LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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@46093.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 71 80 101 rVB 147565 196664 0.94% 0.254%
2 1.915 176 179 198 rVB 84618 146554 0.70% 0.189%
3 2.542 362 374 389 rBV 264803 436359 2.10% ©.563%
4 3.176 557 571 591 rBvV2 5523 14763 0.07% 0.019%
5 4.655 1009 1031 1094 rBV 74460 332837 1.60% 0.430%
6 5.063 1141 1158 1190 rVB 227411 552941 2.66% 0.714%
7 5.722 1340 1363 1385 rBV2 566649 1439903 6.92% 1.858%
8 5.980 1431 1443 1455 rBvV4 5855 13789 0.07% 0.018%
9 6.250 1511 1527 1553 rBV 200684 399116 1.92% 0.515%
10 6.529 1597 1614 1627 rBV7 5424 12577 0.06% 0.016%
11 6.690 1649 1664 1679 rBV 316169 645072 3.10% 0.832%
12 6.758 1680 1685 1694 rVB4 15299 24295 0.12% 0.031%
13 6.861 1708 1717 1727 rVB5 5646 10216 0.05% 0.013%
14 7.250 1823 1838 1851 rVB9 3312 8120 0.04% 0.010%
15 7.423 1884 1892 1903 rVB5 4834 8156 ©0.04% 0.011%
16 7.497 1904 1915 1922 rBV3 22389 40044 0.19% 0.052%
17 7.568 1922 1937 1956 rVB 178587 350600 1.68% 0.452%
18 7.655 1956 1964 1986 rVB 25039 51672 ©0.25% 0.067%
19 7.854 2011 2026 2028 rBV7 15537 28394 0.14% 0.037%
20 7.899 2028 2040 2055 rVB 676060 1244676 5.98% 1.606%
21 7.970 2055 2062 2073 rVB 20786 35721 0.17% 0.046%
22 8.034 2075 2082 2096 rVB4 4503 9432 0.05% 0.012%
23 8.182 2115 2128 2142 rBV 114705 243051 1.17% 0.314%
24  8.369 2176 2186 2195 rBv4 10702 19095 0.09% 0.025%
25 8.536 2226 2238 2248 rBV5 8167 15461 ©0.07% 0.020%
26 8.684 2256 2284 2299 rBV 267857 793768 3.81% 1.024%
27 8.864 2332 2340 2350 rVB 45256 69014 0.33% 0.089%
28 8.925 2350 2359 2367 rBv2 25101 48281 0.23% 0.062%
29 9.057 2387 2400 2411 rBV5 16135 39444 0.19% 0.051%
30 9.124 2412 2421 2426 rVW 21994 40750 0.20% 0.053%
31 9.166 2426 2434 2441 rVW3 47218 94602 0.45% 0.122%
32 9.211 2441 2448 2461 rVB3 61875 112956 0.54% 0.146%
33  9.336 2470 2487 2500 rBV2 93989 168238 0.81% 0.217%
34 9.430 2502 2516 2532 rBV 229182 510847 2.45% 0.659%
35 9.510 2532 2541 2548 rBV 32613 50881 0.24% 0.066%

36 9.578 2548 2562 2583 rBV 3357687 6442637 30.95% 8.314%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 .700 2584 2600 2616 rBV 10760330 20813447 100.00% 26.860%
38 .893 2646 2660 2669 rBV5 16256 32660 0.16% 0.042%
39 .954 2670 2679 2689 rBV4 10494 21012 0.10% 0.027%
40 10.024 2689 2701 2712 rBV6 104409 255462 1.23% 0.330%

