LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46100.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 72 81 103 rVB 131955 185207 ©.49% 0.190%
2 1.864 157 163 166 rBV2 1530 1586 0.00% 0.002%
3 1.916 176 179 198 rW 76104 139825 0.37% 0.144%
4 2.064 221 225 227 rBV3 644 561 ©0.00% 0.001%
5 2.546 364 375 389 rBV 211878 343877 ©.92% 0.353%
6 3.035 521 527 534 rBV5 1280 2040 0.01% 0.002%
7 3.179 556 572 592 rBV2 5859 16061 0.04% 0.016%
8 3.279 600 603 606 rBv3 267 222 0.00% ©0.000%
9 4.658 1012 1032 1094 rBv2 65497 320926 0.86% 0.329%
10 5.063 1141 1158 1185 rVB2 219379 537949 1.43% 0.552%
11  5.202 1196 1201 1204 rBV2 307 298 0.00% ©0.000%
12 5.723 1339 1363 1388 rBvV2 560162 1412483 3.77% 1.450%
13 5.851 1400 1403 1407 rVB2 296 254 0.00% ©0.000%
14  5.983 1433 1444 1458 rBV4 4905 13615 ©0.04% 0.014%
15 6.121 1483 1487 1492 rBV3 491 500 0.00% 0.001%
16 6.250 1511 1527 1557 rBV 280943 577451 1.54% 0.593%
17 6.469 1592 1595 1599 rBV2 268 230 0.00% 0.000%
18 6.536 1601 1616 1625 rBV7 4873 11207 0.03% 0.012%
19 6.597 1630 1635 1636 rBV3 1528 1095 0.00% 0.001%
20 6.690 1649 1664 1693 rVB 301841 623911 1.66% 0.640%
21 6.800 1695 1698 1707 rVB4 954 1411 0.00% 0.001%
22 7.195 1818 1821 1824 rBV2 295 214 0.00% 0.000%
23 7.227 1829 1831 1835 rBvV2 341 241 0.00% 0.000%
24  7.256 1835 1840 1842 rBV4 417 370 0.00% ©0.000%
25 7.501 1905 1916 1920 rVV4 962 1308 ©0.00% 0.001%
26 7.568 1922 1937 1959 rVVW 176523 345560 ©.92%  0.355%
27 7.652 1959 1963 1971 rVB5 1732 2481 0.01% 0.003%
28 7.690 1971 1975 1979 rBV2 430 394 0.00% ©0.000%
29 7.793 1996 2007 2018 rBV3 1847 3275 0.01% 0.003%
30 7.835 2018 2020 2022 rBV3 577 366 0.00% ©0.000%
31 7.899 2024 2040 2057 rBV 666679 1249036  3.33% 1.282%
32 8.131 2102 2112 2116 rBV6 2461 3430 0.01% 0.004%
33 8.182 2116 2128 2154 rVB 106431 233255 0.62% 0.239%
34 8.308 2164 2167 2172 rVB2 393 334 0.00% ©0.000%
35 8.366 2180 2185 2192 rBvV2 781 11706 0.00% 0.001%
36 8.465 2212 2216 2221 rBV2 495 686 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
37 8.546 2230 2241 2251 rvB8 2956 5144 0.01% 0.005%
38 8.687 2260 2285 2314 rBV 212166 736090 1.96% 0.756%
39 8.825 2327 2328 2334 rVB3 557 261 0.00% 0.000%
40  8.864 2334 2340 2348 rVB4 1755 2662 0.01% 0.003%
41  8.925 2348 2359 2360 rBvV2 2119 2694 0.01% 0.003%
42 9.022 2385 2389 2391 rBV2 443 395 0.00% 0.000%
43 9.057 2391 2400 2405 rVvv4 1309 2282 0.01% 0.002%
44  9.121 2411 2420 2427 rBV5 2296 4110 0.01% 0.004%
45  9.176 2427 2437 2441 rVV6 3943 7572 0.02% 0.008%
46 9.211 2442 2448 2460 rVB5 10231 17682 0.05% 0.018%
47  9.259 2460 2463 2468 rVB2 555 357 0.00% ©0.000%
48  9.337 2477 2487 2499 rBvV2 9481 16194 0.04% 0.017%
49 9.423 2499 2514 2534 rBV 317826 729489 1.94% 0.749%
50 9.513 2540 2542 2548 rVB5 490 368 0.00% ©0.000%
51 9.575 2548 2561 2575 rBV 55175 107422 0.29% 0.110%
52 9.700 2585 2600 2610 rBV 119961 253011 0.67% 0.260%
53 9.877 2646 2655 2657 rBV4 976 1361 ©0.00% 0.001%
54 9.960 2669 2681 2687 rBV7 1825 3906 0.01% 0.004%
55 10.021 2690 2700 2712 rBV6 14695 32243 0.09% 0.033%
56 10.112 2715 2728 2741 rVWV 91515 186428 0.50% 0.191%
57 10.253 2761 2772 2784 rVB3 26098 48347 0.13% 0.050%
58 10.321 2786 2793 2795 rBV5 4499 5648 0.02% 0.006%
59 10.356 2798 2804 2811 rVWV5 12615 18230 0.05% 0.019%
60 10.491 2832 2846 2854 rBV5 14350 30921 0.08% 0.032%
61 10.558 2857 2867 2875 rBv4 16959 32060 0.09% 0.033%
62 10.774 2921 2934 2958 rVB 431408 795262 2.12% 0.816%
63 10.912 2971 2977 2986 rVB 19899 30238 0.08% 0.031%
64 11.005 2997 3006 3021 rBV 105823 246491 0.66% 0.253%
65 11.115 3029 3040 3056 rVB2 216091 464853 1.24% 0.477%
66 11.301 3088 3098 3114 rBV 64543 136918 ©0.37% 0.141%
67 11.417 3128 3134 3141 rVWV 56596 71782 0.19% 0.074%
68 11.475 3142 3152 3174 rVB 336111 589763 1.57% 0.605%
69 11.578 3175 3184 3191 rBV2 26026 49175 0.13% 0.050%
70 11.710 3216 3225 3230 rBV6 43029 82775 0.22% 0.085%
71 11.819 3249 3259 3271 rBV 483493 807298 2.15% ©.829%
72 12.102 3337 3347 3363 rBV3 147519 314797 0.84% 0.323%
73 12.198 3366 3377 3391 rVB2 792522 1368205 3.65% 1.404%
74 12.327 3409 3417 3428 rVB 282217 412128 1.10% ©.423%
75 12.468 3454 3461 3466 rBV3 56279 88818 0.24% 0.091%

