 Cyclohexanone, 3,3,5,5-tetramethyl- 154 C10H180 014376-79-5 49
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
Abundance Scan 3506 (12.313 min): VV032163.D\data.ms (-3497) (- m/z 83.05 100.00%
55.0 83.0
5000
05.0 154.1 7 1
‘ 126.1 12.00 12.50
0! it m/z 55.00  89.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 — ——
12.00 12.50
m/z 82.05 69.23%
29.0 ‘
O L ‘ \‘\‘\ \“‘\ T \‘u\“ \HM\ T “1 T \u_‘o\s\.‘(\) \1‘2i‘5\.(\)\ ‘ L ‘]-\618.\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
— —
12.00 12.50
5000 m/z 41.00 56.82%
29.0 154.0
0 H‘,‘H"M‘HMﬁam‘u‘M‘J‘%%¥p‘H““‘J“H“
m/z--> 20 40 60 80 100 120 140 160
Abundance  #13293: Cyclopentane, 1-methyl-3-(1-methylethyl)- — ——
55.0 83.0 12.00 12.50
m/z 69.00 45.18%
5000 111.0 WNW
210 1l )
Ot R B e B — —
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\VVv@92223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 22 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.410 17.43 ug/L 327972 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 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 3536 (12.410 min): VV032163.D\data.ms (-3528) (- m/z 119.05 100.00%
119.1
5000
91.0 oI
410 67.0 | 152.2 12.50
[ “““ W “‘w “‘HH Aol L wyz 13405 45.69%
m/z--> 20 100 120 140 160
Abundance #17068.Benzene,L2¢{54eUameﬂwL
119.0
5000 ﬂ\/\ /J\
1250
91.0 m/z 91.00 16.81%
65.0
O\1\5\0‘\‘\\\“‘\\‘\\“\‘\\\“\\‘\\“\‘\\Hl\\\“\‘\\\\‘\\\\
miz-> 20 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
—
12.50
5000 m/z 41.00 15.20%
91.0
Ol
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- ——
119.0 12.50
m/z 67.00 13.69%
B \/M
91.0
150 90 880
O b et et e e —
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 23 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
12.493 3.04 ug/L 57207 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 96
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 96
3 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 93
4 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 64
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 49

Abundance Scan 3562 (12.493 min): VV032163.D\data.ms (-3557) (- m/z 133.05 100.00%
133.1
5000
A g
115'0 \ T T T T ‘ T T T T
41.0
o I s o
0l o o e Ol My P m/z 119.00  86.27%
miz--> 20 40 60 80 100 120 140
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
5000 T
91.0 1480 12.50
m/z 131.00 42.91%
39.0 65.0
190 ) b 4 ‘H L
0 \\‘\‘\\H\i\\‘“\“}\\‘i‘\\‘“\“1‘\\1‘\“\\‘\\‘\\‘
miz-> 20 40 60 80 100 120 140
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0
s
12.50
5000 m/z 148.05 41.89%
91.0
‘ ‘ 117.0
65.0
IV Wl T O s
m/iz--> 20 40 60 80 100 120 140 ]L
Abundance #26380: Benzene, 2,4-diethyl-1-methyl- “A‘ ——
133.0 12.50
m/z 91.00 34.79%
5000
91.0
117.0
39.0
150 0 0 \‘ T
Yt MM ST R S AR T | S St e
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 3
R.T. EstConc Area Relative to ISTD R.T.
12.828 32.04 ug/L 602693 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 43
3 Undecane 156 C11H24 001120-21-4 43
4 Tetradecane 198 C14H30 000629-59-4 43
5 Dodecane 170 C12H26 000112-40-3 41
Abundance Scan 3666 (12.828 min): VV032163.D\data.ms (-3658) (- m/z 57.00 100.00%
57.0
- i M\A‘L/
5 ==
‘ ‘ 12.50 13.00
0 ddpod 92 m/z 43.00  83.49%
miz--> 50 100 150 200 250 300 350
Abundance #45478: Dodecane
57.0
5000 Ls =
12.50 13.00
# m/z 71.05 54.88%
170.0
Ol‘S‘d‘“‘“\‘\‘““H‘\“"1“““““““““““
miz--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
= ==
12.50 13.00
5000 m/z 41.00 45, 20%
9.0
NELRSNE “\ 1141:0 189.0231.0273.0315.0  386.(
iy Al e e e
m/z--> 50 100 150 200 250 300 350
Abundance #33080: Undecane o ——
57.0 12.50 13.00
m/z 119.10 42.04%
5000
156 0
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.988 7.66 ug/L 144088 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 93
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 86