O OV O

41 10.108 2714 2727 2742 rVB 2068988 3931938 18.89% 5.074%
42 10.253 2754 2772 2785 rBV4 151639 355300 1.71% 0.459%
43 10.317 2786 2792 2795 rBV3 18307 23002 0.11% ©0.030%
44 10.356 2795 2804 2812 rBv4 151170 264715 1.27% ©.342%
45 10.491 2828 2846 2855 rBV 146977 308645 1.48% ©.398%
46 10.558 2856 2867 2875 rvww4 92788 179298 0.86% 0.231%
47 10.626 2876 2888 2896 rVB2 132774 233429 1.12% ©.301%
48 10.770 2922 2933 2943 rBV 436649 792585 3.81% 1.023%
49 10.912 2966 2977 2988 rBV 565430 965181 4.64%  1.246%
50 11.005 2995 3006 3022 rBV 1320339 3154226 15.15% 4.071%
51 11.095 3023 3034 3056 rVB 1261784 2303404 11.07% 2.973%
52 11.201 3058 3067 3074 rVB8 24936 47396 0.23% 0.061%
53 11.246 3075 3081 3086 rBv2 19879 27594 0.13% 0.036%
54 11.301 3086 3098 3114 rBV 664157 1214213 5.83% 1.567%
55 11.378 3115 3122 3127 rBV3 75494 106024 0.51% ©0.137%
56 11.420 3127 3135 3141 rVV2 222059 319859 1.54% 0.413%
57 11.475 3141 3152 3174 rVB 3467804 5756787 27.66% 7.429%
58 11.574 3175 3183 3188 rBV2 84083 133661 0.64% ©0.172%
59 11.616 3189 3196 3200 rVV 146798 215244 1.03% 0.278%
60 11.648 3201 3206 3215 rVB 236333 354118 1.70% ©.457%
61 11.709 3216 3225 3230 rBv4 132608 231191 1.11% ©.298%
62 11.748 3231 3237 3246 rVV 368072 551118 2.65% 0.711%
63 11.819 3246 3259 3270 rVB4 368618 923110 4.44%  1.191%
64 11.899 3271 3284 3295 rBV 935827 1561970 7.50% 2.016%
65 12.102 3335 3347 3351 rBV2 852119 1337958 6.43% 1.727%
66 12.131 3352 3356 3364 rVV 878720 1195776 5.75%  1.543%
67 12.195 3364 3376 3391 rVB6 1667570 3364216 16.16% 4.342%
68 12.317 3404 3414 3425 rBv4 230842 431603 2.07% ©.557%
69 12.381 3426 3434 3449 rVB 414971 705203 3.39% 0.910%
70 12.468 3451 3461 3466 rBV 460291 736791 3.54% 0.951%
71 12.500 3466 3471 3480 rVB 479521 666293 3.20% ©.860%
72 12.574 3486 3494 3502 rVB 567926 786620 3.78%  1.015%
73 12.709 3518 3536 3550 rVB8 218702 667013 3.20% 0.861%
74 12.815 3560 3569 3580 rBV5 102028 249090 1.20% ©.321%
75 12.876 3581 3588 3597 rVB3 204716 333259 1.60% ©.430%