76 12.928 3596 3604 3612 rBV 154649 256500 0.68% 0.263%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis

77 12.976 3613 3619 3626 rVB 157223 208207 ©.56% 0.214%
78 13.031 3627 3636 3647 rBV2 466320 821638 2.19% 0.843%
79 13.295 3709 3718 3728 rVB3 191630 319381 0.85% 0.328%
80 13.356 3730 3737 3744 rBV4 57610 79776 0.21% 0.082%
81 13.455 3747 3768 3783 rBV5 371080 937215 2.50% 0.962%
82 13.562 3795 3801 3807 rBV 69123 95232 0.25% 0.098%
83 13.735 3847 3855 3864 rBv4 38289 71825 ©0.19% 0.074%
84 13.838 3879 3887 3893 rBV3 137968 224239 0.60% 0.230%
85 14.095 3953 3967 3983 rVB 16782476 27825791 74.19% 28.564%
86 14.211 3993 4003 4017 rVB 714742 1144248 3.05% 1.175%
87 14.488 4082 4089 4100 rVB 190601 280736 ©.75% 0.288%
88 14.671 4136 4146 4169 rBV2 249843 540283 1.44% 0.555%
89 14.812 4183 4190 4198 rBV 111345 156917 0.42% 0.161%
90 14.877 4204 4210 4221 rVB2 228301 367434 0.98% 0.377%

91 15.169 4295 4301 4307 rBV 308988 437200 1.17%  ©.449%
92 15.233 4308 4321 4344 rVB 21866065 37507667 100.00% 38.502%
93 15.340 4346 4354 4363 rBV 219187 357504 0.95% ©.367%
94 15.414 4365 4377 4398 rVB 6747023 10949664 29.19% 11.240%
95 15.951 4536 4544 4559 rVB 276220 448773 1.20% ©0.461%

96 16.147 4598 4605 4613 rBV 92286 128946 0.34% 0.132%

97 16.259 4631 4640 4662 rVB 129533 260326 0.69% 0.267%

98 16.407 4678 4686 4693 rBvV2 77363 116451 0.31% 0.120%

99 17.095 4893 4900 4920 rVB3 23979 47984 0.13% 0.049%

100 17.404 4987 4996 5008 rVB 55589 96570 0.26% 0.099%
Sum of corrected areas: 97416716
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\

: VUe46100.D

: 04 Dec 2021 17:51

: SY/MD

: M4942-02

: 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
14

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

Abundance TIC: VU046100.D\data.ms
2e+07
1.5e+07
1le+07
5000000
O\‘\\}\?9}\\%%6\@\96\4\‘\\\\‘\2\\5\4"§\\\‘\\\?"O\:\i\s\lﬁg\?\g‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\4‘\6\5\8\‘\\\\5‘96{3\‘2\\\\‘\\\\‘\5\\7%‘3\8@9@]\-%\2\5\0\6‘\9%2?\(
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU046100.D\data.ms
2e+07
1.5e+07
1le+07
5000000
4500 564785957 00. Mgmnmmm.%éo ,ﬁﬂgmmalﬁ_ 3@14;@5&1837&&19 12]1@3'
] T
Time--> TOO 750 800 850 9.00 950 1000 1050 1100 1150 1200
Abundance TIC: VU046100.D\data.ms
15.p33
2e+07
14.095
1.5e+07
1le+07
15.414
5000000
o[ 2%ae8  128B881132084550213838 ‘L‘ 211 14.4881 67488577 15168 3 15.9506.18 269,407 17.095 17.404
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ ‘ ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15 50 16.00 16.50 17.00 17.50

SFAMULM112921WMA.M Wed Dec 08 04:03:52 2021

Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
10.253 3.31 ug/L 48347  Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 86
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 81
3 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 80
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 80
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 72

Abundance Scan 2772 (10.253 min): VU046100.D\data.ms (-2761) (- m/z 57.05 100.00%
57.0

5000
41[0
113.1 T T
85.1 ‘ 1422 10.00 10.50
0 H“HHH\‘““_“;Hlw“‘h“”w“"H‘“HH“CH m/z 71.05 69.95%
m/z--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
1 J\M
5000 k o =l
10.00 10.50
410 113.0 m/z 43.00 47.23%
85.0
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0 //Jk\
B
410 10.00 10.50
5000 ITI/Z 41.00 36.61%
113.0
0 A e
olaso | WL L w0
m/z--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl- A —
57.0 10.00 10.50
m/z 56.00 31.42%
41,0
5000
85.0 113.0
26, ‘ ‘ ‘ \ ! | | 142.0
o s
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 3 Benzene, 1l-ethyl-3-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.005 15.27 ug/L 246491 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3006 (11.005 min): VU046100.D\data.ms (-2997) (-  m/z 105.10 100.00%

105.1
5000
120.1

390 550 77.0 11.00
O i 220 L3802 s 100,10 30.71%
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

5000 AL VL L
120.0 11.00

m/z 91.00 11.98%

39.0
05 \1\8‘0\ — \“ T \5\9‘9‘\ T !M[ T \M T “1‘\ \‘\““\ L
miz> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0

