LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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@46098.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 73 81 97 rBV 103652 115376 ©.55% 0.234%
2 1.916 176 179 192 rVB 73015 94231 0.45% 0.191%
3 2.025 211 213 216 rBV3 399 312 0.00% 0.001%
4 2.150 250 252 259 rvB2 474 331 0.00% 0.001%
5 2.568 370 382 407 rBV 178877 296075 1.42% 0.601%
6 2.794 447 452 462 rVB 509 701 0.00% 0.001%
7 2.964 502 505 509 rVB2 223 202 0.00% ©0.000%
8 3.051 524 532 540 rVB3 888 1589 0.01% 0.003%
9 3.189 569 575 583 rVB 388 501 0.00% 0.001%
106 3.575 691 695 699 rBV 157 196 0.00% ©0.000%
11 3.877 786 789 794 rBV 157 206 0.00% ©0.000%
12 4.639 1008 1026 1059 rBv2 65699 189052 0.91% 0.384%
13  4.813 1077 1080 1085 rVB 252 194 0.00% ©.000%
14  4.838 1085 1088 1093 rVB2 239 248 0.00% 0.001%
15 4.893 1102 1105 1108 rBV2 294 261 ©0.00% 0.001%
16 5.067 1142 1159 1181 rVWV 138275 309899 1.49% 0.629%
17 5.192 1195 1198 1204 rVB2 270 242 0.00% ©0.000%
18 5.289 1225 1228 1229 rBV 354 194 0.00% ©0.000%
19 5.726 1343 1364 1382 rBV2 305067 814608 3.91% 1.654%
20 5.970 1433 1440 1441 rBV2 586 582 0.00% 0.001%
21 6.041 1459 1462 1464 rVB 284 192 0.00% ©0.000%
22 6.092 1473 1478 1481 rBV 155 204 0.00% 0.000%
23 6.250 1513 1527 1548 rBV 304533 579904 2.79% 1.177%
24  6.530 1606 1614 1625 rBV2 3052 5616 ©.03% 0.011%
25 6.694 1651 1665 1683 rBV 183882 356591 1.71% 0.724%
26 6.809 1696 1701 1710 rVB2 564 838 0.00% 0.002%
27 7.041 1768 1773 1779 rVB 348 448 0.00% 0.001%
28 7.517 1918 1921 1924 rBV 204 185 ©0.00% ©0.000%
29 7.568 1924 1937 1955 rVvVv 108175 187670 0.90% 0.381%
30 7.671 1965 1969 1972 rBV 281 191 0.00% 0.000%
31 7.787 2002 2005 2014 rBB 192 271 0.00% 0.001%
32 7.899 2026 2040 2057 rVV 402925 696839 3.35% 1.415%
33 7.970 2058 2062 2077 rVB 6248 9389 0.05% 0.019%
34 8.179 2116 2127 2144 rBV 75381 123536 ©.59% 0.251%
35 8.469 2210 2217 2220 rBvV2 277 361 ©0.00% 0.001%
36 8.559 2238 2245 2250 rBvV2 461 430 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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 8.636 2257 2269 2299 rBV = 234760 422587 2.03% 0.858%
38 8.915 2350 2356 2360 rBvV3 409 405 0.00% 0.001%
39 9.214 2441 2449 2459 rVB7 1069 1756 0.01% 0.004%
40 9.337 2478 2487 2492 rBv2 946 1137 0.01% 0.002%
41  9.417 2499 2512 2540 rBV 433295 717902  3.45%  1.458%
42 9.571 2549 2560 2574 rBV 10108 15196 0.07% 0.031%
43  9.694 2584 2598 2608 rVV2 23369 39802 0.19% 0.081%
44  9.745 2608 2614 2623 rVB4 3931 5983 0.03% 0.012%
45 10.018 2693 2699 2711 rBv4 1968 2999 0.01% 0.006%
46 10.102 2715 2725 2738 rBV 15170 25287 0.12% 0.051%
47 10.173 2738 2747 2750 rVB2 653 871 0.00% 0.002%
48 10.253 2761 2772 2782 rVB5 4205 6514 0.03% 0.013%
49 10.311 2786 2790 2793 rBv2 648 561 0.00% 0.001%
50 10.353 2797 2803 2810 rVv5 1299 2217 0.01% 0.005%
51 10.394 2811 2816 2824 rVB3 1821 2783 0.01% 0.006%
52 10.485 2833 2844 2853 rVB4 2558 4277 0.02% 0.009%
53 10.562 2857 2868 2874 rBV6 3057 5309 0.03% 0.011%
54 10.623 2883 2887 2892 rBV6 2477 2902 0.01% 0.006%
55 10.758 2912 2929 2949 rBV 268050 436482 2.10% 0.886%
56 10.867 2959 2963 2966 rBV4 907 791 0.00% 0.002%
57 10.903 2968 2974 2984 rVB2 3917 6035 0.03% 0.012%
58 10.999 2995 3004 3018 rBV 16479 34179 0.16% 0.069%
59 11.115 3020 3040 3056 rVB3 37418 86462 0.42% 0.176%
60 11.295 3088 3096 3110 rBV3 8690 18547 ©0.09% 0.038%
61 11.417 3127 3134 3141 rBV 10474 13468 0.06% 0.027%
62 11.468 3141 3150 3172 rVB 57337 100620 0.48% 0.204%
63 11.574 3173 3183 3192 rBV4 5394 11322 0.05% 0.023%
64 11.700 3216 3222 3228 rBV5S 7451 12598 0.06% 0.026%
65 11.812 3245 3257 3270 rBV 518067 811468 3.90% 1.648%
66 12.095 3334 3345 3352 rBV2 30281 50555 0.24% 0.103%
67 12.192 3363 3375 3389 rVB 446819 721652 3.47% 1.465%
68 12.327 3408 3417 3427 rVB2 55300 79437 0.38% 0.161%
69 12.378 3428 3433 3439 rBV4 5245 7911 0.04% 0.016%
70 12.465 3453 3460 3464 rBV2 8737 13461 0.06% 0.027%
71 12.571 3489 3493 3501 rVB 14300 17332 0.08% 0.035%
72 12.925 3595 3603 3610 rBV 29999 49034 0.24% 0.100%
73 12.973 3612 3618 3625 rVB 33830 46356 0.22% 0.094%
74 13.028 3625 3635 3646 rBvV2 96437 175184 ©.84% 0.356%
75 13.291 3707 3717 3727 rVB3 38700 64395 0.31% 0.131%
76 13.353 3730 3736 3744 rVB5 10977 15355 0.07% 0.031%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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 13.558 3795 3800 3806 rBV 13449 17772 0.09% 0.036%
78 13.626 3816 3821 3834 rVB6 19141 31408 0.15% 0.064%
79 13.732 3847 3854 3863 rBV8 7552 12728 0.06% 0.026%
80 13.835 3878 3886 3892 rBvV4 26827 45201 0.22% ©0.092%
81 14.086 3951 3964 3983 rVB 3964720 6343820 30.47% 12.881%
82 14.208 3993 4002 4018 rVB 151171 247194 1.19% 0.502%
83 14.452 4072 4078 4082 rBV2 15651 20554 0.10% 0.042%
84 14.484 4083 4088 4098 rVB 46214 64884 0.31% 0.132%
85 14.668 4136 4145 4158 rBV3 64704 137700 0.66% 0.280%
86 14.809 4182 4189 4196 rBV 37899 57291 0.28% 0.116%