76 12.976 3598 3619 3627 rBV 378212 788123 3.79% 1.017%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 13.031 3627 3636 3652 rVB 547912 898445 4.32%  1.159%
78 13.111 3654 3661 3680 rVB5 95138 241240 1.16% 0.311%
79 13.201 3681 3689 3700 rBV2 60685 110192 0.53% 0.142%
80 13.262 3701 3708 3710 rBv4 37981 45808 0.22% 0.059%
81 13.294 3713 3718 3727 rVB3 83909 123654 ©.59% 0.160%
82 13.352 3731 3736 3744 rVB4 37605 51815 0.25% 0.067%
83 13.407 3745 3753 3757 rBV2 60097 94206 ©.45% ©0.122%
84 13.455 3758 3768 3782 rVB4 351468 683390 3.28% 0.882%
85 13.565 3797 3802 3804 rBV 22159 23196 0.11% 0.030%
86 13.587 3805 3809 3814 rVVv2 48334 69060 ©.33% ©0.089%
87 13.629 3815 3822 3846 rVB2 186354 400516 1.92% ©.517%
88 13.735 3847 3855 3864 rBVS5 34757 70580 0.34% 0.091%
89 13.838 3879 3887 3901 rBV4 59716 134509 0.65% 0.174%
90 14.089 3955 3965 3984 rVB 767141 1280075 6.15% 1.652%
91 14.452 4074 4078 4084 rBV 12670 12540 0.06% 0.016%
92 14.671 4137 4146 4157 rVB1e 35586 74377 0.36% 0.096%
93 15.224 4305 4318 4329 rVB 664183 1057708 5.08% 1.365%
94 15.343 4349 4355 4361 rBV6 21997 33276 0.16% 0.043%
95 15.410 4366 4376 4399 rVB 347226 600850 2.89% 0.775%
96 16.150 4599 4606 4612 rBV5 31366 48621 ©.23% 0.063%
97 16.262 4634 4641 4657 rVB 59795 107210 ©.52% 0.138%
98 16.410 4679 4687 4694 rBV 106503 157099 ©0.75% 0.203%
99 16.545 4724 4729 4738 rVB4 52704 73887 0.35% 0.095%
100 17.117 4902 4907 4921 rVB3 62757 107050 0.51% 0.138%
Sum of corrected areas: 77488764
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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: VU046093.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
7.497 5.02 ug/L 40044  1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 72
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 50
Abundance Scan 1915 (7.497 mln) VUO46093 D\data.ms (-1904) (-) m/z 57.10 100.00%
43.0 .
5000
70.1 99.1
. \\\‘\\\\‘\\\\‘\\\\‘\\\\
I ‘ 650 ‘ 1141 7.20 7.40 7.60 7.80
om_mwwH‘HH‘H‘JWm‘”H_uu'wmlww‘”w m/z 43.00 96.41%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8636 Hemane 2-methyl-
43.0 57.0
5000 \\\‘J\'\\\\‘\\\\‘\\\\‘/\\\/\\\
290 0.0 7.20 7.40 7.60 7.80
o 99.0 m/z 41.00 42.83%
om0 | 1
OH\‘\H\‘\H\[HH[HH‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\\\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8632: Heptane, 2-methyl-
43.0 A
57.0 AN AL A P
7.20 7.40 7.60 7.80
5000 m/z 42.00 40.62%
29.0
70.0 9.0
0 15 0 ‘ | . M | “ 85.0 \‘ 11\4.0
“W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl- EamE e A RAR
430 579 7.20 7.40 7.60 7.80
m/z 70.10  28.84%
5000
29.0 70.0 99.0
R e o e A RARE S R ARRA TR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
7.655 6.47 ug/L 51672 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 95
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 90
3 Heptane, 3,4,5-trimethyl- 142 C1leH22 020278-89-1 78
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72

5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 72

Abundance Scan 1964 (7.655 min): VU046093.D\data.ms (-1956) (-) m/z 43.05 100.00%

43.0 57.0 85.0
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A
‘ 71.0 114.2 7.40 7.60 7.80 8.00
Obrprrrrrererperrther bl el Mo ererpeber e m/z 85.05  94.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl-
43.0
57.0
85.0
5000 AR e e e e
29.0 7.40 7.60 7.80 8.00
m/z 57.00  94.36%
114.0
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8629: Heptane, 3-methyl-
43.0
57.0 A A
85.0 7.40 7.60 7.80 8.00
5000 m/z 40.95 58.58%
29.0
ol 150 \‘ _ |, Lo 99.0 114.0
R L e B RS AR PN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A /v\
Abundance #22114: Heptane, 3,4,5-trimethyl- 0, AR ARN M/‘\Y\
43.0 85.0 7.40 7.60 7.80 8.00
' m/z 84.10  55.59%
57.0
5000
29.0
o, */\M\W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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
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Peak Number 4 (DEL) Alkane: Cyclic8.864 Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
8.864 6.75 ug/L 69014  Chlorobenzene-d5 9.426
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 76