1100
5000 m/z 77.05 11.11%

120.0
9.0 7.
) S VN4 R O MY A
miz-> 20 40 60 80 100 120 140 AMKJ\]\ i
Abundance #10722: Benzene, 1-ethyl-2-methyl- e

105.0 11.00
m/z 106.05 8.66%

5000
120.0

Lo s T M s

m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 4 Benzene, 1-ethyl-2-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.301 8.48 ug/L 136918 1,4-Dichlorobenzene-d4 11.819
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-3-methyl- 120 CO9H12 000620-14-4 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 3098 (11.301 min): VU046100.D\data.ms (-3088) (-  m/z 105.10 100.00%
105.1
5000
390 /70 11.00 11.50
Ol ool bl 1392 20710 156 10 30.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ N\ AL
11.00 11.50
m/z 77.00 11.82%
39.0 77.0
0 \\\‘\‘H\“‘\\“V\”“\‘H\““H‘M“1‘\\‘\‘[‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 J\/\ i
A e
11.00 11.50
5000 m/z 91.05 10.48%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl- T =
105.0 11.00 11.50
m/z 79.05 8.98%
5000
77.0
39.0
L T N | Y S =Y, SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.417 4.45 ug/L 71782  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 64
2 Decane, 3,3,5-trimethyl- 184 C13H28 062338-13-0 59
3 Decane, 2,8,8-trimethyl- 184 C13H28 1000060-81-2 59
4 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 59
5 Decane, 3,3,8-trimethyl- 184 C13H28 062338-16-3 59

Abundance Scan 3134 (11.417 min): VU046100.D\data.ms (-3128) (- m/z 71.10 100.00%

71.1
43.0
5000
1131 o
11.50
156.2
bl ol PLO M‘ 1829 XL m/z 57.10  71.20%
miz--> 20 40 60 80 100 120 140 160
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
43.0 M
5000 T ‘ T T T
11.50
m/z 43.05 69.34%
113.0
O\\‘\‘}\\“H\\“}“ T \M T “\9\1\.0\‘ T }‘\‘\\\1-\4‘0.\0\ \\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #59098: Decane, 3,3,5-trimethyl-
71.0
43.0 SalVe
11.50
5000 m/z 70.10  40.49%
‘ 99.0 155.0
1O S Y A 22 G
miz--> 20 40 60 80 100 120 140 160
Abundance #59097: Decane, 2,8,8-trimethyl- —
71.0 11.50
m/z 41.00 34.18%
43.0
5000
99.0 155.0
ow??’a@‘u“m‘mHw"“"w““‘}??-PWMM,HH A
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
11.578 3.05 ug/L 49175 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

Abundance Scan 3184 (11.578 min): VU046100.D\data.ms (-3175) (-

054833-48-6 50

57.05 100.00%

57.0
5000
85.0 M
127.1 170.1 1150
ol il sl L WS m/z 71.05 56.53%
m/z--> 20 60 80 100 120 140 160 180
Abundance #45498: Undecane, 3-methyl-
57.0
5000 — |
85.0 11.50
29.0 m/z 43.00 43.79%
0 \‘ \‘\ A 1120 1410 4700
\‘\\\\‘\\\ ‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0
T \
11.50
5000 85.0 ITI/Z 56.00 38.50%
29.0
112.
o‘_u\w_w PO MO0 s
m/z--> 20 60 80 100 120 140 160 180
Abundance #45507: Decane, 3,8-dimethyl- — i
57.0 11.50
m/z 41.00 34.18%
5000
85.0
29.0
| ‘ 1130 1410
obetb A [ T 1690
m/z--> 20 40 60 80 100 120 140 160 180 11.50

SFAMULM112921WMA.M Wed Dec 08 04:03:57 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 7 (DEL) Alkane: Cyclicl1l.710 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.710 5.13 ug/L 82775 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 58
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 53
4 4-Methylthiomorpholine-1,1-dioxide 149 C5H11NO2S 025343-91-3 50

5 1-Cyclohexylethanol, chlorodiflu... 240 C10H15C1F202  1000447-27-0 50

Abundance Scan 3225 (11.710 min): VU046100.D\data.ms (-3216) (- m/z 83.10 100.00%

83.1
55.0
5000
140.2 — ——
11‘1-1 1 11.50 12.00
ol b TTS m/z 55.00 69.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 7 ——
11.50 12.00
m/z 82.10 55.48%
29.0 140.0
O \\\‘\U\ \“H\ T \“!“ \‘}h\\“l T \“]\-]\-J\“p‘ T \\‘\\\\‘\\\\
mlz--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl-
83.0
= ] T LI —
55.0 11.50 12.00
5000 m/z 41.00 39.66%
29.0 154.0
o T . SRl
mlz--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl- T T
55.0 83.0 11.50 12.00
m/z 57.05 32.88%
5000
29.0 140.0
o b ) o | UMY
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00

SFAMULM112921WMA.M Wed Dec 08 04:03:58 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 8 1Indane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.102 19.50 ug/L 314797 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Indane 118 C9H1e 000496-11-7 76
4 Indane 118 C9H1e 000496-11-7 76
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68

Abundance Scan 3347 (12.102 min): VU046100.D\data.ms (-3337) (-  m/z 117.10 100.00%

117.1
5000 J\
91.0 T T
390 63.0 ‘ 12.00 12.50
O ol gl L L 18931841y 98,10 54.57%
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 T T T /\\ T T I 1
12.00 12.50
910 m/z 115.05 32.44%
39.0 63‘ .0 ‘
O\\\\‘\\\\“\\H\\“\‘\\\‘\\‘\\‘\\\ ‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl-
117.0
12.00 12.50
m/z 91.05 18.10%
5000 91.0
51.0
omﬁ?f’»w\‘: “H 3 m:wmwm_m_m
miz--> 20 40 80 100 120 140 160
Abundance #10179: Indane T T
11y.0 12.00 12.50
m/z 119.05 14.89%
5000
39.0 53¢ 91.0
olso v Lol L
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAMULM112921WMA.M Wed Dec 08 04:03:59 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.327  25.53 ug/L 412128 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Undecane 156 C11H24 001120-21-4 93
3 Undecane 156 C11H24 001120-21-4 90
4 Undecane 156 C11H24 001120-21-4 89
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 3417 (12.327 min): VU046100.D\data.ms (-3409) (- m/z 57.05 100.00%