Abundance Scan 3716 (12.988 min): VV032163.D\data.ms (-3709) (- m/z 57.00 100.00%
57.0 104.0
5000 132.1
‘ 13.00
[ “‘ ‘ ‘M Ll Hm” e “‘ Ll b, 2E211842 7 le4.e0  95.43%
miz--> 20 60 80 100 120 140 160 180
Abundance #16158. Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 \Af\/\’\\ —
13.00
m/z 132.05 47 .60%
78.0
270 P
O\\\\‘\\\\‘\\”‘\‘H\\\‘\\\\‘ \\\‘\‘\h\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
wath L IL A,
1320 13.00 o
5000 ITI/Z 91.00 44.107%
20 M0 0L
SNl Y A M A ST M A )
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro- —
104.0 13.00
m/z 43.00 43.10%
132.0
5000
27 o 51.0 780
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\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 26 Benzene, (3-methyl-2-butenyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.210 5.63 ug/L 105970 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 86
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 62
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 60
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 50

Abundance Scan 3785 (13.210 min): VV032163.D\data.ms (-3777) (- m/z 133.00 100.00%
138.0

5000

T —
13.00 13.50

0’ m/z 131.00  95.21%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
P W A\

5000 Ay A
13.00 13.50

m/z 146.00  33.94%

41.0 65.0
“H‘NH‘WHMwNM"_lew}WR‘M“MH“H“_‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25004: Benzene, (3-methyl-2-butenyl)-
131.0
L | /LM/

o

91.0 I LT
13.00 13.50
5000 m/z 119.00 31.59%
39.0
65.0
150‘ ‘
ol w A, h“‘”“Jl‘JN‘WM ml“‘h“““““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)-

131.0 1300 1350

m/z 115.00  29.54%

91.0
5000
39.0
65.0
M M\A‘\m ] W}ﬂ@ m il

0“‘“““““““ww“““‘ S R
miz--> 60 80 100 120 140 160 180 13.00 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.844 20.21 ug/L 380268  1,4-Dichlorobenzene-d4  11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 Cl32s 000629-50-5 96

2 Tridecane 184 C13H28 000629-50-5 96
3 Tridecane 184 C13H28 000629-50-5 94
4 Tridecane 184 C13H28 000629-50-5 94
5 Tetradecane 198 C14H30 000629-59-4 91

Abundance Scan 3982 (13.844 min): VV032163.D\data.ms (-3974) (- m/z 57.00 100.00%

57.0
5000 85.0
M\_A

1350 14.00
1121 184.2
H“H"_“W‘”m‘JH‘WH“_‘%ﬁ¥}H“H‘_“EQTP m/z 43.00 80.16%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
W\/\L

o

5000 85.0
13. 50 14 00
29.0 m/z 71.10 58.89%
Ll 120 aag 1810
0\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0 N\&/\
13 50 14 OO
5000 m/z 41.00 40.30%
29.0 85.0
0 ‘ ‘\ HH\ “\ “ 112 0 1l 141 0 184 0
R e R A RARAR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane o ——
57.0 13.50 14.00

m/z 85.05 37.80%

5000
29.0 85.0

m/z--> 20 40 60 80 100 120 140 160 180 200 13. 50 14 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 Benzocycloheptatriene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.757 2.68 ug/L 50430 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 97
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 95
Abundance Scan 4266 (14.757 min): VV032163.D\data.ms (-4261) (- | m/z 142.00 100.00%
14p.0
5000 115.0 J\J{
— —
509 698 800 14.50 15.00
O ot W 2830 o 140 00 97.20%
miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — et
115.0 14.50 15.00
m/z 115.00  38.57%
390 030 890 I
O ‘\\\\“\\H\\“\‘\‘\H\‘\‘\\\’\\\‘}’\\\\"1\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-
142.0
= —
14.50 15.00
5000 m/z 143.00 11.67%
115.0
390 630 890
| 1l o i 1 mil n
A i T
m/z--> 20 40 60 80 100 120 140 160 /
Abundance #22144: Naphthalene, 1-methyl- Wny ol AR W\mﬂ\"/\m
142.0 14.50 15.00
m/z 139.00 10.72%
5000
115.0
71.
39.0 ‘O 89.0 ‘
O e e e L LI A
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.792  15.48 ug/L 291254  1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tetradecane 198 C14H30 000629-59-4 94
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 83
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80
Abundance Scan 4277 (14.792 min): VV032163.D\data.ms (-4270) (- m/z 57.00 100.00%
57.0
- e /&ffLAka\x«A¢vfk
‘ 14:50 15.00
112.1 198.3 . :
0 m,‘m,m!,w“:w‘lw\m_f?’?“l”‘lﬁ??ww m/z 43.00 78.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 s —
85.0 14.50 15.00
290 m/z 71.10 63.68%
\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
oA ==
14.50 15.00
5000 85.0 m/z 41.00 40.74%
29.0
ooyt L 90,3430 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane T —
57.0 14.50 15.00
m/z 85.10  39.78%
5000 85.0
29.0
0 L | 1130 1410 1690 1980
‘H,‘H‘,H“M‘lwwu"HJ‘_“q‘H“H“_“W“ e s
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092223\
Data File : VV@32163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.680 5.67 ug/L 106740 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 97
2 Pentadecane 212 C15H32 000629-62-9 96
3 Pentadecane 212 C15H32 000629-62-9 93
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 4553 (15.680 min): VV032163.D\data.ms (-4546) (- m/z 57.00 100.00%