Abundance Scan 2340 (8.864 min): VU046093.D\data.ms (-2332) (-)
3.1

m/z 83.10 100.00%

55.0
5000
41.0 112.2
e AR A
“ 6‘9,1 ‘ 8.60 8.80 9.00 9.20
Obrperrepreerprertier il b m/z 55.05  66.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536 Cyclohexane, ethyl-
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55.0 \\/\
5000 LRI B IR B B I
41.0 8.60 8.80 9.00 9.20
112.0 m/z 82.05 49.11%
27.0
O\\‘\\\\‘\\\‘\“\\\\“M\\\‘\‘11\‘\\\‘\‘i\\\\‘\1\\‘\\\\“\\\\‘\\\\‘\
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Abundance #7535: Cyclohexane, ethyl-
83.0
PR TR
55.0 8.60 8.80 9.00 9.20
5000 ITI/Z 112.15 26.16%
41.0
112.0
27.0 69.0
X S N O O P . A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl- “w“‘w“‘w“‘w“‘
83.0 8.60 8.80 9.00 9.20
55.0 m/z 41.00 25.97%
5000
41.0
112.0
27.0 9.0
o"""""‘U""‘Mlh"‘u:!""M"H_lw???w_w VSR A A, -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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
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Peak Number 5 (DEL) Alkane: Cyclic8.925 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
8.925 4.73 ug/L 48281 Chlorobenzene-d5 9.426

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 86
3 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2 1000283-21-2 59
4 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 53
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 50

Abundance Scan 2359 (8.925 min): VU046093.D\data.ms (-2350) (-) m/z 111.15 100.00%

111.2
69.0
5000
41.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
8.60 8.80 9.00 9.20
95.0 .
Ot m!h u‘l‘u n ‘1 St e RN ‘1‘4‘9‘1‘ m/z 69.05  72.04%
miz--> 20 40 60 80 100 120 140
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 L L R R IR B
41.0 8.60 8.80 9.00 9.20
‘ m/z 55.00 38.27%
O T \‘Z\Si{q)\ \‘i“\ T \‘ \M“\ T ‘ } \9\5\.0‘\ \‘1 T ‘J-\2‘7\.\0\ ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
R RS ua
8.60 8.80 9.00 9.20
5000 41.0 m/z 41.00 25.48%
0 ‘1‘5;0_‘:“ “;W - !M Al “‘: 20 1 g2ro
miz--> 20 40 60 80 100 120 140
Abundance #12893: 2,4,6-Trimethyl-1,5-diazabicyclo[3.1.0]hexane e
69.0 111.0 8.60 8.80 9.00 9.20
m/z 56.10 20.92%
5000 42.0
oLy by oeso  Waamo WAL
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 (DEL) Alkane: Cyclic9.057 Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
9.057 3.86 ug/L 39444  Chlorobenzene-d5 9.426

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 64
2 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 64
3 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 59
4 3-Heptene, 3-ethyl- 126 C9H18 074764-46-8 50
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 50

Abundance Scan 2400 (9.057 min): VU046093.D\data.ms (-2387) (-) m/z 55.00 100.00%