57.0
5000
85.1
= =T
39,0 ‘ | 116.1 156.3 12.00 12.50
0 “‘““ﬂm“mu‘uh“du‘cw“ww“u“““J“ m/z 43.00 74.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
5000 == Y
85.0 12.00 12.50
29.0 m/z 71.10 55.52%
L S
0 \\\‘\1\\‘i}\\”\“\\‘1\“!‘\\\H‘\\U\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
o= .
12.00 12.50
5000 ITI/Z 41.00 38.72%
85.0
29.0
‘ 113.0 156.0
0 ““‘L“Hl“ D At S
m/z--> 20 40 60 80 100 120 140 160
Abundance #33081: Undecane = —
57.0 12.00 12.50
m/z 85.10 33.28%
5000
29.0 85.0
I 156.0
0\H‘\H\“1HH‘H‘\\‘1\H”‘H;H‘mu‘\ul‘\ == =
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAMULM112921WMA.M Wed Dec 08 04:03:59 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 10 p-Cymene Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

12.468 5.50 ug/L 88818 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3461 (12.468 min): VU046100.D\data.ms (-3454) (-  m/z 119.10 100.00%
119.1

5000 l
91.0
41.0 69.0 ‘ | 201 12.50
ob——r— JM Al Ll M TN R O e m/z 134.00  29.62%
m/z--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
5000 ‘ /\/v\\ ‘
12.50
91.0 m/z 91.05 16.72%
410 65.0 1%50
O T i “\“ e “\‘\ T \‘”‘ L ‘W\ \‘\w T T
m/z--> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
R
12.50
5000 ITI/Z 105.05 13.51%
91.0
a0 mo | uso
ob——r e e A
m/z--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene e
119.0 12.50
m/z 69.00 11.84%
5000
91.0
o o N S| B L -
m/z--> 20 40 60 80 100 120 140 12.50

SFAMULM112921WMA.M Wed Dec 08 04:04:00 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

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

Peak Number 11 Benzofuran, 7-methyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.928 15.89 ug/L 256500 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 93
2 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 87
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
4 1H-Indenol 132 C9H80 056631-57-3 87
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 87

Abundance Scan 3604 (12.928 min): VU046100.D\data.ms (-3596) (-
13

m/z 131.05 100.00%

1.1
5000
510 770 1031 ——
A I B 200
ol v el b b b e TR m/z 132.05 90.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 \‘\\‘\K\
51.0 13.00
77.0  103.0 m/z 77.00 22.78%
704
OH\‘\“‘\‘\\“‘\\‘”\N\“\\ ‘H‘H“‘HH‘HM\‘\\H‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #16670: 3-Phenyl-2-propyn-1-o0
131.0
——
103.0 13.00
5000 m/z 103.05 22.46%
77.0
51.0
290, |
0““‘w“H‘J1‘NM““MM“uMww“NW“““““
m/z--> 20 40 60 80 100 120 140 160
Abundance #16660: Benzofuran, 2-methyl- A - ——
131.0 13.00
m/z 104.10 20.88%
5000
51.0 77.0 103.0
ol 220 s s
m/z--> 20 40 60 80 100 120 140 160 13.00

SFAMULM112921WMA.M Wed Dec 08 04:04:01 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 12 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.976  12.90 ug/L 208207 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 3619 (12.976 min): VU046100. D\data ms (-3613) (- m/z 119.10 100.00%

119.
5000
91.0
39.0 65.0 U ‘ 149.2 13.00
Ob b b e B SR m/z 134,05 46.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 A/\ T
13.00
91.0 m/z 91.05 16.60%
65.0
O \1\5\0‘\‘\\\“‘\\‘\\“\‘\\\“\\‘\\“\‘\\Hl\\\“\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
1300
5000 ITI/Z 133.05 9.36%
91.0
39.0 65.0
ol 280 . I I e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17060: Benzene, 1,2,3,5-tetramethyl- ‘/‘\‘ T
119.0 1300
m/z 120.1 8.70%
5000 jU\
91.0
olase 20 090, L L M\m
m/z--> 20 40 60 80 100 120 140 160 1300

SFAMULM112921WMA.M Wed Dec 08 04:04:02 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 13 Benzofuran, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.031 50.89 ug/L 821638 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 78
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 60
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 55
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 55
5 Benzofuran, 7-methyl- 132 CS9H80 017059-52-8 50

Abundance Scan 3636 (13.031 min): VU046100.D\data.ms (-3627) (-  m/z 119.10 100.00%
119.1

5000
51.0 103.1
‘ ‘ 13.00
| A P e mw‘\ e Al 8L m/z 131.05  85.96%
m/z--> 20 40 60 80 100 120 140
Abundance #16660: Benzofuran, 2-methyl-
131.0
5000
13.00
m/z 132.00 74.58%
51.0 77.0 103.0
0 \\\‘2\7\-0\\“‘\\“1\“‘\“\\‘1“‘\\\\“M\\\‘\\ ‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #16666: Benzofuran, 2-methyl-
131.0
13.00
5000 ITI/Z 134.05 44.81%
51.0 77.0 103.0
b2 b
m/z--> 20 40 60 80 100 120 140 /\
Abundance #16664: Benzofuran, 2-methyl- o i
131.0 13.00
m/z 77.00 26.47%
5000
51.0
77.0
27.0 ‘ ‘ 103.0
I A Y PO NN NN AL
m/z--> 20 40 60 80 100 120 140 13.00