87 14.877 4204 4210 4222 rVB2 68810 108350 0.52% ©.220%
88 15.169 4295 4301 4306 rBV 117846 154062 0.74% ©.313%
89 15.227 4306 4319 4343 rVB 12953376 20817546 100.00% 42.268%
90 15.340 4345 4354 4363 rBV 158901 259339 1.25% 0.527%

91 15.410 4364 4376 4400 rVB 4843540 7727472 37.12% 15.690%
92 15.951 4534 4544 4557 rVB 1130795 1715107 8.24% 3.482%
93 16.147 4596 4605 4613 rBV 323518 488283 2.35% 0.991%
94 16.259 4629 4640 4664 rVB 630411 1139558 5.47% 2.314%
95 16.407 4676 4686 4693 rBV 537855 855013 4.11% 1.736%
96 16.635 4743 4757 4778 rVB2 121158 300335 1.44% 0.610%
97 16.783 4796 4803 4815 rVB 50704 77813 0.37% 0.158%
98 16.880 4825 4833 4846 rVB 89058 131295 0.63% 0.267%
99 17.095 4891 4900 4920 rVB2 272128 488253 2.35% 0.991%
100 17.407 4991 4997 5011 rVB 117848 191064 0.92% 0.388%
Sum of corrected areas: 49250839
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

: VU@46098.D

: 04 Dec 2021 17:06

: SY/MD

: M4942-01 10X

: 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
12

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 (Z)-1-Phenylpropene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.095 3.12 ug/L 50555 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 86
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Indane 118 C9H10 000496-11-7 76
5 Indane 118 C9H1e0 000496-11-7 76

Abundance Scan 3345 (12.095 min): VU046098.D\data.ms (-3334) (-  m/z 117.10 100.00%