55.0
97.1
5000
70.0 126.1
AR RARERRSSE et
39‘(‘) ‘ | ‘ 8.80 9.00 9.20 9.40
OF el Ll myz 97.10 54.79%
miz--> 20 40 60 80 100 120 140
Abundance #13255: Cyclohexane, 1,2,3-trimethyl-
69.0
2410 97.0
5000 ﬂ\\\\‘\‘\\\‘\\\\‘\\\\’\\\
126.0 8.80 9.00 9.20 9.40
m/z 69.05 53.20%
O \1\4\0‘ T H T }H\ T H‘ \‘ ‘ \“\ ‘\ \H‘M! T L ‘\ T ‘ T ‘\ T ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #13243: trans-1,3-Diethylcyclopentane
55.0
970 AR SRR ERRREREE
8.80 9.00 9.20 9.40
5000 m/z 41.00  30.98%
70.0
39.0
‘ ‘ ‘ ‘ 126.0
obaso L ML b
miz--> 20 40 60 80 100 120 140
Abundance #20781: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)- R
55.0 8.80 9.00 9.20 9.40
m/z 70.05 30.30%
97.0
5000
7T.0
) LT
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
9.124 3.99 ug/L 40750  Chlorobenzene-d5 9.426

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
3 1-Octene, 4-methyl- 126 C9H18 013151-12-7 70
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64
5 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 50

Abundance Scan 2421 (9.124 min): VU046093.D\data.ms (-2412) (-) m/z 43.00 100.00%
3.0

84.1
5000
57.0
ARSEAREEENS SRS
8.80 9.00 9.20 9.40
1261
0l m/z 84.10 61.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14553: Heptane, 2,3-dimethyl-
43.0
5000 UL L B R I B R |
84.0 8.80 9.00 9.20 9.40
270 57.0 m/z 85.05 51.89%
0 \‘\‘ H\ d H 99.0 113.0 128.0
H’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0 j\
Lﬁ_uwuuwmuu,
8.80 9.00 9.20 9.40
m/z 41.00 36.16%
5000 84.0 /
57.0
0 M‘ H‘ M\ 99.0 113.0 128.0
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13184: 1-Octene, 4-methyl- R e RRERES
43.0 8.80 9.00 9.20 9.40
m/z 55.00  34.56%
5000
84.0
29.0 57.0 ‘
bbb e 80, 1280 L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 (DEL) Alkane: Cyclic9.166 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.166 9.26 ug/L 94602 Chlorobenzene-d5 9.426

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 86
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 80
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 78
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 72

Abundance Scan 2434 (9.166 min): VU046093.D\data.ms (-2426) (-) m/z 111.10 100.00%
111.1

69.1
5000
410 ° 126.2
e
‘ 97.1 ‘ 8.80 9.00 9.20 9.40
0 m,w,w,mwwmwwuww‘u‘!‘_WMW,W m/z 69.10  79.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0
5000 410 L L N B R B B
126.0 8.80 9.00 9.20 9.40
' m/z 55.00 37.44%
27.0 ‘ ‘ ‘ 84.0
O \H’HH’\HH’\H\‘“H\“\‘H‘\‘H\‘\‘H\‘\“‘NH‘\H‘\‘\\H‘EH\‘\H‘\’HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
T
8.80 9.00 9.20 9.40
5000 55.0 m/z 41.00  30.89%
41.0 126.0
P Y . O W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta. R R e
69.0 111.0 8.80 9.00 9.20 9.40
55.0 m/z 57.00  28.90%
41.0
5000
27.0
126.0
0
0“WHH,HH,HHM‘HwLHMHU_HWJLW‘JWH‘WMH‘HH,HH e sV INAY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
9.211 11.06 ug/L 112956  Chlorobenzene-d5 9.426

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 87
2 Octane, 4-methyl- 128 C9H20 002216-34-4 81
3 Ether, hexyl pentyl 172 C11H240 032357-83-8 64
4 Octane, 4-methyl- 128 C9H20 002216-34-4 62
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50

Abundance Scan 2448 (9.211 min): VU046093.D\data.ms (-2441) (-) m/z 43.00 100.00%

