LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 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@46271.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 74 81 106 rVB 103163 135374 2.70% 0.366%
2 1.919 171 180 198 rVB 56076 95906 1.91% 0.260%
3 2.115 237 241 246 rBv4 524 568 0.01% 0.002%
4 2,199 260 267 270 rVB6 1111 1252 0.02% 0.003%
5 2.224 270 275 276 rBV4 573 491 0.01% 0.001%
6 2.266 284 288 291 rVB5 832 651 0.01% 0.002%
7 2.417 333 335 338 rBV3 841 656 0.01% 0.002%
8 2.549 364 376 390 rBV 167457 272510 5.44% 0.737%
9 2.855 468 471 477 rVB 845 708 0.01% 0.002%
106 3.038 521 528 534 rBV3 1672 2665 0.05% 0.007%
11  3.179 558 572 592 rVB 17310 41278 0.82% 0.112%
12 4.047 838 842 846 rBV 485 508 0.01% 0.001%
13 4.118 860 864 869 rBV 544 556 0.01% 0.002%
14 4.150 870 874 883 rVB2 679 992 0.02% 0.003%
15 4.362 932 940 942 rBvV2 519 654 0.01% 0.002%
16 4.658 1016 1032 1061 rBV 35716 161134  3.22% 0.436%
17 5.067 1143 1159 1192 rVB2 130757 362477 7.23% 0.981%
18 5.417 1265 1268 1273 rBV 542 533 0.01% 0.001%
19 5.497 1288 1293 1296 rBV 597 569 0.01% 0.002%
20 5.600 1319 1325 1330 rVB 519 654 0.01% 0.002%
21 5.723 1343 1363 1393 rVB2 364861 956962 19.09%  2.590%
22 5.980 1432 1443 1454 rBvVS8 4021 10991 0.22% 0.030%
23 6.044 1461 1463 1472 rVB3 1051 1085 0.02% 0.003%
24  6.250 1513 1527 1558 rVB 274635 575957 11.49%  1.559%
25 6.539 1604 1617 1632 rBV 98098 186596 3.72% 0.505%
26 6.690 1651 1664 1692 rVB 188575 407942 8.14% 1.104%
27 6.845 1706 1712 1718 rBV 631 757 0.02% 0.002%
28 6.896 1722 1728 1731 rBV 477 530 0.01% 0.001%
29 7.568 1924 1937 1970 rVB 100952 228548 4.56% 0.619%
30 7.793 1998 2007 2018 rBv4 2531 5454 0.11% 0.015%
31 7.899 2022 2040 2055 rBV 400602 783581 15.64%  2.121%
32 7.970 2057 2062 2077 rVB 31605 57683 1.15% 0.156%
33 8.185 2117 2129 2157 rVB2 54096 154281 3.08% 0.418%
34 8.337 2172 2176 2184 rVB 696 902 0.02% 0.002%
35 8.372 2184 2187 2191 rBvV2 502 520 0.01% 0.001%
36 8.414 2191 2200 2203 rBV5 1628 2586 0.05% 0.007%

SFAMULM112921WMA.M Thu Dec 16 18:34:48 2021 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 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 8.555 2233 2244 2260 rVB 38204 66949 1.34% 0.181%
38 8.681 2260 2283 2310 rBV 139743 454000 9.06% 1.229%
39 9.054 2395 2399 2403 rBV 513 494 0.01% 0.001%
40 9.121 2413 2420 2425 rBvV 633 802 0.02% 0.002%
41  9.427 2499 2515 2546 rVB 331930 752565 15.02%  2.037%
42 9.578 2553 2562 2574 rVWV 3718 6827 0.14% 0.018%
43 9.700 2587 2600 2624 rVB 49940 104381 2.08% 0.282%
44 10.031 2697 2703 2704 rBV4 864 714 0.01% ©0.002%
45 10.118 2717 2730 2749 rVv4 19872 48562 0.97% 0.131%
46 10.250 2760 2771 2783 rVV7 2074 5324 0.11% 0.014%
47 10.359 2798 2805 2808 rBV5 2467 3166 0.06% 0.009%
48 10.394 2812 2816 2825 rVB5 4137 5874 0.12% 0.016%
49 10.472 2835 2840 2842 rBvV3 793 708 0.01% 0.002%
50 10.529 2852 2858 2861 rBV5 1006 1176 0.02% 0.003%
51 10.626 2882 2888 2892 rBV4 1732 2555 0.05% 0.007%
52 10.674 2895 2903 2916 rVB4 5403 10110 0.20% 0.027%
53 10.771 2919 2933 2955 rBV 292170 504567 10.07% 1.366%
54 10.893 2968 2971 2973 rBV3 896 612 0.01% 0.002%
55 11.005 2998 3006 3020 rBV4 8734 19680 ©0.39% 0.053%
56 11.095 3020 3034 3052 rVB2 50131 112152  2.24% 0.304%
57 11.201 3060 3067 3074 rBV8 1331 1837 0.04% 0.005%
58 11.320 3088 3104 3114 rBV8 8007 20835 0.42% 0.056%
59 11.372 3114 3120 3126 rVV9 1546 2275 0.05% 0.006%
60 11.420 3128 3135 3141 rVV3 8850 11959 0.24% 0.032%
61 11.475 3142 3152 3164 rVB 55118 93273 1.86% 0.252%
62 11.545 3164 3174 3182 rBV2 28642 44090 0.88% 0.119%
63 11.594 3183 3189 3199 rVB2 10659 15117 0.30% 0.041%
64 11.648 3199 3206 3214 rBVS8 4104 6152 0.12% 0.017%
65 11.742 3218 3235 3246 rVB2 34213 73703  1.47% 0.199%
66 11.819 3247 3259 3272 rBV 515005 820406 16.37% 2.220%
67 11.902 3275 3285 3295 rVB 36314 60157 1.20% ©0.163%
68 12.102 3337 3347 3364 rBv4 14101 34156 0.68% 0.092%
69 12.198 3364 3377 3392 rVB2 520805 858265 17.13% 2.323%
70 12.320 3404 3415 3429 rVB2 305914 503089 10.04% 1.362%
71 12.471 3455 3462 3466 rBV 15329 22697 0.45% 0.061%
72 12.574 3489 3494 3503 rVB 26948 37015 0.74% 0.100%
73 12.928 3597 3604 3610 rBV4 31550 47002 0.94% 0.127%
74 12.976 3611 3619 3627 rVV 119993 180217 3.60% 0.488%
75 13.031 3627 3636 3655 rVB2 156326 270341 5.39% 0.732%