SFAMULM112921WMA.M Wed Dec 08 04:04:03 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

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

Peak Number 14 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.295 19.78 ug/L 319381 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90

5 Benzene, 1-methyl-2-(2-propenyl)- 132

C10H12

001587-04-8 87

m/z 117.10 100.00%

Abundance Scan 3718 (13.295 min): VU046100.D\data.ms (-3709) (-
1

1.1

=

5000
91.0
39.0 65.0 ‘ H M 148.2 168.1 13.00 13.50
ol vy v ety b e PR m/z 132.00  36.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
11y.0
5000
13.00 13.50
m/z 115.1@ 25.77%
390 g5 910
Ot T \“\ T \“"\ \“U\ “‘U\ \”\“‘ T \“\ T ‘”\‘\ \m‘ T \5\.‘0\ L I
miz--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
13.00 13.50
5000 ITI/Z 131.05 19.30%
91.0
270 070 ‘
Il SO N N
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 13.00 13.50
m/z 105.10 17.16%
5000
39.0 65.0 91.0
AN I A N N~ Y 2N |
m/z--> 20 60 80 100 120 140 160 13.00 13.50

SFAMULM112921WMA.M Wed Dec 08 04:04:03 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 15 Tetracyclo[3.3.1.0.1(3,9)]d... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.356 4.94 ug/L 79776  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracyclo[3.3.1.0.1(3,9)]decan-... 148 C1@H120 016492-06-1 59
2 6-Methyl-1,2,3,5,8,8a-hexahydron... 148 C11H16 107914-86-3 58
3 6-Methyl-1,2,3,5,8,8a-hexahydron... 148 C11H16 107914-86-3 58
4 7-Methyl-1,2,3,5,8,8a-hexahydron... 148 C11H16 107914-88-5 53
5 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 47

Abundance Scan 3737 (13.356 min): VU046100.D\data.ms (-3730) (-  m/z 105.10 100.00%

105.1
s A
21.0 77.0 ‘ i ]J 13.00 13.50
[ ST 7‘8‘““ ool desa 1872 g1 a5 ge.3au
miz—> 20 40 80 100 120 140 160

Abundance #26312: Tetracyclo[3.3.1.0.1(3,9)]decan-10-one
91.0

i

5000 148.0
120.0 13.00 13.50
39.0 m/z 148.15 40.79%
‘ 65.0 ‘
O \\ ‘\\ ‘\H“\‘M\\\‘\\“\“1“\\‘\““\\\‘\‘\M\\‘\\\\
m/z--> 80 100 120 140 160
Abundance #26416. 6—Methy|—1,2,3 5,8,8a-hexahydronaphthalene M
91.0
148.0
SARLATEA R AVWY
13.00 13.50
5000 m/z 92.10 34.92%
41.0 119.0
‘ 65.0
0“””‘ ““‘”H ““H““‘1““1“!‘1““““‘”‘HH
miz--> 20 80 100 120 140 160
Abundance #26418: 6—Methy|—1,2,3,5,8,8a—hexahydronaphthalene — — "J\
91.0 148.0 13.00 13.50
m/z 133.05 24.71%
5000
41.0 119.0
‘ 65.0
ol \ Al [ N N S VWL
m/z--> 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 16 1-Phenyl-1-butene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.455 58.05 ug/L 937215 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 94
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 89
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 78
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 60
Abundance Scan 3768 (13.455 min): VU046100.D\data.ms (-3747) (-  m/z 117.05 100.00%
117.1
5000
91.0
39.0 650 13.50
Ober i ok oy ) gl 14821682 1 p 11910 76.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
11y7.0
5000 1
13.50
91.0 m/z 132.05  35.09%
51.0 ‘
O\\\‘2\7‘\:(\)\“‘\\““\“\7\\q‘\\!\‘”!‘h\\ ‘\‘U‘\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 K
13.50
5000 115.05 31.65%
91.0
51.0
27.0 ‘ ‘
0 ‘H‘H"_“1“““1“Hu‘u‘m‘“e‘u _‘U‘“quu,m
m/z--> 20 40 60 80 100 120 140 160 180 M/\\/
Abundance #16113: 2,4-Dimethylstyrene
117.0 13 50
m/z 134.05  28.33%
5000
91.0
39.0
63.0
%0 4ol |
0‘H‘H‘H;m‘”u“!‘Mw‘um”e‘u_‘Uu‘wuwmwm ZANSIEDIVLN
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 17 Benzene, 1-methyl-4-(1-meth... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.562 5.90 ug/L 95232  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 91
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 83
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 83
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 72
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 64
Abundance Scan 3801 (13.562 min): VU046100.D\data.ms (-3795) (-  m/z 119.10 100.00%
119.1
5000
148.2 e :
510 91.0 ‘ 13.50
O QO Ll w/z 14820 20.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 hoJ\ U =
13.50
010 148.0 m/z 91.00 11.62%
410 650 ‘ ‘
O\\H’\‘\H“‘H‘\\“\‘H\“‘H\\“1\\‘\“‘\\\‘\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0 L — T
13.50
5000 m/z 120.10 10.57%
41.0 65.0 148.0
0\\;g?\U\J‘\ﬂh‘ﬂx\hh\\E\NH\Ul\\\\‘\M\‘\\\
miz--> 20 40 60 80 100 120 140 160 AM
Abundance #26378: Benzene, (1,1-dimethylpropyl)- — ‘A
119.0 13.50
m/z 117.10 5.50%
5000 91.0
41.0 148.0
150 || | 650 ]
e
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 18 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.735 4.45 ug/L 71825 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 78
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 55
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 55
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 50
Abundance Scan 3855 (13.735 min): VU046100.D\data.ms (-3847) (-  m/z 131.05 100.00%
131.1
o MJ\/MJW
= —F
11682 13.50 14.00
ok : m/z 133.05 95.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 — = T
13.50 14.00
39.0 65.0 ‘ m/z 146.05 34.98%
O \\\‘\\\\“"\\“}‘\‘HM}\W‘M‘\\‘}\“H\\!“\LM\‘\“\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
AV —el
91.0 13.50 14.00
5000 ' m/z 115.05  28.63%
270 | >
Xl P T T
miz--> 20 40 60 80 100 120 140 160 M
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- R
131.0 13.50 14.00
m/z 148.20 22.86%
5000
30.0 91.0 (l J\
0 630 ‘
o b b k%0 1 mde [ ase WL A UL g
m/z--> 200 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 19 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.095 1723.39 ug/L 27825800 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3967 (14.095 min): VU046100.D\data.ms (-3953) (-  m/z 128.05 100.00%
128.1
5000
102.1 5.4‘06 |
51.0 740 ' .
o380 0w e AL 1481 m/z 127.10  13.60%
m/z--> 20 40 60 80 100 120 140
Abundance #13678: Azulene
128.0
5000 ilod
m/z 129.0 11.57%
102.0
0 ‘%8\-\0\“ \5\%\.?“}\\7“}7“-?\\\\“‘\\\\‘\‘H\\’\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
I
14 00
5000 m/z 102.0 9.68%
51.0 75.0 102.0 I
0 ““““W“W“W“,““M“““‘“,““
m/z--> 20 40 60 80 100 120 140
Abundance #13684: Naphthalene I
128.0 14 00
m/z 126.0 7.73%
5000
5.0 740 1020
oo S T
m/z--> 20 40 60 80 100 120 140 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 20 Benzo[c]thiophene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.211 70.87 ug/L 1144250 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 93