11y.1
5000 j\
91.1 S R ‘
39\0 ! \\63\\0 \‘ 1840 2 9
O et e e e e m/z 118.10 55.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10185: (Z)-1-Phenylpropene
117.0
5000 /‘\‘“\ /\ i
91.0 12.00
51.0 m/z 115.10 36.05%
OH‘HH‘%\?\‘()HH“HHHHH‘lHH‘\M\’HH‘HHM‘H\‘HH“HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
117.0
T T
12.00
m/z 91.10 20.30%
5000 91.0
39.0 65.0
0‘wH‘wH‘wH‘LH‘wh‘wWkwuﬂhu‘ﬁm‘wﬁ‘wulﬁu‘wuu,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬂ\ﬁJ\
Abundance #10190: Benzene, 2-propenyl- Ak
117.0 12.00
m/z 119.10 14.58%
5000
o0 58.0 91.0
SRR ST YRR S — M. J
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.327 4.89 ug/L 79437  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Undecane 156 C11H24 001120-21-4 93
3 Decane 142 C10H22 000124-18-5 86
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
5 Undecane 156 C11H24 001120-21-4 83
Abundance Scan 3417 (12.327 min): VU046098.D\data.ms (-3408) (-  m/z 57.05 100.00%
57.0
5000
85.1
=5 T
39 ‘ ‘ 1131 156.2 12.00 12.50
oH‘_M‘H;Hmm‘:wu‘m:”‘_m'm”_”l_ m/z 43.00  72.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 V\M - A
85.0 12.00 12.50

290 m/z 71.05 53.34%

1 O =
| i nin | L
T ‘ T ‘ \ T \ ‘ T ‘ LR ‘ T T ‘ T T ‘ LI ‘ T
m/z--> 60 80 100 120 140 160
Abundance #33077: Undecane
57.0 M

o

1200 1250
5000 m/z 41.00 40.42%
85.0
29.0
| L 113.0 156.0
0—rr—ri— ‘\\H\‘1\\\“\\1‘\‘\‘\\\‘\\\}‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22067: Decane o —
43.0 12.00 12.50
m/z 85.10 29.62%
5000
L 71.0
- ‘99,0 142.0 m
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\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Benzofuran, 2-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.925 3.02 ug/L 49034  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
5 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 90
Abundance Scan 3603 (12.925 min): VU046098.D\data.ms (-3595) (-  m/z 131.00 100.00%
131.0
5000 /\
51.0 770 1031 R - ﬂ/\»
I i T
O “‘u “\w ) s sl AL 0 m/z 132.05  90.43%
m/z--> 20 100 120 140 160
Abundance #16665.Benzohuan,24neﬂwk
131.0
5000 J\ T T /\\ T
13.00
51.0 770 1030 m/z 77.00  23.30%
0“‘““""“““‘““\“‘\Hh“‘\““h“““““““‘
miz--> 20 40 60 80 100 120 140 160
Abundance #16664: Benzofuran, 2-methyl-
131.0
LRSI
13.00
5000 m/z 51.00 21.20%
51.0
77.0
27.0 ‘ ‘ 103.0
Ob el w‘w / w‘ b
miz--> 20 80 100 120 140 160 /\
Abundance #16666: Benzofuran, 2-methyl- N[y 5 gl g
131.0 1300
m/z 103. 21.09%
5000
51.0 77.0 103.0
0 SRR R R VERR R N E— —
m/z--> 20 40 60 80 100 120 140 160 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
12.973 2.86 ug/L 46356 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 3618 (12.973 min): VU046098.D\data.ms (-3612) (-  m/z 119.10 100.00%
119.1

91.0 \ AT

390 680 | | | M1 P ;
O b b M TP m/z 134005 48.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-

119.0

ﬂA A

5000 ‘ N
13.00

m/z 91.05 16.27%

91.0
39.0  65.0
O\1\5\0‘\\\\“‘\\‘\\“\‘\\\“‘\\‘\\“\‘\\‘\‘l\\1\‘\6.‘0\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0

13.00
5000 m/z 120.10 11.41%
91.0
0 ‘H_“H“H:M“‘H‘_‘H‘M‘H:“l”““_H‘_
miz--> 20 40 60 80 100 120 140 160 (\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- - N[\ i Al
119.0 13.00

m/z 133.05 9.17%

5000
91.0
39.0 65.0 (\A
150 | [l L, ‘ I ‘\M 136.0 waf) /\

m/z--> 20 40 60 80 100 120 140 160 13.00

o

SFAMULM112921WMA.M Wed Dec 08 04:02:27 2021 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Benzofuran, 7-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.028 10.79 ug/L 175184 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 78
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 70
3 1H-Indazole, 3-methyl- 132 C8H8N2 1000316-00-2 55
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 55
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 55
Abundance Scan 3635 (13.028 min): VU046098.D\data.ms (-3625) (-  m/z 119.10 100.00%
119.1
5000 /\wﬂkﬁj\
51.0 o N 1
du mh ‘98# 13.00
Ober e i il P8R 1892 7 131,00 83.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 A ‘ ‘AA“HAT
510 13.00
77.0  103.0 m/z 132.05 73.87%
27.0 H
O\\\‘\“M\\““\\“”\““M\\ ‘H‘H“‘\H\‘Huu\‘\\\\‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #16665: Benzofuran, 2-methyl-
131.0 A
ey
13.00
5000 m/z 134.05 42.99%
- 510770 4030
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #16619: 1H-Indazole, 3-methyl- AL
132.0 13.00
m/z 76.95 24.92%
5000
40.0 770 1040 |
OVMMMH“H“HH_M ARSI
m/z--> 20 40 60 80 100 120 140 160 13.00