76 13.452 3755 3767 3780 rVv4 121958 267325 5.33% ©0.723%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 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 13.523 3781 3789 3797 rVB2 93052 137542  2.74% 0.372%
78 13.629 3814 3822 3844 rVB 159627 295317 5.89% 0.799%
79 13.835 3879 3886 3898 rBV2 86437 143586 2.87% 0.389%
80 14.089 3948 3965 3983 rVB 1794303 3159354 63.04%  8.550%
81 14.671 4138 4146 4157 rBV3 76382 139309 2.78% 0.377%
82 14.809 4182 4189 4197 rBV2 63642 93917 1.87% 0.254%
83 15.140 4284 4292 4297 rBV 109836 174725 3.49% 0.473%
84 15.224 4307 4318 4346 rVB 2229637 3775916 75.34% 10.219%
85 15.343 4349 4355 4362 rVW4 38654 61777 1.23% 0.167%

86 15.410 4365 4376 4399 rVB 3112028 5011611 100.00% 13.563%
87 15.954 4536 4545 4556 rVB 514396 785813 15.68% 2.127%
88 16.147 4600 4605 4612 rVB 106050 127202 2.54% .344%
89 16.262 4628 4641 4665 rVB 1938415 3485509 69.55% .433%
990 16.410 4676 4687 4693 rBV 2570207 4061927 81.05% 10.993%

o o

91 16.449 4694 4699 4714 rVB 1539794 2201395 43.93% 5.958%
92 16.639 4740 4758 4779 rVB2 584297 1604331 32.01% 4.342%
93 16.786 4794 4804 4822 rVB 230765 385095 7.68% 1.042%
94 16.880 4823 4833 4846 rBV 283339 451144 9.00% 1.221%
95 17.095 4891 4900 4915 rVB2 275254 495350 9.88% 1.341%
96 17.220 4935 4939 4948 rVB4 12870 17707 0.35% 0.048%
97 17.327 4966 4972 4980 rVB2 55044 77426 1.54% 0.210%
98 17.407 4981 4997 5014 rVB2 105438 256791 5.12% 0.695%
99 17.539 5030 5038 5049 rVB2 35090 58122 1.16% 0.157%
100 17.603 5051 5058 5069 rVB3 13899 24337 0.49% 0.066%
Sum of corrected areas: 36950843
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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

Abundance TIC: VU046271.D\data.ms
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Abundance TIC: VU046271.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 1 Methanol, TBDMS derivative Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
3.179 3.58 ug/L 41278 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methanol, TBDMS derivative 146 C7H180Si 1000364-10-7 83
2 Methanol, TMS derivative 104 C4H120Si 001825-61-2 83
3 Methanol, TMS derivative 104 C4H120Si 001825-61-2 83
4 Ethyl(dimethyl)methoxysilane 118 C5H140Si 052686-75-6 74
5 Silane, (2-methoxyethyl)trimethyl- 132 C6H160Si 018173-63-2 64
Abundance Scan 572 (3.179 min): VU046271.D\data.ms (-558) (-) m/z 89.10 100.00%
89.1
5000 59.0

e ARRESERAT L

43.0 2.80 3.00 3.20 3.40 3.60
bt e e m/z 59.00  50.75%

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

Abundance #25489: Methanol, TBDMS derivative

89.0
5000 LI LA L L LA B L

2.80 3.00 3.20 3.40 3.60

59.0
m/z 90.00 9.22%
0 270 430 | , 1150  146.0
\\\‘\\\\‘1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #5266: Methanol, TMS derivative
89.0
G e
2.80 3.00 3.20 3.40 3.60
5000 59.0 m/z 45.00  7.35%
oL 210 %0 || 1050
e S e
miz-> 20 40 60 80 100 120 140
Abundance #5265: Methanol, TMS derivative e L ARARSa R
89.0 2.80 3.00 3.20 3.40 3.60
m/z 43.00 5.88%
5000 59.0