Abundance Scan 4003 (14.211 min): VU046100.D\data.ms (-3993) (-  m/z 134.00 100.00%

134.0
5000
1400 1450
450 63.0 108.0 .
0 ‘HH_uwmm_‘“‘wm”_w‘um????” m/z 89.65 11.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17519: Benzo[c]thiophene
134.0
5000 T
1400 14.50
m/z 135.00 9.74%
89.0
w0 639 T 100 |
O ‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\H‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17518: Benzo[b]thiophene
134.0
— —
14.00 14.50
5000 ITI/Z 90.10 8.55%
89.0
oo e N0 T wee
m/z--> 20 40 60 80 100 120 140 160 ,A
Abundance #17522: Cyclopenta[c]tmapyran T —
34.0 14.00 14.50
m/z 63.00 6.14%
5000
89.0
450 63.0 ‘ 108.0
o‘mw‘m‘Mm_‘““lem“‘w”_m —rL e
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 21 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.488 17.39 ug/L 280736 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 92
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91

WUJUJWW

Abundance Scan 4089 (14.488 min): VU046100.D\data.ms (-4082) (- m/z 131.05 100.00%

131.1
5000
91.0 ‘14‘50‘
51.0 ’
0 ‘HwH_mwwuw‘m‘lw “M““M 1022 2071 n/z 146.15  33.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
14.50
m/z 115.05 16.06%
27.0 510
O\\\\‘\‘\\\“\\“\‘\“U\‘\\“\\\\“\‘\\‘1“\M\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
-
14.50
5000 m/z 145.15 13.88%
390 65.0 91.0 ‘
0‘m‘mwuww“‘:wH‘H_Hh“‘ww‘uwuwmwm
miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- ‘
131.0 1450
m/z 129.05 12.92%
5000 /k
9.0
63 0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 22 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.671  33.46 ug/L 540283 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93

Abundance Scan 4146 (14.671 min): VU046100.D\data.ms (-4136) (- m/z 131.05 100.00%

131.1
5000
11 = —
14.50 15.00
51.0 71 162.2
0 HH_W_Hwuw%_“H_”\Jﬂ‘ww‘m_“1‘8‘2”2‘ m/z 146.20  32.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 M tat el
14.50 15.00
m/z 115.10 17.94%
90 630 %1 i)
O\\\\‘\\\\‘\\‘\\‘w\}\“\\\\‘\\\\h‘\ \‘\‘\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
e —
14.50 15.00
5000 m/z 133.05  15.84%
27.0 51.0 91.0
U NN ==
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- = =y
131.0 14.50 15.00
m/z 145.05 14.42%
5000
e, P I,
63.0
N IEL oW 1 N IS 111 P9 LSUALY A
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 23 Benzene, pentamethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.812 9.72 ug/L 156917 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 89
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 70
4 6-Methyl-4-indanol 148 C10H120 020294-32-0 64
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 62
Abundance Scan 4190 (14.812 min): VU046100.D\data.ms (-4183) (-  m/z 133.05 100.00%
133.1
5000
91.1 14‘56 ELS‘O(;
0 4%'0\‘ 6?'0 I ‘ L “M ‘\‘\\\16\9'2 207.1 m/z. 148.15 . 37.47%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . . 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
138.0
5000 V- A —
14.50 15.00
91.0 m/z 145.05 19.51%
39.0 .
O \1\5\-(‘)\‘\ T \“‘\ \‘\‘\6‘?\(\)\““ T \‘\‘\ “\‘\ \m‘“ T W\‘\ ‘ \‘\‘\ T ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26354: Benzene, pentamethyl-
133.0 ]\/\
= ——
14.50 15.00
5000 m/z 134.05 11.39%
91.0
olts0 o
miz--> 20 40 60 80 100 120 140 160 180 200 h /\
Abundance #26348: 3,4-Dimethylcumene R T }
133.0 14.50 15.00
m/z 91.10 10.09%
5000
105.0
41.0 77.0
TRk Y Y W ——— VN 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_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

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

Peak Number 24 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.877  22.76 ug/L 367434  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87