SFAMULM112921WMA.M Wed Dec 08 04:02:27 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.291 3.97 ug/L 64395 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 93
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 81
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76
Abundance Scan 3717 (13.291 min): VU046098.D\data.ms (-3707) (-  m/z 117.05 100.00%
117.1
5000 JXA
oL0 B 1958
39.0 65.0 ‘ ‘ ‘ 148.2 . :
Y I G TR “ ‘ “‘1“ Al TS A8 7 132,05 38.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 j\ T T /\\ A /\ T
91.0 13.00 13.50
51.0 m/z 115.05 25.20%
27.0 ‘ ‘
0 \\\‘\‘\ T \“i‘\ \‘U\““U\ \“1‘“‘ T M T ‘M\\ ‘\‘U\‘\ (L B R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 M j\
T ‘ T T ‘ T \/\/
13.00 13.50
5000 m/z 131.05 20.78%
91.0
27.0 5%0\\ \ ‘
ok 200y b b b W A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- . \AAN(]\r“\ /J
117.0 13.00 13.50
m/z 105.05 20.73%
5000
91.0
ooze e, T PN
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

SFAMULM112921WMA.M Wed Dec 08 04:02:28 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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-ethyl-2,4,5-trim... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.835 2.79 ug/L 45201 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 87
2 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 81
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 81
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 81
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 81
Abundance Scan 3886 (13.835 min): VU046098.D\data.ms (-3878) (-  m/z 133.05 100.00%
138.1
5000 A/W\J\/\
WENIVRVILY
50.9 710 [ 4 || | M 180.0 13.50 14.00
0 Hw‘H“Hummm”WM‘H“ Lo m/z 148.15  28.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0 /\A
oo I, L0 s
13.50 14.00

m/z 131.05 17.83%

150 390 270 105 0 ‘
O\\\‘\‘\\\“‘\\‘\\‘\\\\“‘\\\\‘\\\H‘\\\\‘\‘\‘\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
WAV

13.50 14.00
5000 m/z 119.05 15.86%
105.0
770
o180, 0
m/z--> 20 40 60 80 100 120 140 160 180 W\
Abundance #26356: Benzene, pentamethyl- LR A R S e
133.0 13.50 14.00
m/z 91.00 12.21%
5000
410 ggq 910
o S RTINS - —
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00

SFAMULM112921WMA.M Wed Dec 08 04:02:29 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.086 390.88 ug/L 6343820 1,4-Dichlorobenzene-d4 11.812
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 Azulene 128 C10HS8 000275-51-4 93
4 Naphthalene 128 C10HS8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3964 (14.086 min): VU046098.D\data.ms (-3951) (-  m/z 128.05 100.00%
1

28.1
5000
14.00 |
51.0 740 1021 :
O iy Tl 14901670 p) 107,10 12.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
5000 —
14.00
m/z 129.05 10.87%
510 750 1020 |
O‘\\\\’\\“\\‘W\\H}h’\\\\“\\\\‘\ \\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13684: Naphthalene
128.0
T T
14.00
5000 ITI/Z 102.10 8.80%
250 L0 740 10‘2'0 M
oS el e A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13678: Azulene 7 I
128.0 14.00
m/z 126.10 7.20%
5000
102.0
51.0
oo T e .
m/z--> 20 40 60 80 100 120 140 160 180 14.00

SFAMULM112921WMA.M Wed Dec 08 04:02:30 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Benzo[c]thiophene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.208 15.23 ug/L 247194  1,4-Dichlorobenzene-d4 11.812
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 4002 (14.208 min): VU046098.D\data.ms (-3993) (-  m/z 134.05 100.00%
134.1
5000
89.0 1400 1450
450 630 “- 108.0 | 621 14. 14.5 ]
Ot e el S m/z 89.05 11.50%
miz--> 20 40 60 80 100 120 140 160
Abundance #17519: Benzo[c]thiophene
134.0
5000 - ——
14.00 14.50
m/z 135.00 10.03%
89.0
450 630 | 1080 |
0 ‘\\\\‘\‘\”\\“‘\‘\‘\\“\\\‘\“\1\\‘\\\w’\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17518: Benzo[b]thiophene
134.0
= —
14.00 14.50
5000 m/z 90.05 8.64%
89.0
ol 2ro #3017y tee )
miz--> 20 40 60 80 100 120 140 160 A
Abundance #17522: Cyclopenta[c]thiapyran 1t T
134.0 14.00 14.50
m/z 62.95 6.06%
5000
89.0
450 63.0 “ 108.0 |
Y S 6 T NOUR Y Y E— — —
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

SFAMULM112921WMA.M Wed Dec 08 04:02:31 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 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 11 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
14.484 4.00 ug/L 64884 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 95
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94