43.0
5000 710 g51
57.0

e
050 "M 1282 8m9m9mamamy
el e e 280 e m/z 71,85 47.97%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14533: Octane, 4-methyl-
43.0
My L

o

5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
20.0 57.0 710 850 m/z 85.10 45.21%
o Il ‘M‘ \J 98.0 113.0 128.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14526: Octane, 4-methyl-
43.0
e A
8.80 9.00 9.20 9.40 9.60
5000 m/z 84.10 33.58%
71.0 85.0
290 57.0 71.0
R A e
““““““
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #47383: Ether, hexyl pentyl R e
43.0 8.80 9.00 9.20 9.40 9.60

m/z 41.00 33.21%

71.0
5000
85.0
56.0
. O O

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 8.80 9.00 9.20 9.40 9.60

SFAMULM112921WMA.M Tue Dec 14 05:11:36 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
9.336 16.47 ug/L 168238 Chlorobenzene-d5 9.426

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 80
2 Octane, 3-methyl- 128 C9H20 002216-33-3 80
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 64
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 64

Abundance Scan 2487 (9.336 min): VU046093.D\data.ms (-2470) (-)
7

m/z 57.05 100.00%

57.0
5000
41.0
‘ ‘ 7na ot 9.00 9.20 9.40 9.60
' 126.2 . . : -
oH,‘MW_HMH‘_u“\‘Hm““wmm!“ﬂl‘%nl‘ww m/z 41.00  30.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 \9\6\0\\9\‘2\0\\9\‘\\\\‘\\\\‘
43.0 . . .40 9.60
m/z 43.00 25.50%
29.0 71.0 98.0
ob150 | “‘ “‘ i | 113.0128.0
H’\H\‘\\H‘\H\‘\H\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
G T
9.00 9.20 9.40 9.60
m/z 56.05 23.01%
5000 43.0
29.0
98.0
71.0
Obrrrrgrrbre el el 130.128.9
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl-  EARERS T
57.0 9.00 9.20 9.40 9.60
m/z 98.10 18.85%
5000 43.0
29.0
71.0 99.0
0 L 850 | 113.0128.0
e e e e e e e e PP e ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60

SFAMULM112921WMA.M Tue Dec
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 11 Pentalene, octahydro- Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
9.510 4,98 ug/L 50881 Chlorobenzene-d5 9.426

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 94
2 Pentalene, octahydro- 110 C8H14 000694-72-4 91
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 91
4 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 87
5 Fomepizole 82 C4H6N2 007554-65-6 72

Abundance Scan 2541 (9.510 min): VU046093.D\data.ms (-2532) (-) m/z 67.05 100.00%

67.0
82.1
5000
4‘1‘-0 L e 110.1 950
Obererrrrrerrrebereprer el bl 981 L1261 o g5 1 55.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6704: Pentalene, octahydro-
67.0
5000 82.0
950
41.0 m/z 68.00 14.95%
70 | e b
OH‘HH‘H\M“H\\i\\H“i‘\‘\\‘\\‘\\‘\\\‘\“\H\‘H‘H‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6709: Pentalene, octahydro-
67.0
Ny
950
5000 82.0 m/z 41.e0 14.88%
41.0
270 1100
96.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6754: Pentalene, octahydro-, cis-
67.0 950
m/z 39.00 14.60%
82.0
5000
70 41.0 110.0
0 Ol ] seo |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 Cyclohexene, 3-methyl- Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
9.893 3.20 ug/L 32660 Chlorobenzene-d5 9.426