5150 430 | L MM ﬂﬂ

m/z--> 20 40 60 80 100 120 140 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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, 1-propenyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.546 2.69 ug/L 44090 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 95
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 94
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 94
4 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 93
5 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 91
Abundance Scan 3174 (11.545 min): VU046271.D\data.ms (-3164) (-  m/z 117.10 100.00%
1171
5000
91.0
T \
39.0 650 11.50
L 520 " T2l 1l g
0H‘HH‘HH‘HH;m‘;‘HmuW\H‘HH‘HH‘HHWHWH m/z 118.10 85.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10189: Benzene, 1-propenyl-
117.0
5000 IV L WAV
91.0 11.50
m/z 115.10  38.96%
63.0 77.0
OH‘HH‘HH‘HH“H\\H\H\‘}‘\‘\\‘\\\‘1‘\\\\‘“\\\‘9\4\\0‘\\\ “HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10188: Benzene, 2-propenyl-
117.0
L \
11.50
m/z 91.00 33.95%
5000 91.0
39.0 65.0
78.0
0H_HW‘Z?‘?HH“mﬁwm““wm‘l_m‘mul_fluo,m —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\[\
Abundance #10195: Benzene, cyclopropyl- e A ‘
117.0 11.50
m/z 103.10 12.70%
5000
91.0
51.0 65.0 78.0 ‘ ‘ /\
O 210t o 120 1 2080 Bl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 1H-Benzimidazole Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.742 4.49 ug/L 73703  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 87
2 Benzofuran 118 C8H60 000271-89-6 83
3 Benzofuran 118 C8H60 000271-89-6 80
4 1H-Benzimidazole 118 C7H6N2 000051-17-2 42
5 3-Pyridineacetonitrile 118 C7H6N2 006443-85-2 42
Abundance Scan 3235 (11.742 min): VU046271.D\data.ms (-3218) (-  m/z 118.10 100.00%
118.1
5000 89.1
63.0 AW s N
39.0 ‘ ‘ 1341 11.50 12.00
Obeperrrperetprreirriplbeepeeepertderreprrreprlp ety M/z 89.10  44.61%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10172: Benzofuran
118.0
5000 e R
90.0 11.50 12.00
m/z 90.10 35.24%
39.0 630
O\\‘2\\5\-\()’\\\H"H‘H’HHH"‘HH’HH’HH"HH’HH’H\“HH‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10175: Benzofuran
118.0
i ——4
11.50 12.00
5000 m/z 63.00 20.67%
90.0
63.0
39.0 ‘
0\w\mwp\Nhuhdﬁuﬂﬂlu,uu,ukuu\p\u,u\Mu\w\u\_\u
miz--> 20 30 40 50 60 70 80 90 100110120 130140 /\ A
Abundance #10174: Benzofuran N1 h ‘ ﬂ”‘ Dl
118.0 11.50 12.00
m/z 119.10 17.81%
5000
90.0
63.0
39.0
Obreprrtprretiste el e e e peer b e A, e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 6 Indene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.320 30.66 ug/L 503089 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 C9H8 000095-13-6 95
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 91

Abundance Scan 3415 (12.320 min): VU046271.D\data.ms (-3404) (- m/z 115.05 100.00%

115.1
5000
T ‘

5 57‘.1 89.0 12.00 1250
Ob et i o I 1341 3862 06 0 06.30%
miz--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000
12.00 1250

m/z 57.10  13.55%

390 63.0 89.0
O \\‘\\\\‘\\H\ \H“‘\\\\‘\\‘\\‘\\\ “\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9543: Indene
116.0

1200 1250
5000 ITI/Z 89.00 12.81%
390 630 890
o R Y A IR
m/z--> 20 40 60 80 100 120 140 160 \ A
Abundance #9544: Benzene, 1-propynyl- A A R
115.0 12.00 12.50
m/z 63.00 12.04%
5000
63.0 89.0
oraso 30 M7 o L L
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Benzofuran, 7-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.928 2.86 ug/L 47002 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 86
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 83
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 64
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 64
5 1H-Indenol 132 C9H80 056631-57-3 58

Abundance Scan 3604 (12.928 min): VU046271.D\data.ms (-3597) (-  m/z 131.05 100.00%
131.1

83.0
1091 TS
39/0 154.2 13.00
0' J‘v‘—’—v—v—r“v—‘—v m/Z 132.09 89.52%
miz--> 20 40 60 80 100 120 140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 /AM/\{\ T ‘ T T /\k T
51.0 13.00
770 103.0 m/z 83.05 55.23%
21\0 \“ ‘H \“ | \Hh ‘H uu
O\\\‘\1\\’\\‘\\‘i‘\\\|\\‘\\“\\\\|\\\‘\\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16665: Benzofuran, 2-methyl-
131.0
13.00
5000 m/Z 55.05 49, 20%
o 5.0 770 4030
miz--> 20 40 60 80 100 120 140
Abundance #16660: Benzofuran, 2-methyl- ——
131.0 13.00
m/z 82.05 44.95%
5000 Ajtw
51.0 77.0 103.0
N L P A e

m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.976 10.98 ug/L 180217 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 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3619 (12.976 min): VU046271.D\data.ms (-3611) (- m/z 119.10 100.00%
119.1

5000 }\
91.0 ‘ R
300 650 | | 1350 13.00
o) Ay PSRV S PRESS AN 1  h m/z 134.05  47.28%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 !
13.00
91.0 m/z 91.05 16.04%
65.0
O\1\5\0‘\‘\\\‘[‘\\‘\\“\‘\\\“\\‘\\“1‘\\”‘\\]-\%\‘\\\\
miz-> 20 60 80 100 120 140
Abundance #17059. Benzene, 1,2,3,4-tetramethyl-
119.0
1300
5000 ITI/Z 120.05 10.30%
91.0
0 150 39‘0 Ly 6\50 L ‘ I [\l 130
L T T T B
miz--> 20 40 60 80 100 120 140 /\ A
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- A ‘ Al e
119.0 13.00
m/z 133.05 9.22%
5000
370 es0 L0 135.0 AJ\A
0 ‘ ‘ \M iyl Ly ‘ ! H‘ n /\’\

miz--> 20 60 80 100 120 140 13,00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.031 16.48 ug/L 270341 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 95
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14 076089-59-3 93
3 Benzene, 1,2,3,5-tetramethyl- 134 C1loH14 000527-53-7 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 89