WUJUJWW

Abundance Scan 4088 (14.484 min): VU046098.D\data.ms (-4083) (- m/z 131.05 100.00%

131.1
5000 j\\
-fofAAf ‘
14.50
51.0 71.9
omWHu_m_uH_‘H‘wmb_ww‘ml‘?z"‘l‘ m/z 146.15  33.36%
mlz--> 20 40 60 80 100 120 140 160
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
14.50
m/z 115.10 16.36%
39.0 91.0
15.0 63.0 '
O\\\\‘\‘\\\“‘\\“\\‘m\‘\\“\\\\‘\;L\\dh \LU'U\\‘i\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0 M
o
14.50
5000 ITI/Z 145.15 15.44%
39.0
630
miz-> 20 40 60 80 100 120 140 160 Mjm
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- I S
131.0 14.50
m/z 128.00 14.32%
5000
390 650 910 |
S ol P PR IOVIN Y| Y N —
m/z--> 20 60 80 100 120 140 160 14.50

SFAMULM112921WMA.M Wed Dec 08 04:02:32 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.668 8.48 ug/L 137700 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93

WUJUJWW

Abundance Scan 4145 (14.668 min): VU046098.D\data.ms (-4136) (- m/z 131.05 100.00%

131.1
5000 /KMM
91 1450 15.00
P S ‘M b “Uq A ‘ “‘1‘6“’?“1‘1‘?‘3‘1“2‘979 m/z 146.05  31.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 W\/\ - ”\/\M
14.50 15.00
m/z 115.05 17.88%
i A
O\\\\‘\\\\‘\\“\‘\‘w\‘\\“\\\\“\‘\\1“\M\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0 M
— —r
14.50 15.00
5000 ITI/Z 129.05 15.18%
39.0
18071 830 1 L
0\H\‘HH‘mwm‘\m“\m‘\ R N EAREEmEEss e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- W/‘\/\'ﬁ — ——
131.0 14.50 15.00
m/z 91.05 14.91%
5000
390 65.0 91.0 | ‘
0‘HwHH_H“‘\“‘H‘H‘H_J“_‘MW‘HWHH‘mwm — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

SFAMULM112921WMA.M Wed Dec 08 04:02:32 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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, pentamethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.809 3.53 ug/L 57291 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 94
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 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 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 76

Abundance Scan 4189 (14.809 min): VU046098.D\data.ms (-4182) (- m/z 133.05 100.00%
138.1

5000
91.0 A
115.1 14.50 15.00
51.0 71. 160.1
0 "w""Wu‘wu‘w‘h%w‘uk‘fﬁ‘ﬂWpdhk‘JM“w“‘ m/z 148.15 39.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
138.0
5000 —
14.50 15.00

m/z 145.15 16.05%
\\\\

910 115.0
0 ‘1‘5‘-0““ ‘3‘9\"\0“\‘\ ‘(‘3?.‘0‘ ST P “M VS N
m/z--> 20 40 60 80 100 120 140 160
Abundance #26354: Benzene, pentamethyl-
138.0
LVALY

\ RN
14.50 15.00

5000 m/z 91.05 14 .80%
o150 410 eso 9O 1180 | 4509
T I B I B
m/z--> 20 40 60 80 100 120 140 160
Abundance #26356: Benzene, pentamethyl- — =T
138.0 14.50 15.00

m/z 134.00  11.15%

5000
41.0 910 1150
0 | H Ll 65\0 L ‘ | [iLut ‘ 1 ‘00 \M Lin /\\ . /‘\‘ﬂ i /\‘

m/z--> 20 40 60 80 100 120 140 160 14.50 15.00

SFAMULM112921WMA.M Wed Dec 08 04:02:33 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 14 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.877 6.68 ug/L 108350 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 87
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
Abundance Scan 4210 (14.877 min): VU046098.D\data.ms (-4204) (-  m/z 131.05 100.00%
131.1
5000
91.0 ‘ T LA
14.50 15.00
51.0 71.0 160.2
owHm,‘mwwuw,m‘”‘%?‘1‘!@5Mu,‘mugm‘lf‘f‘:l‘ m/z 146.05  31.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 — \M/\
14.50 15.00
39.0 650 m/z 145.15 27.47%
O\‘\\\\“"\ \“}‘W‘HM} \‘;“"\\‘}\“H\\H“ \L‘m\’\“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
7 e
14.50 15.00
5000 m/z 115.10 17.13%
39.0 91.0
63.0
0“Jiuhu‘W‘HWHJ,‘J‘W¥%QP‘HM‘,JM"_“““
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- — ——
131.0 14.50 15.00
m/z 129.05 16.13%
5000
91.0
51.0 ‘
0“HH,‘“m“\hH‘h,mm“UHH“MM‘,MH‘mwm S it ——
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@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Benzo[b]thiophene, 5-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.169 9.49 ug/L 154062 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 91
2 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 91
3 3-Methylbenzothiophene 148 CO9H8S 001455-18-1 91
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 83
5 Pyrrole-3-carbonitrile, 5-formyl... 148 C8H8N20 032487-71-1 80