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 62
2 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 58
3 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 58
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 58
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 58
Abundance Scan 2660 (9.893 min): VU046093.D\data.ms (-2646) (-) m/z 81.10 100.00%
81.1
5000
67.0 ARV
39.0 53.0 ‘ ‘ 100.1 124.1 9.50 10.00
obree bbb L L wy 9.1 32.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3240: Cyclohexene, 3-methyl-
81.0
5000 M
67.0 96.0 950 1000
39.0 s3)p m/z 96.00  24.15%
O \\‘]\_TEJH()‘H\‘\“HHH\H\‘\[\\‘\\w\“\H‘\“1H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12160: Cyclohexene,3-propyl-
81.0
N . .
9.50 10.00
5000 m/z 67.05 23.32%
67.0
41.0 95.0
270 124.0
I \‘ Ly 109.0
0"_‘H_‘H,HH,H‘wu‘q‘wq‘u‘wu‘wuuw‘uwuu‘u‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12156: Cyclohexene,3-propyl- — P
81.0 9.50 10.00
m/z 82.10  21.26%
5000
67.0
41.0 95.0
27.0 124.0
N | T . 1 .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 13 (DEL) Alkane: Cyclicle@.025 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
10.025 25.00 ug/L 255462  Chlorobenzene-d5 9.426
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 49
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 38
3 1-Ethyl-3-methylcyclohexane (c,t) 126 CO9H18 003728-55-0 38
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 38

5 cis-1-Ethyl-3-methyl-cyclohexane 126

C9H18

Abundance Scan 2701 (10.024 min): VU046093.D\data.ms (-2689) (-

57.0

019489-10-2 38

m/z 57.05 100.00%

97.1
41,0
5000
126.2 T
81, ‘ 10.00
142.1
O “;‘; il ‘H H““‘m u“h e “u v m/z 55.05  83.36%
miz--> 20 40 60 80 100 120 140
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55.0
97.0
5000 = ‘
39 81/0 10.00
m/z 97.10 80.32%
L0 o
0 \\\’\‘1\\H\\‘\“\‘\“{\\H[‘!‘\\“‘\\!\‘\‘\\\i.\\\
miz--> 20 40 60 80 100 120 140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
T \
10.00
5000 ITI/Z 43.05 73.57%
126.0
39‘0 ‘ 81.0 ‘
Y Y Wi N N
miz--> 20 40 60 80 100 120 140 /\Jﬂv\
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) LI
1.0
55.0 10.00
m/z 40.95 61.16%
5000
126.0
i Wl
0 AAP,NJ‘JM‘uWW‘Hu‘ﬂu“‘H“u“‘u“““ =
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.253  34.78 ug/L 355300 Chlorobenzene-d5 9.426
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 87
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 76
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 74
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
Abundance Scan 2772 (10.253 min): VU046093.D\data.ms (-2754) (- m/z 57.10 100.00%
57.1
5000 2100
113.1 T T
82‘1 o1 | o2 10.00 10.50
Ol 9B L 422 0 7105 70.24%
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0
5000 — T T
10.00 10.50
113.0 m/z 43.00 46.52%
| e
O \1\5\.()‘\‘\ T “{ T \“\“ T \“} T ‘ f“\ T \“ L ! T ‘ T \]\.4“2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
10. OO 10 50
41.0
5000 m/z 41.00 38.11%
85.0 113.0
o2 Ll B0 o
miz--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
57.0 10 OO 10 50
m/z 56.05 33.56%
5000
410 113.0
85.0
0 \b \‘\ “\ iin | | 14?'0