57.0
5000
7

9 15.50 16.00
159.1 212.3
om_m_HH‘,H“:‘um_wm%HW,W,HH_WW_W%?H m/z 43.00 70.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90189: Pentadecane
57.0
5000 e .

15.50 16.00
m/z 71.05 62.39%

27.0‘ 99.0
\H‘\‘\‘H“MHH"\\“}\“1‘\H‘H}‘\‘\‘\1\%“]\_\\0\’\\]\-%\3\9‘2\]\_%‘(?\H‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90190: Pentadecane
57.0
—s

o

15.50 16.00
5000 m/z 85.10 41.07%
99.0
b Ak MA0 1820220
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90192: Pentadecane T =
57.0 15.50 16.00

m/z 41.00 37.92%

5000
27, ‘ 99.0
\ \ | ||, 1410 18302120

Y A I ol

T T
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92223\
Data File : VV032163.D

Acqg On : 22 Sep 2023 15:58

Operator : SY/MD

Sample : 04527-03ME

Misc : 5.96g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 11 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 7.500 2.7 ug/L 44309 2 8.789 820798 50.0
(DEL) Alkane: C 8.223 3.3 ug/L 54861 2 8.789 820798 50.0
(DEL) Alkane: C 8.284 2.8 ug/L 46669 2 8.789 820798 50.0
(DEL) Alkane: C 8.526 3.8 ug/L 62595 2 8.789 820798 50.0
(DEL) Alkane: S... 8.603 5.6 ug/L 92249 2 8.789 820798 150.0
(DEL) Alkane: S... 8.725 5.5 wug/L 89821 2 8.789 820798 50.0
(DEL) Alkane: S 9.143 24.9 ug/L 408374 2 8.789 820798 50.0
(DEL) Alkane: C 9.413 4.9 ug/L 79703 2 8.789 820798 50.0
(DEL) Alkane: S 9.648 13.8 ug/L 226811 2 8.789 820798 150.0
(DEL) Alkane: C 9.738 8.0 ug/L 131772 2 8.789 820798 150.0
(DEL) Alkane: S... 9.789 7.3 ug/L 119101 2 8.789 820798 50.0
(1S)-2,6,6-Trim... 9.844 49.6 ug/L 814005 2 8.789 820798 50.0
(DEL) Alkane: S... 9.960 4.9 ug/L 79847 2 8.789 820798 50.0
(DEL) Alkane: C... 11.095 11.8 ug/L 221792 3 11.191 940573 50.0
Benzene, 1,2,3-... 11.278 10.9 ug/L 204732 3 11.191 940573 50.0
(DEL) Alkane: S... 11.406 8.5 ug/L 159970 3 11.191 940573 50.0
(DEL) Alkane: S... 11.734 71.1 ug/L 1337670 3 11.191 940573 50.0
Benzene, 2-ethy... 11.860 4.6 ug/L 86868 3 11.191 940573 50.0
1-Phenyl-1-butene 12.066 7.0 ug/L 130899 3 11.191 940573 50.0
(DEL) Alkane: C... 12.313 12.5 ug/L 235910 3 11.191 940573 50.0
Benzene, 1,2,4,... 12.410 17.4 ug/L 327972 3 11.191 940573 50.0
Benzene, 1,3-di... 12.493 3.0 ug/L 57207 3 11.191 940573 50.0
(DEL) Alkane: S... 12.828 32.0 ug/L 602693 3 11.191 940573 50.0
Naphthalene, 1,... 12.988 7.7 ug/L 144088 3 11.191 940573 50.0
Benzene, (3-met... 13.210 5.6 ug/L 105970 3 11.191 940573 50.0
(DEL) Alkane: S... 13.844 20.2 ug/L 380268 3 11.191 940573 50.0
Benzocyclohepta... 14.757 2.7 ug/L 50430 3 11.191 940573 50.0
(DEL) Alkane: S... 14.792 15.5 ug/L 291254 3 11.191 940573 50.0
(DEL) Alkane: S... 15.680 5.7 ug/L 106740 3 11.191 940573 50.0
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