Abundance Scan 4301 (15.169 min): VU046098.D\data.ms (-4295) (-  m/z 147.05 100.00%

147.1
5000
1500 15‘50
450 740 1011210
Ot i RS T L1742 g 14805 78.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26961: Benzo[b]thiophene, 5-methyl-
147.0
5000 — \
15.00 1550
m/z 149.05 12.25%
45.0 69.0 115.0
O\\\\‘\\\\“\‘\H\\““‘\\‘\“\“8\?\0\“\\\‘\“\\\\‘\L‘L\\‘\\\\ 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #26960: Benzo[b]thiophene, 4-methyl-
147.0
— ey
15.00 15.50
5000 ITI/Z 121.00 8.06%
45.0 74.0
‘ m 93.0 115.0 ‘
0ol el S
m/z--> 20 40 60 80 100 120 140 160
Abundance #26956: 3-Methylbenzothiophene rh-tqiess —
147.0 15.00 15.50
m/z 74.00 6.14%
5000
45.069.0 115.0 J\
obrr 280 L g B0 T Lo
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Benzo[b]thiophene, 6-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.340  15.98 ug/L 259339 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 91
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
3 Benzo[b]thiophene, 2-methyl- 148 CO9H8S 001195-14-8 90
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 87
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 87

Abundance Scan 4354 (15.340 min): VU046098.D\data.ms (-4345) (- m/z 147.05 100.00%

147.1
5000
T

—
O e e m/z 148.00 80.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 — A
15.00 15.50
450 m/z 149.05 12.16%
O‘\\\\“\\H\\““\\‘\“\“\\‘\‘\“‘\\\‘\‘\\\\‘\H\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
- =
15.00 15.50
5000 ITI/Z 121.00 8.32%
74.0 .
, 0 430, 1150 |
Ot S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26962: Benzo[b]thiophene, 2-methyl- e T
147.0 15.00 15.50

m/z 74.00 6.03%

5000
74.0 115.0
0‘2?9‘??9 Ll 930, ] | /\

‘\
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\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.410 476.14 ug/L 7727470  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C1l1H1e 000090-12-0 94
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91

Abundance Scan 4376 (15.410 min): VU046098.D\data.ms (-4364) (- m/z 142.05 100.00%
142.1

5000
115.1 /\
——
63.0 89.0 15.50
39.0
390, e M 1691 1982 17 14165 88.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 A '
115.0 15.50

m/z 115.10 36.11%

90 20 Lo
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22142: Naphthalene, 1-methyl-
142.0

o

15.50
m/z 139.05 11.70%
5000 115.0
390, T 20 I
L 1L | N T L il 1
e e et et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A

Abundance #22143: Naphthalene, 2-methyl- e
142.0 15.50

m/z 143.05 11.39%

5000
115.0
39.0 630 89.0 Il
0 O P Y —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Biphenyl Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.951 105.68 ug/L 1715116 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 95
2 Biphenyl 154 C12H10 000092-52-4 94
3 Biphenyl 154 C12H10 000092-52-4 93
4 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 91
5 Biphenyl 154 C12H10 000092-52-4 76

Abundance Scan 4544 (15.951 min): VU046098.D\data.ms (-4534) (- m/z 154.10 100.00%

154.1
5000
76.0
1600
51.0 102.1 128.0 m
) ST Y Nt S | S Y42 ST 40.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31485: Bipheny
154.0
5000
1600
m/z . 27.10%
76.0
0 .0, ) 1020 1280
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31482: Bipheny
154.0
16.00
5000 ITI/Z 76.00 14.05%
02705“’“50,“
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ /V
Abundance #31481: Biphenyl - L
154.0 16.00
m/z 155.15  12.99%
5000
st0 00
102. 1280
0270\ \‘ D1l O\O\ Il W

m/z--> 20 40 60 80 100 120 140 160 180 200 16.00

SFAMULM112921WMA.M Wed Dec 08 04:02:37 2021 Page: 21



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Naphthalene, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.147 30.09 ug/L 488283 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 95

Abundance Scan 4605 (16.147 min): VU046098.D\data.ms (-4596) (- m/z 141.05 100.00%

141.1
5000
— —r—
390 760 ’ 16.00 16.50
0L 390 iy A05L | | 17412081 2810 1y 156.15  46.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33124: Naphthalene, 2-ethyl-
141.0
5000
16.00 16.50
m/z 115.05 22.76%
20 780 ||
0\H‘H\\“\\‘\\"\H‘l”’\\H‘HH‘\‘\\\“H}m\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33125: Naphthalene, 2-ethyl-
141.0
= —=
16.00 16.50
5000 ITI/Z 142.05 11.93%
76.0
o NP . ] I ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33127: Naphthalene, 1-ethyl- = —
141.0 16.00 16.50
m/z 128.00 10.59%
) JUJU\M
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@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 Naphthalene, 2,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.259 70.22 ug/L 1139560 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 4640 (16.259 min): VU046098.D\data.ms (-4629) (- m/z 156.15 100.00%