Abundance Scan 3636 (13.031 min): VU046271.D\data.ms (-3627) (-  m/z 119.10 100.00%
119.1
5000 /\ J
91.0 L
TR
T L [T et (SNSRI SRS [ m/z 134.05 44.67%
miz--> 20 40 60 80 100 120 140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 jk
5000 A SRS ‘
13.00
91.0 m/z 131.80  26.99%
39.0 65.0 ‘ ‘
0 \1\5\.9 i \“‘\ \“\‘\ “‘1‘\ T \‘H’ T "m\ \H" T \1\3§‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0 Jﬂf
R
13.00
5000 m/z 132.05 21.57%
91.0
410 650 135.0
) S vl R NI i
miz--> 20 40 60 80 100 120 140 A
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- /\M T — A =
119.0 13.00
m/z 91.05 16.30%
5000
91.0
41.0 439 ‘ 1%5.0
0 ‘H““H“‘w\““;'m““,‘H‘,‘HH:“,‘H“WHH L
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 10 o-Cymene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.452  16.29 ug/L 267325 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 76
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 70
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 70
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 70
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70

Abundance Scan 3767 (13.452 min): VU046271.D\data.ms (-3755) (-

m/z 119.10 100.00%

119.1
5000
91.1
390 650 ‘ 13.50
O bt bl 2880 sz 117,05 43.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16991: o-Cymene
119.0
5000 /\/M T T T \/\/\J\/\\‘
91.0 13.50
m/z 134.00 42.58%
39.0 65.0 ‘
0 \1\5‘\.?\‘\ T \“‘\ \“1‘\““1‘\ T \‘H‘ i “H‘\ \‘M T LU R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 /\
—— ‘
13.50
5000 ITI/Z 91.10 20.07%
390 91.0
. 65.0
ol L e L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- e
119.0 13.50
m/z 115.05 17.35%
5000
91.0 ‘
41.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 13.50

SFAMULM112921WMA.M Thu Dec 16 18:34:55 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 2-Methylindene Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.523 8.38 ug/L 137542  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 96
2 Benzene, 1-butynyl- 130 CleH1e 000622-76-4 95
3 2-Methylindene 130 C1eH1e 002177-47-1 95

4 Benzene,1-methyl-1,2-propadienyl- 130

5 1H-Indene, 1-methyl-

130

C10H10
C10H10

Abundance Scan 3789 (13.523 min): VU046271.D\data.ms (-3781) (-
130.1

022433-39-2 94
000767-59-9 94

m/z 130.05 100.00%

5000 A
T
390 | 630 51020 | s 13.50
Ol oot bl B8 LT M 5L s 195,06 93.72%
m/z--> 20 40 60 80 100 120 140
Abundance #15022: 2-Methylindene
130.0
5000 A <= ‘
13.50
m/z 129.05 75.60%
51.0
28.0 | 77.0 1020 ‘
O\\\‘\‘}\\“\\i\“‘\‘\\H}"\\‘\\“‘\\\l‘\‘ ‘1\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #15027: Benzene, 1-butynyl-
115.0
T
13.50
5000 ITI/Z 128.00 36.66%
63.0
39.0 89.0 151.0
0\¥59\\\\H\\m\ﬁw\ﬂw,\ﬂ\\ﬂ\\w\‘wM\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #15023: 2-Methylindene i 7M$Aﬁ“j
130.0 13.50
m/z 127.05 17.90%
5000
64.0
ob et 0 L1130 I e
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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-methyl-2-cyclop... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.629 18.00 ug/L 295317 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 95
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
3 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 95
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
5 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 93

Abundance Scan 3822 (13.629 min): VU046271.D\data.ms (-3814) (-  m/z 130.05 100.00%
130.1

5000
SVLVAR
390 240 102.1 13.50 14.00
Ol e B3l 14811683 0 995 65 93.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15022: 2-Methylindene
130.0
5000 SATAS =L
13.50 14.00
m/z 129.05 75.51%
\\\’\‘}\\’\\\\’\\HH‘\\\\‘\\\‘\‘\\‘\\\\‘\\\\
miz--> 20 40 80 100 120 140 160
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0 ﬁj\]\
e e
13.50 14.00
5000 ITI/Z 128.05 37.36%
27.0 ‘ 77.0  102.0
0 W,HH‘,HM,‘ TSR NP B | A
miz--> 20 40 80 100 120 140 160
Abundance #15034: 1,4-Dihydronaphthalene — —
130.0 13.50 14.00
m/z 127.05 19.12%
5000
510 770 1020
o‘”,z‘?‘(‘)‘,”“ b b
m/z--> 20 80 100 120 140 160 13.50 14.00

SFAMULM112921WMA.M Thu Dec 16 18:34:57 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.835 8.75 ug/L 143586 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 81
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 81
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 81
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 Cl1H1l6 004706-89-2 76
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 74

Abundance Scan 3886 (13.835 min): VU046271.D\data.ms (-3879) (-  m/z 133.05 100.00%
138.1