5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87

Abundance Scan 4210 (14.877 min): VU046100.D\data.ms (-4204) (-  m/z 131.05 100.00%
131.1

N

5000
91.0 50 15.00
300 650 | 1qdg li| 1602 14.50 15.00
Ol et b el m/z 146,15 34.85%
miz--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 o e
14.50 15.00
m/z 145.15  29.95%

30.0 65.0 91.0 ‘
|

Otk *‘\H‘H\“‘HH“MMWHH\HH ‘

miz--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
i r
14.50 15.00
5000 m/Z 115.10 17.81%
39.0 91.0
63.0
N P P PR T .. T N
miz--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- — T
131.0 14.50 15.00
m/z 129.05 15.74%
5000
390 91.0 (L
0 630
ol b b U Mlléqu 149.0

miz--> 20 40 60 80

T 7
100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

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

Peak Number 25 Benzo[b]thiophene, 2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.169  27.08 ug/L 437200 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
2 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 91
3 Benzo[b]thiophene, 4-methyl- 148 CO9H8S 014315-11-8 91
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 91

Abundance Scan 4301 (15.169 min): VU046100.D\data.ms (-4295) (-  m/z 147.05 100.00%
147.1
5000
—— —
45.0 74.0 103.1121.0 ‘ 15.00 15.50
O gl bt L L7427 148,05 83.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0
5000 /\ﬁ N T T
15.00 15.50
m/z 149.05 13.03%
. 74.0 115.0
O ‘2\7\'0\\“ \‘\“1 T “‘\ \“\H‘\“ T \‘\ \()“‘\ T \‘\ “\ L ‘ \‘ “\ T ‘ L ‘ T
m/z--> 20 60 80 100 120 140 160 180
Abundance #26961: Benzo[b]thiophene, 5-methyl-
147.0
""“/\LT == —
15.00 15.50
5000 m/z 121.00 8.08%
45.0 69.0
L, L 890 11?'0
Ol el il bl
miz--> 20 60 80 100 120 140 160 180
Abundance #26960: Benzo[b]thiophene, 4-methyl- P —
147.0 15.00 15.50
m/z 74.00 6.41%
5000
45.0 74.0
: 115.0
SN IR R I S N SENEDA YA W
m/z--> 20 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 27 Benzo[b]thiophene, 6-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.340  22.14 ug/L 357504 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 91
2 3-Methylbenzothiophene 148 C9H8S 001455-18-1 90
3 Benzo[b]thiophene, 2-methyl- 148 CO9H8S 001195-14-8 90
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
5 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 87

Abundance Scan 4354 (15.340 min): VU046100. D\data ms (-4346) (- m/z 147.05 100.00%

147.
5000
15‘00‘ ‘15‘50‘
450 69.0 939 121.0 . .
Obrrreed i 930 T L3742 2071 g 05 82.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 - -
15.00 15.50
m/z 149.05 13.50%
45.0 740 121.0
O\\\\‘\\\\“\‘\H\\“\\‘\“\“\\\7\‘0\\\‘\“\\\\‘\“\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26956: 3-Methylbenzothiophene
147.0
P P
15.00 15.50
5000 m/z 121.00  8.54%
45.0 69.0
115.0
AES RSV NI - N—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26962: Benzo[b]thiophene, 2-methyl- 7 T
147.0 15.00 15.50
m/z 69.00 6.23%
5000
450 74.0 115.0 wj\ M
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 29 Biphenyl Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.951  27.79 ug/L 448773  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 95
2 Biphenyl 154 C12H10 000092-52-4 93
3 Biphenyl 154 C12H10 000092-52-4 93
4 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 91
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87

Abundance Scan 4544 (15.951 min): VU046100.D\data.ms (-4536) (- m/z 154.10 100.00%

154.1
5000

T
76.0
16.00
1151 .
0l L A8k 28L ) 153,05 39.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31485: Bipheny
154.0
5000 U =
16.00
m/z 152.05 26.30%
76.0
h 115.0
O’\H\‘H“H‘WHH\‘HH“\H‘\‘\H}H‘H‘\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200 220240260280
Abundance #31481: Bipheny
154.0
e\
16.00
5000 ITI/Z 76.00 13.33%
76.0
390”‘ | 115.0
Ottt el ot e b b e prrrr e e
m/z--> 20 40 60 80 100120140160180200 220240260280 /\
Abundance #31482: Biphenyl ‘ = ‘f\ ‘ JV
154.0 16.00

m/z 155.15 12.83%

5000

8.0 115.0 J\/
ol ?‘9\"0\\ L uh Y | ‘ A

m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 30 Naphthalene, 1-ethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.147 7.99 ug/L 128946 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93
Abundance Scan 4605 (16.147 min): VU046100.D\data.ms (-4598) (-  m/z 141.05 100.00%
1411
—r— —
38.9 7604 L) 174.2 : 16.90 16:50
Ol 389 02080 | | y1742 2001 281 ., 156.20  46.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 A /L et
16.00 16.50
m/z 115.05  23.40%
0 27.0, \63'0“” ‘102'4\ i \‘ i
\H‘HH‘HH’HH’HH‘\\H‘H\\‘HH‘HH‘HH’\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33123: Naphthalene, 2-ethyl-
141.0
— —
16.00 16.50
5000 m/z 142.05 12.22%
LD S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33124: Naphthalene, 2-ethyl- — —
141.0 16.00 16.50
m/z 128.05 10.55%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 31 Naphthalene, 2,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.259 16.12 ug/L 260326 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 4640 (16.259 min): VU046100.D\data.ms (-4631) (- m/z 156.15 100.00%