156.2
5000
soo 770 1151 _ 16.00 16.50
| : 2l 28l m/z 141.05  70.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 —— —
16.00 16.50
m/z 155.10 34.32%
a0 0 150 | |
O \H‘H\\‘\H\’\\‘H’HH‘HH‘H‘H‘H ‘\H\’\H\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
16.00 16.50
5000 m/z 128.05  14.94%
115.0
300 (10 77 |
o - O N |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33132: Naphthalene, 2,6-dimethyl- = —=
156.0 16.00 16.50
m/z 115.05 14.77%
5000
77.0 115.0
39.0
0! N ENINTaSaE L =
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50

SFAMULM112921WMA.M Wed Dec 08 04:02:39 2021 Page: 23



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.407 52.68 ug/L 855013  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 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, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 4686 (16.407 min): VU046098.D\data.ms (-4676) (- m/z 156.20 100.00%

156.2
5000
1151
77.0 ‘ 16.50
51.0
) il S A AL “M‘ 883 m/z 141.05 85.80%
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 155.15 28.21%
76.0 ‘
51.0
0 \\\‘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 #33149: Naphthalene, 2,3-dimethyl-
156.0
16.50
5000 ITI/Z 115.05 19.67%
6.0 115.0
51.0 .
T A S 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl- —
156.0 16.50
m/z 128.00 15.48%
- /\xjk]\pjhkxjx\ymdm
77.0 115.0
51.0
ok 20 b e b M A
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@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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, 1,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.635 18.51 ug/L 300335 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 4757 (16.635 min): VU046098.D\data.ms (-4743) (-  m/z 156.10 100.00%
56

156.1
5000
115.1 —— ——
510 760 ‘ | m 16.50 17.00
0 bt AL 20700 141,05 95.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.50 17.00
115.0 m/z 155.15 26.10%
76.0 ‘
51.0
O \\\‘2\7‘\.\0\“ T \‘\ \“‘h‘\‘\“!h‘ \‘\‘\ T “\ T } ‘ \“!‘\ \“‘\ \M‘ LI ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
16.50 17.00
5000 ITI/Z 115.05 21.54%
77.0 115.0
51.0
ol 20 b e M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33148: Naphthalene, 2,3-dimethyl- —= ==
156.0 16.50 17.00
m/z 128.05 16.38%
5000
760 1150
280 510, Ll
o+t e e e —= —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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, 1,4-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.783 4.79 ug/L 77813 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94

Abundance Scan 4803 (16.783 min): VU046098.D\data.ms (-4796) (-  m/z 141.05 100.00%
1

141
5000
115.1
76.0 ‘ | M 16.50 17.00
Obrr ookt by IS5 1931 g 06 77.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0
5000 4 ——
16.50 17.00
m/z 115.05 21.97%
510 770 120
O\H‘\H\“\\“\\“H‘\\”U“H‘H“\H‘{‘\“!‘\\“‘H‘U“‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
Cr =
16.50 17.00
5000 m/z 155.15  16.77%
510 760 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0 16.50 17.00
m/z 128.00 14.70%
5000
26.0 115.0
ol 220 30 bl e A A
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 1,1'-Biphenyl, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.880 8.09 ug/L 131295 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 94
2 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 94
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 91
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 90
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 83

Abundance Scan 4833 (16.880 min): VU046098.D\data.ms (-4825) (-  m/z 168.15 100.00%
168.2

5000 jL\
LU
16.50 17.00
o 1911 2183 /7 167.15  56.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43631: 1,1'-Biphenyl, 3-methyl-
168.0
5000 (\ T j\ ‘

\
16.50 1700
m/z 152.05 33.57%

39.0 63.0 910 1150 1410 m
\\‘\\\\‘\\\\‘\\

ol ol |
‘\H\‘\H\‘\\H‘Hu‘uu‘uu[uu‘r

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43639: 1,1'-Biphenyl, 4-methyl-
168.0

@

16.50 17.00
5000 m/z 165.10  25.68%

390 630 910 11501390] w
S

r
-

O bbb et
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43637: 1,1'-Biphenyl, 3-methyl- Ty
168.0 16.50 17.00
m/z 153.05 17.48%
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00

@

.0 83.0 1150 ‘
16140 4y I 1390‘ REREE SRR

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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, 2-ethenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.095 30.08 ug/L 488253  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 94
2 Acenaphthene 154 C12H10 000083-32-9 90
3 Acenaphthene 154 C12H10 000083-32-9 89
4 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 64
5 Acenaphthene 154 C12H1e 000083-32-9 64

Abundance Scan 4900 (17.095 min): VU046098.D\data.ms (-4891) (-  m/z 153.05 100.00%