-

5000
- 0
91.0
39.0 65.0 ‘ ‘ m H 160.2 13.50 14.00
Ol et p et gl TS m/z 148,15 27.32%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
138.0
5000 M ’A\ A ‘ A
13.50 14.00
91.0 m/z 131.05 13.12%
39.0 .
0 \‘\\1\5\-‘0\‘\ T \‘“\ \‘\‘\6‘?\0\ \““ T \‘\‘\ “\‘\ \M‘“ T M‘\ T \‘\‘\ T T
m/z--> 0O 20 40 60 80 100 120 140 160

Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0

-

=1 T
13.50 14.00

5000 m/z 91.05 12.68%
39.0 91.0
15.0 65.0
) W PR . R N
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26356: Benzene, pentamethyl- — —
138.0 13.50 14.00
m/z 115.05 11.70%
5000
41.0 91.0
0\‘\\\\‘\‘m\“‘\\‘1“\??-\0\\“‘H‘m“\’l\lﬂ“gmw‘w\UH‘HH e PR
m/z--> 0 20 40 60 80 100 120 140 160 13.50 14.00

SFAMULM112921WMA.M Thu Dec 16 18:34:58 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Azulene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.089 192.55 ug/L 3159350 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 93
4 Azulene 128 C10H8 000275-51-4 93
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3965 (14.089 min): VU046271.D\data.ms (-3948) (-  m/z 128.05 100.00%
128.1

5000
14.00 |
51.0 102.1 .
) SRS R ‘7‘?{“?‘ Ml 14811682 s 15700 12.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000 — ‘
14.00
m/z 129.05 10.84%
51.0 75.0 10‘2-0 ‘ ‘
O‘\\\\‘\\“\\‘W\\H”“\\\\“\\\\‘\‘\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13684: Naphthalene
128.0 /\
‘ —
14.00
5000 ITI/Z 102.10 8.72%
o O10 740 1020 ‘
o280 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #13683: Naphthalene —7t I
128.0 14.00
m/z 126.10 7.23%
5000
om0, S0 T R0 |
m/z--> 20 40 60 80 100 120 140 160 14.00

SFAMULM112921WMA.M Thu Dec 16 18:34:58 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 (1-Methylbuta-1,3-dienyl)be... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.671 8.49 ug/L 139309 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-Methylbuta-1,3-dienyl)benzene 144 C11H12 054758-36-0 78
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 46
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 46
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 46
Abundance Scan 4146 (14.671 min): VU046271.D\data.ms (-4138) (- m/z 131.05 100.00%
131.1
5000 \AAAA
P .
510 750 91" ‘ 1602 14.50 15.00
0l i b MLl T m/z 129,00 55.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23567: (1-Methylbuta-1,3-dienyl)benzene
129.0
5000 L —
14.50 15.00
39.0 m/z 128.00 34.69%
‘ "~ 1020
O \\\‘\\\\‘i‘\\‘VE!‘%\‘\H}‘\\‘\\‘\\\}‘\M\\“‘\\\‘\\\\‘\\
miz--> 20 80 100 120 140 160 180
Abundance #25031. 1H—Indene, 2,3-dihydro-4,7-dimethyl-
131.0
e e
14.50 15.00
5000 m/z 146.15 29.74%
39.0 91.0
63.0
0 ‘H“M‘Jp‘w‘,mﬂ‘H“‘W‘¥‘p ‘M“JM‘W““‘H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)- A —
131.0 14.50 15.00
m/z 115.10 25.77%
91.0
5000
701 i ]
om_m“‘”‘s“ﬂ Q“_ww‘;hH“_‘le‘m‘_m_‘ - —
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\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Benzene, pentamethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
14.809  5.72 ug/l 93917  1,4-Dichlorobenzene-d4  11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 18 clie 000700-12-9 55

001075-38-3 49
004706-89-2 49
004706-90-5 49
004920-99-4 46

2 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16
3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H1l6
5 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16

Abundance Scan 4189 (14.809 min): VU046271.D\data.ms (-4182) (- m/z 133.05 100.00%

133.1
5000
‘ 1450  15.00
50.9 ‘ ' :
0 "m"‘HJ‘HmwM‘mpu‘m“_‘”‘ “uweww?‘??? m/z 148.15  42.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26354: Benzene, pentamethyl-
138.0
5000 — /k —
14.50 15.00
m/z 129.05 42.13%
91.0
O \‘\\1\5\‘0\\\4\.?‘-‘\0\\\6‘5\\0\\“\\‘\\‘\‘\\‘\“\\\‘\‘\U\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26409: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
138.0
P P
14.50 15.00
5000 m/z 144.05  27.91%
105.0
41.0
ol 880t
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)- ‘
133.0 14 50 15.00
m/z 128.05 26.08%
5000
150 390 g 910
Y R e M O W — - o
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50 15.00

SFAMULM112921WMA.M Thu Dec 16 18:35:00 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 2,5,6-Trimethylbenzimidazole Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.140 10.65 ug/L 174725 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5,6-Trimethylbenzimidazole 160 C1OH12N2 003363-56-2 80
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 49
3 1H-Inden-1-one, 2,3-dihydro-4,7-... 160 C11H120 005037-60-5 46
4 Thiophene, 3-phenyl- 160 C1OH8S 002404-87-7 38
5 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 38

Abundance Scan 4292 (15.140 min): VU046271.D\data.ms (-4284) (- m/z 160.10 100.00%
160.1