156.2
5000 j\ ]\l\
son 70 1151 ( 16.00 1650
0 ' 22228 myz 141,05 71.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
16 00 16 50
770 115.0 m/z 155.10 34.86%
390 | |
0' ‘\H\’\H\’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
AT
16.00 16.50
115.0
300 (00 T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0 16 00 16 50
m/z 128.05 13.44%
5000
115.0
00 710 T L
0 (R [

m/z--> 20 40 60 80 100120140160180200220240260280 16 00 16 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 32 Naphthalene, 2,3-dimethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
16.407 7.21 ug/L 116451 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 4686 (16.407 min): VU046100.D\data.ms (-4678) (- m/z 156.15 100.00%
156.2

5000 ]k
115.1

10, ek

T
. 16.50
‘H‘Hm‘mhw“w!“_mwuH:"mwm_‘lf?:lmz‘??r‘l m/z 141.05 82.61%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0

o

5000 T
16.50
115.0 ITI/Z 155.05 28.97%
76.0
ol “‘27\-9““5‘%"?“\1“ y \ ‘ 1 Al ‘M‘ S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl- M
156.0
ALV
16.50
5000 m/z 115.05 19.25%
77.0 115.0
0 H‘gzpﬂéiéw‘wh‘“‘M‘W\WMWM“M\H“M‘H\‘H‘ kaWAKA\JML\/XWA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl- o
156.0 16.50

m/z 128.00  15.50%

5000
76.0 115.0
oL 270 510 7% Ll AN

T
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 34 9H-Pyrido[3,4-b]indole Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
17.404 5.98 ug/L 96570  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 91
2 Dibenzofuran 168 C12H80 000132-64-9 78
3 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 72
4 Dibenzofuran 168 C12H80 000132-64-9 64
5 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 59

Abundance Scan 4996 (17.404 min): VU046100.D\data.ms (-4987) (- m/z 168.10 100.00%

168.1
5000
139.0
e
ago 840 17.00 17.20 17.40
Ol 28 b b b 20T 2691 17 139 00 36.23%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43617: Dibenzofuran
168.0
5000 ‘0\0\\\‘2\0\\\‘\0\\\‘\
1390 17. 17. 17.4
m/z 169.10 12.00%
390 84‘0 |
0’\\\\“‘HHH“H‘\H\‘\H\‘\\‘HH‘HH‘HH‘\ H‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43616: Dibenzofuran
168.0
S T
17.00 17.20 17.40
5000 ITI z 83.95 6.57%
84.0 139.0
51\1 O\‘ H Iyl ‘\ ‘
e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43444: 9H-Pyrido[3,4-b]indole AR
168.0 17.00 17.20 17.40
m/z 69.50 5.30%
5000
84.0 140.0
39.0 112.0
o,‘Mw‘mww_ﬁ_ml‘mW“H‘wwwwamw R LT R S R

m/z--> 20 40 60 80 100120140160180200220240260280 17.00 17.20 17.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46100.D

Acqg On : 04 Dec 2021 17:51

Operator : SY/MD

Sample 1 M4942-02

Misc : 6.95g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 10.253 3.3 ug/L 48347 2 9.423 729489 50.0
Benzene, 1l-ethy... 11.005 15.3 wug/L 246491 3 11.819 807298 50.0
Benzene, 1l-ethy... 11.301 8.5 ug/L 136918 3 11.819 807298 50.0
(DEL) Alkane: S... 11.417 4.5 ug/L 71782 3 11.819 807298 50.0
(DEL) Alkane: S... 11.578 3.0 ug/L 49175 3 11.819 807298 50.0
(DEL) Alkane: C... 11.710 5.1 ug/L 82775 3 11.819 807298 50.0
Indane 12.102 19.5 ug/L 314797 3 11.819 807298 50.0
(DEL) Alkane: S... 12.327 25.5 wug/L 412128 3 11.819 807298 50.0
p-Cymene 12.468 5.5 ug/L 88818 3 11.819 807298 50.0
Benzofuran, 7-m... 12.928 15.9 ug/L 256500 3 11.819 807298 50.0
Benzene, 1,2,4,... 12.976 12.9 ug/L 208207 3 11.819 807298 50.0
Benzofuran, 2-m... 13.031 50.9 wug/L 821638 3 11.819 807298 50.0
1H-Indene, 2,3-... 13.295 19.8 wug/L 319381 3 11.819 807298 50.0
Tetracyclo[3.3.... 13.356 4.9 ug/L 79776 3 11.819 807298 50.0
1-Phenyl-1-butene 13.455 58.0 ug/L 937215 3 11.819 807298 50.0
Benzene, 1-meth... 13.562 5.9 ug/L 95232 3 11.819 807298 50.0
Benzene, (1,2-d... 13.735 4.5 ug/L 71825 3 11.819 807298 50.0
Azulene 14.095 1723.4 ug/L 27825800 3 11.819 807298 50.0
Benzo[c]thiophene 14.211 70.9 ug/L 1144250 3 11.819 807298 50.0
1H-Indene, 2,3-... 14.488 17.4 ug/L 280736 3 11.819 807298 50.0
1H-Indene, 2,3-... 14.671 33.5 wug/L 540283 3 11.819 807298 50.0
Benzene, pentam... 14.812 9.7 ug/L 156917 3 11.819 807298 50.0
1H-Indene, 2,3-... 14.877 22.8 ug/L 367434 3 11.819 807298 50.0
Benzo[b]thiophe... 15.169 27.1 ug/L 437200 3 11.819 807298 50.0
Benzo[b]thiophe... 15.340 22.1 wug/L 357504 3 11.819 807298 50.0
Biphenyl 15.951 27.8 wug/L 448773 3 11.819 807298 50.0
Naphthalene, 1-... 16.147 8.0 ug/L 128946 3 11.819 807298 50.0
Naphthalene, 2,... 16.259 16.1 wug/L 260326 3 11.819 807298 50.0
Naphthalene, 2,... 16.407 7.2 ug/L 116451 3 11.819 807298 50.0
9H-Pyrido[3,4-b... 17.404 6.0 ug/L 96570 3 11.819 807298 50.0
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