1538.1
5000
76.0
30.0 ‘ ' 17.00
ob 28 14 1153 m ~2041  28L0 /7 154.10  95.44%
miz--> 50 100 150 200 250
Abundance #31489: Acenaphthene
154.0
5000 — ‘
17.00
76.0 m/z 152.05 49.68%
O T T \39\ 0 \‘h \“‘\ T 11!_5\ Q\ T M T T T T ‘ T T T T T T T T
m/z--> 50 100 150 200 250
Abundance #31487: Acenaphthene
154.0
17.00
5000 m/z 76.00 20.90%
76.0
o B0l s |
m/z--> 50 100 150 200 250
Abundance #31486: Acenaphthene /\
153.0 1700
m/z 151.05 18.11%
5000
76.0
O'M —— D),
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\VU120421\
Data File : VU@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 9H-Pyrido[3,4-b]indole Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.407 11.77 ug/L 191064 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 91
2 Dibenzofuran 168 C12H80 000132-64-9 59
3 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 58
4 3,5-Dimethoxybenzyl alcohol 168 C9H1203 000705-76-0 56
5 Dibenzofuran 168 C12H80 000132-64-9 53

Abundance Scan 4997 (17.407 min): VU046098.D\data.ms (-4991) (- m/z 168.10 100.00%

168.1
5000 139.1

84.1 17.00 17.20 17.40
O s bbb 2090 2820 n7 139,05 38.75%
miz—> 20 40 60 80 100120140160180200 220240260280
Abundance #43617: Dibenzofuran /\\
168.0
5000 ARARRARAREE S

139.0 17.00 17.20 17.40
m/z 169.10 10.48%

B0 | |
I TR O T 71
’\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\ H‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43616: Dibenzofuran
168.0
A JAN

17.00 17.20 17.40
5000 m/z 84.10 6.46%

o

o

84.0 139.0
a0, |
prrreprr e e b
m/z--> 20 40 60 80 100120140 160180200220 240260280
Abundance #43444: 9H-Pyrido[3,4-b]indole A
168.0 17.00 17.20 17.40

m/z 140.05 5.05%

5000
8 0 140.0
0 39.0 i 4 112.0 ‘\ \‘

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@46098.D

Acqg On : 04 Dec 2021 17:06

Operator : SY/MD

Sample : M4942-01 10X

Misc : 5.85g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12  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|
(Z)-1-Phenylpro... 12.095 3.1 ug/L 50555 3 11.812 811468 50.0
(DEL) Alkane: S... 12.327 4.9 ug/L 79437 3 11.812 811468 50.0
Benzofuran, 2-m... 12.925 3.0 ug/L 49034 3 11.812 811468 50.0
Benzene, 1,2,4,... 12.973 2.9 ug/L 46356 3 11.812 811468 50.0
Benzofuran, 7-m... 13.028 10.8 ug/L 175184 3 11.812 811468 50.0
Benzene, 2-ethe... 13.291 4.0 ug/L 64395 3 11.812 811468 50.0
Benzene, 1l-ethy... 13.835 2.8 ug/L 45201 3 11.812 811468 50.0
Azulene 14.086 390.9 ug/L 6343820 3 11.812 811468 50.0
Benzo[c]thiophene 14.208 15.2 ug/L 247194 3 11.812 811468 50.0
1H-Indene, 2,3-... 14.484 4.0 ug/L 64884 3 11.812 811468 50.0
1H-Indene, 2,3-... 14.668 8.5 ug/L 137700 3 11.812 811468 50.0
Benzene, pentam... 14.809 3.5 ug/L 57291 3 11.812 811468 50.0
Benzene, (1,2-d... 14.877 6.7 ug/L 108350 3 11.812 811468 50.0
Benzo[b]thiophe... 15.169 9.5 ug/L 154062 3 11.812 811468 50.0
Benzo[b]thiophe... 15.340 16.0 ug/L 259339 3 11.812 811468 50.0
1,4-Methanonaph... 15.410 476.1 wug/L 7727470 3 11.812 811468 50.0
Biphenyl 15.951 105.7 ug/L 1715110 3 11.812 811468 50.0
Naphthalene, 2-... 16.147 30.1 wug/L 488283 3 11.812 811468 50.0
Naphthalene, 2,... 16.259 70.2 ug/L 1139560 3 11.812 811468 50.0
Naphthalene, 2,... 16.407 52.7 ug/L 855013 3 11.812 811468 50.0
Naphthalene, 1,... 16.635 18.5 ug/L 300335 3 11.812 811468 50.0
Naphthalene, 1,... 16.783 4.8 ug/L 77813 3 11.812 811468 50.0
1,1'-Biphenyl, ... 16.880 8.1 ug/L 131295 3 11.812 811468 50.0
Naphthalene, 2-... 17.095 30.1 wug/L 488253 3 11.812 811468 50.0
9H-Pyrido[3,4-b... 17.407 11.8 ug/L 191064 3 11.812 811468 50.0
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