115.1 Ay ey
390 650 30 ‘ 15.00 15.50
o"wWMMM‘M“; b BBTA L2072 40 159,10 84.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36014: 2,5,6-Trimethylbenzimidazole
160.0
5000 o] Y
15.00 15.50
m/z 145.05 66.23%
91.0
39.0 65.0 118.0
O\]-\5\‘0\\\\“‘\\u\“\‘\\\Mi\\‘\\‘\\\M“\\\\‘\‘\\\“‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36290: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl-
145.0
—r —
15.00 15.50
5000 m/z 115.10  23.80%
117.0
91.0
15039065"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36191: 1H-Inden-1-one, 2,3-dihydro-4,7-dimethyl- —— —
160.0 15.00 15.50
1170 m/z 91.05  14.65%
5000
51.0
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\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 unknown-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
15.343 3.77 ug/L 61777 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 47
2 1,2,3,4-Tetrahydroisoquinolin-5-... 148 C9H12N2 115955-90-3 43
3 2-Propenoic acid, 3-phenyl- 148 C9H802 000621-82-9 38
4 Benzaldehyde, 2,4,5-trimethyl- 148 C10H120 005779-72-6 38
5 1H-Indene, 2,3-dihydro-1,1,5,6-t... 174 C13H18 000942-43-8 35

Abundance Scan 4355 (15.343 min): VU046271.D\data.ms (-4349) (-  m/z 147.05 100.00%
147.1

=

5000
\
15.00 15.50
0- m/z 148.05 80.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26957: 3-Methylbenzothiophene
148.0
5000 = T
15.00 15.50
m/z 159.15 71.44%
45 69.0
e |
O\\\\‘\\\\‘\\‘\\“\\‘\‘H‘“\\‘\‘\“\\\\’\\\\‘\ \\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26860: 1,2,3,4-Tetrahydroisoquinolin-5-amine
147.0
119.0 = —
15.00 15.50
5000 m/z 131.00 64.12%
91.0
390 650
o P s S PR T P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26923: 2-Propenoic acid, 3-phenyl- — T
147.0 15.00 15.50
m/z 145.05 40.87%
5000 103.0
51.0 77.0
270 | M\l ‘ ‘ |
Ot et “‘1“ku‘1“M“‘M““““ — —
m/z--> 20 40 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\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Biphenyl Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.954  47.89 ug/L 785813  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 81
Abundance Scan 4545 (15.954 min): VU046271.D\data.ms (-4536) (- m/z 154.10 100.00%
154.1
5000
6.0 A
16.00
1151 .
0l 208 28LD ) 153,05 39.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31485: Bipheny
154.0
5000 T
16.00
m/z 152.05 27.01%
76.0
| s
0’\\\\‘H“H‘WHH\‘HH“\\H‘\H\H‘H‘\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31481: Bipheny
154.0
16.00
5000 m/z 76.00 14.63%
76.0
S T
O et bt e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31482: Biphenyl I
154.0 16.00
m/z 155.10  12.29%
5000

76.0
39.0 ‘ 115.0
O prrrel bbbt e e e
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\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Naphthalene, 1-ethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.147 7.75 ug/L 127202 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 97
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 97
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
Abundance Scan 4605 (16.147 min): VU046271.D\data.ms (-4600) (- m/z 141.05 100.00%
141.1
5000 JK
16.00 16.50
510 76.0 174.2
Obrerrerer O i ey g T 2080 ) 156 00 45.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000
16.00 16.50
115.0 m/z 115.10  24.28%
150 390 630 89.0 P
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33124: Naphthalene, 2-ethyl-
141.0
16.00 16.50
5000 m/z 142.05 12.33%
115.0
21,0 51.0 760 |
[l
R B T B e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl- —T —
141.0 16.00 16.50
m/z 128.05 9.63%
5000
115.0
10 76.0
o 200580 00 L AN
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Naphthalene, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.262 212.43 ug/L 3485510 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, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 4641 (16.262 min): VU046271.D\data.ms (-4628) (- m/z 156.15 100.00%
1

56.2
5000
— —
0o 170 1151 _ 16.00 16.50
| : A8 28l m/z 141.05  70.04%
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 155.15 34.23%
390 | |
O' ‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
16.00 16.50
5000 m/z 115.10  14.70%
77.0
45.0 ‘ 115.0 ‘
Olrrrprrrrprrrpheth e prrd bl e e prere e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 16.00 16.50
m/z 128.00 14.37%
5000
77.0 115.0
390 .1 ey
O byt b e
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\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 24 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.410 247.56 ug/L 4061930 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4687 (16.410 min): VU046271.D\data.ms (-4676) (- m/z 156.15 100.00%

156.2
5000
1151
77.0 ‘ 16.50
51.0
) vl M B ! AL “M‘ 882 m/z 141.05  87.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 LN
16.50
115.0 m/z 155.10 27.65%
76.0 ‘
51.0
O \\\‘2\7‘\-9\“ T \“\ \“‘h‘\‘\”!h‘ \‘\‘\ T [‘\ T } ‘ \“!‘\ \“‘\ \M‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
16.50
5000 51.0 ITI/Z 115.10 19.72%
770 115.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0 16.50
m/z 128.05 15.88%
5000
77.0 115.0
51.0
ok 20 b e b M
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\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 25 Naphthalene, 1,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.449 134.16 ug/L 2201400 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 4699 (16.449 min): VU046271.D\data.ms (-4694) (- m/z 156.20 100.00%

156.2
5000
770 1151 16.50
510, ) Lo M 1902
0 bl et el AR m/z 141.85 68.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
5000
16.50
m/z 155.10 36.72%
77.0 1150
1.
O\\\‘2\7\9\‘\5\‘\\0“1\\U“\\\\‘\\\‘\‘\‘1‘\\“‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
16.50
5000 ITI/Z 115.10 15.04%
77.0
510 115.0
ol ZO b b W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 16.50
m/z 128.05 14.35%
5000
115.0
510 ‘
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\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 26 Naphthalene, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.639 97.78 ug/L 1604330 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 4758 (16.639 min): VU046271.D\data.ms (-4740) (- m/z 156.15 100.00%

156.2
5000
115.1
76.0 ‘ 16.50 17.00
39.0 :
ol by L b “M‘ 200t 280 p/z 141.05  89.16%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 — —r—
16.50 17.00
m/z 155.10  26.89%
9.0 76.0
(I ‘\. i“ﬂ‘“l“h‘\ uh J’-‘lpr(\)‘“\ ‘\‘ [M\ L I B B B B B
m/z--> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
S ANDNE
16.50 17.00
5000 m/z 115.10 20.92%
39.0 76.0 115.0 m
A W P U T )
m/z--> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl- R ——
156.0 16.50 17.00
m/z 128.05 15.82%
5000
77.0 1150
390 .4 !
0‘m‘“”M‘,H‘M‘MMH“H“H —= —r—
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Naphthalene, 1,2-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.786  23.47 ug/L 385095 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96

Abundance Scan 4804 (16.786 min): VU046271.D\data.ms (-4794) (-  m/z 141.05 100.00%
1

41.1
5000
—— —
39.0 76.0 ‘ ) 16.50 17.00
Olrrrprrrmr w,“l“N‘U“m‘u]"‘:‘l“q"(‘)‘““‘“i““W:‘LZ%',J‘H“2‘(‘)%"2‘””“”“‘%%1‘1' m/z 156.15  80.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
5000
16.50 17.00
m/z 115.10 22.94%
76.0 115.0
390 ) \m |
O\H‘H\\‘\H\’\H‘\‘HH‘H\H\‘\H‘H ‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
—r— —
16.50 17.00
5000 m/z 155.10  14.94%
76.0
039°ww\\1100w\w\w
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl- —r— : ‘A/‘\A‘m
156.0 16.50 17.00
m/z 128.05 14.76%
5000
76.0 115.0
390 4 4Ll
O e bbb e e —= ——
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 28 Biphenylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.880  27.50 ug/L 451144  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenylene 152 C12H8 000259-79-0 92
2 Acenaphthylene 152 C12H8 000208-96-8 91
3 Biphenylene 152 C12H8 000259-79-0 83
4 Acenaphthylene 152 C12H8 000208-96-8 70
5 Acenaphthylene 152 C12H8 000208-96-8 60
Abundance Scan 4833 (16.880 min): VU046271.D\data.ms (-4823) (-  m/z 152.05 100.00%
152.1
5000
76. 16.50 17.00
39.0 115.1 ‘ ‘ .
0 ,‘Hu_uu““HJ‘MuwHu_mu“““_‘uﬂﬁ?;?wWW‘_??ﬂl‘r m/z 168.15  36.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29520: Biphenylene
152.0
| J
5000 — e
16.50 17.00
m/z 167.15 21.62%
76.0
O’\\3\\9“.\0\”!\“‘\HH!‘\‘\H%\J-\]\-\.‘()\‘H\‘H‘M\‘H\\‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29524: Acenaphthylene
152.0 (\
— -
16.50 17.00
5000 m/z 151.05 19.56%
76.0
0 39.0 | | , 111.0
A mana i L L e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29517: Biphenylene
152.0 16.50 17.00
m/z 153.00 18.00%
5000
76.0
L RN T
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Naphthalene, 2-ethenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.095 30.19 ug/L 495350 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 94
2 Acenaphthene 154 C12H10 000083-32-9 89
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 64
4 Acenaphthene 154 C12H1e 000083-32-9 60
5 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 59
Abundance Scan 4900 (17.095 min): VU046271.D\data.ms (-4891) (- m/z 153.05 100.00%
153.1
5000
76.0
9.0 ‘ ' 17.00
ol 23 b 308 m 2090 2810 n/7 154.10  89.39%
miz-> 50 100 150 200 250
Abundance #31489: Acenaphthene
154.0
5000 — :
17.00
76.0 m/z 152.05 51.19%
39.0 115
O T T T T ‘ \“‘ \M\ T T \Q\ T M T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
17.00
5000 m/z 76.00 22.03%
76.0
ol Ol e |
miz--> 50 100 150 200 250 [\
Abundance #31491: Naphthalene, 2-ethenyl-
1538.0 1700
m/z 151.05 17.88%
5000
76.0
oomol mso |l
m/z--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 30 Naphthalene, 1,4,6-trimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
17.327 4.72 ug/L 77426  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 95
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95

Abundance Scan 4972 (17.327 min): VU046271.D\data.ms (-4966) (- m/z 170.20 100.00%

170.2
5000
e AR AR m
510 82 2‘8 0 H‘ “ - 17.00 17.20 17.40
0 _Wm:uwwH‘mwMWH‘_“‘29‘7“1‘”“_”‘_m_:: m/z 155.10  83.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 LI LA L L B
17.0017.2017.40
115.0 m/z 153.05  22.24%
63.0 ‘
O ‘\\\\‘\\‘\\“P\\‘U‘Hl‘\‘\\‘\\\\‘\‘\‘\\“‘\\ ‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
17.0017.2017.40
5000 m/z 169.15 20.32%

00 760 1289 |

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #45535: Naphthalene, 1,6,7-trimethyl- : ‘/\_ R Emae H/\ =
155.0 17.0017.20 17.40

m/z 152.05 15.93%

o

=

5000

115.0
76.0 ‘ ‘
e

O vt et R
miz--> 20 40 60 80 100120140 160180200220 240260280 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Naphtho[2,1-d]imidazole Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.407 15.65 ug/L 256791 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 Dibenzofuran 168 C12H80 000132-64-9 64
4 Naphtho[2,1-d]imidazole 168 C11H8N2 000233-53-4 59
5 1-Naphthalenecarbonitrile, 8-amino- 168 C11H8N2 038515-13-8 59

Abundance Scan 4997 (17.407 min): VU046271.D\data.ms (-4981) (-  m/z 168.10 100.00%

168.1
5000 139.0 A

84.0 17.00 17.20 17.40

200 b 20712820 o139, 00 37.75%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43617: Dibenzofuran
168.0

5000 PR A
139.0 17.00 17.20 17.4

m/z 169.10 12.01%

B0 s |
I I N V0 N 1Y
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ H‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43615: Dibenzofuran
168.0
I My

LA L L B B L

17.00 17.20 17.40

o

o

5000 m/z 84.05 6.83%
139.0
84.0
0 39.0 |

[ T e e e e e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43616: Dibenzofuran /\ h ‘/‘\“‘ RS ‘/\Vﬁ‘

168.0 17.00 17.20 17.40

m/z 140.05 4.99%

5000
84.0 139.0
519 ‘ |
0 R T ) |

m/z--> 20 40 60 80 100120140160180200220240260280 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 32 Naphthalene, 1,6,7-trimethyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
17.539 3.54 ug/L 58122 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97

Abundance Scan 5038 (17.539 min): VU046271.D\data.ms (-5030) (-  m/z 170.15 100.00%

170.2
5000 V\/\/\f\
A I
128.0
63‘.0‘ | ‘ | ‘H 2071 b8l - 17.20 17.40 17.6(1
ob———pbbe o Ll all 20T 28l pyz 155,10 84.07%
miz--> 50 100 150 200 250
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 LN L N B B L B A B
17.20 17.40 17.60
m/z 153.05 22.19%
128.0
o 76.0 ‘
oL ‘?9\‘0‘\ Al : L \‘\‘ I “\M‘h“ e
miz--> 50 100 150 200 250
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
P O e e
17.20 17.40 17.60
5000 ITI/Z 169.20 16.76%
115.0 JM
ol Ll
miz--> 50 100 150 200 250
Abundance #45538: Naphthalene, 2,3,6-trimethyl- P S
170.0 17.20 17.40 17.60
m/z 152.00 15.83%
5000
128.0
76.0
miz--> 50 100 150 200 250 17.20 17.40 17.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46271.D

Acqg On : 10 Dec 2021 17:30

Operator : SY/MD

Sample : M4885-22ME

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 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|
Methanol, TBDMS... 3.179 3.6 ug/L 41278 1 6.250 575957 50.0
Benzene, 1-prop... 11.546 2.7 ug/L 44090 3 11.819 820406 50.0
1H-Benzimidazole 11.742 4.5 ug/L 73703 3 11.819 820406 50.0
Indene 12.320 30.7 ug/L 503089 3 11.819 820406 50.0
Benzofuran, 7-m... 12.928 2.9 ug/L 47002 3 11.819 820406 50.0
Benzene, 1,2,4,... 12.976 11.0 wug/L 180217 3 11.819 820406 50.0
Benzene, 1l-ethy... 13.031 16.5 wug/L 270341 3 11.819 820406 50.0
o-Cymene 13.452 16.3 wug/L 267325 3 11.819 820406 50.0
2-Methylindene 13.523 8.4 wug/L 137542 3 11.819 820406 50.0
Benzene, (1-met... 13.629 18.0 ug/L 295317 3 11.819 820406 50.0
Benzene, 1,3-di... 13.835 8.8 ug/L 143586 3 11.819 820406 50.0
Azulene 14.089 192.6 wug/L 3159350 3 11.819 820406 50.0
(1-Methylbuta-1... 14.671 8.5 wug/L 139309 3 11.819 820406 50.0
Benzene, pentam... 14.809 5.7 wug/L 93917 3 11.819 820406 50.0
2,5,6-Trimethyl... 15.140 10.7 wug/L 174725 3 11.819 820406 50.0
unknown-01 15.343 3.8 ug/L 61777 3 11.819 820406 50.0
Biphenyl 15.954 47.9 ug/L 785813 3 11.819 820406 50.0
Naphthalene, 1-. 16.147 7.8 ug/L 127202 3 11.819 820406 50.0
Naphthalene, 2,. 16.262 212.4 ug/L 3485510 3 11.819 820406 50.0
Naphthalene, 2,. 16.410 247.6 wug/L 4061930 3 11.819 820406 50.0
Naphthalene, 1,... 16.449 134.2 wug/L 2201400 3 11.819 820406 50.0
Naphthalene, 1,... 16.639 97.8 wug/L 1604330 3 11.819 820406 50.0
Naphthalene, 1,... 16.786 23.5 wug/L 385095 3 11.819 820406 50.0
Biphenylene 16.880 27.5 wug/L 451144 3 11.819 820406 50.0
Naphthalene, 2-... 17.095 30.2 wug/L 495350 3 11.819 820406 50.0
Naphthalene, 1,... 17.327 4.7 ug/L 77426 3 11.819 820406 50.0
Naphtho[2,1-d]i... 17.407 15.7 wug/L 256791 3 11.819 820406 50.0
Naphthalene, 1,... 17.539 3.5 ug/L 58122 3 11.819 820406 50.0
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