m/z--> 60 80 100 120 140 10. 00 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 (DEL) Alkane: Cyclicl@.356 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.356  25.91 ug/L 264715  Chlorobenzene-d5 9.426
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 93
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 93
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 91
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 90
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 87
Abundance Scan 2804 (10.356 min): VU046093.D\data.ms (-2795) (-  m/z 83.05 100.00%
3.0
55.0
5000
126.2 e e
39‘0 H ‘ 109.1 10.00 10.50
Ol gl gl TS L 1422 55 05 67.67%
miz-> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000 — —
10.00 10.50
126.0 9
6.0 m/z 82.10 60.43%
O\\\‘\H\\MH\\\HL‘ ““\ “‘\rgwg‘.owwww‘\‘\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
= —
10.00 10.50
5000 m/z 41.00 34.19%
27.0 126.0
S I . A
miz--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl- T 1
55.0 83.0 10.00 10.50
m/z 126.15  22.28%
5000
39.0 126.0
0 ‘1‘5:0_‘:“ “;”‘ m‘Hﬂ‘ “:‘u AP N AV VAN
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.558 17.55 ug/L 179298 Chlorobenzene-d5 9.426
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 49
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 47
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 38
4 Octane, 2,7-dimethyl- 142 C1OH22 001072-16-8 38
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 38
Abundance Scan 2867 (10.558 min): VU046093.D\data.ms (-2856) (-  m/z 57.05 100.00%
57.0
5000 M/\N\
98.0 L ¥
) E— u‘!“ " “‘ ol M2 w2 43.00  54.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22071: Octane, 4-ethyl-
57.0
5000 LA :
10.50
29.0 gs.0 1120 m/z 41.00  29.11%
I A
0\\\\‘\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\“\\\\‘\
m/z--> 60 100 120 140 160
Abundance #22130. Heptane, 3-ethyl-2-methyl-
57.0
N T
10.50
5000 m/z 71.10 27.52%
27.0 98.0
0 H uﬂ [77.0] “ 1 125.0142.0
“ e
miz--> 60 80 100 120 140 160
Abundance #33101: Octane, 2,4,6-trimethyl- e ‘
57.0 10.50
m/z 98.05 25.27%
5000
85.0
29.0
0 o a0 411001270 1560 A\
““““ ; P
m/z--> 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
10.626 12.64 ug/L 233429 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64
3 Nonane, 4-methyl- 142 C1leH22 017301-94-9 52
4 Nonane, 4-methyl- 142 C1eH22 017301-94-9 50
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47

Abundance Scan 2888 (10.626 min): VU046093.D\data.ms (-2876) (- m/z 57.10 100.00%
57.1

5000
1j0 98.1 A
e —
10.50 11.00
1 ‘ 125.2 1422
o,ﬂ m/z 43.00  46.44%
m/z--> 20 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
5000 s =
10.50 11.00
410 m/z 70.05 43.95%
‘ | 99.0
O\\\‘2\‘\b\\‘\\\1"\?\\0‘\\\\“‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
—— ——
10.50 11.00
5000 4110 ITI/Z 71.10 43.63%
‘ ‘ 99.0
L Y 0
m/z--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl- e e
57.0 10.50 11.00
m/z 98.10 27.25%
5000
41,0 98.0
0 ‘b \ “‘ 7‘ \.0 \‘ M 11\3.0 14\2-0
“,““ = s
m/z--> 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 18 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.912  52.28 ug/L 965181 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 91
4 Benzene, propyl- 120 C9H12 000103-65-1 87
5 N-Butylbenzylamine 163 C11H17N 002403-22-7 72
Abundance Scan 2977 (10.912 min): VU046093.D\data.ms (-2966) (-  m/z 91.05 100.00%
91.0
5000
120.1 v
11.00
51.0 .
Ol e 3878 2BLD w7 120,10 22.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
11.00
120.0 m/z 92.05 10.50%
39.0 |
O\H‘\‘\\\“‘\\“\\"\H\“’H‘H‘\‘\H“HH‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl-
91.0 A
5
11.00
5000 m/z 65.00 9.93%
120.0
39.0 |
O rrprer e b b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10699: Benzene, propyl-
91.0 11.00
m/z 78.05 6.18%
5000
120.0 j\
Y A A JUVL L

m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.005 170.85 ug/L 3154230 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3006 (11.005 min): VU046093.D\data.ms (-2995) (-  m/z 105.10 100.00%
105.1
5000 M
120.1
77.0 1100 -
R0 b b L) 1392 ' :
ottty S m/z 120.10 30.69%
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

/\/\A A

5000 R
m/z 91.05 12.32%

77.0
0 \1\5\-0‘ T \3\9“.0\ T ‘\5\9’.‘0\‘\ T \M‘ T \‘\‘ T ‘M‘\ \‘\H“\ LA B
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
T
11.00
5000 ITI/Z 77 .00 11.72%
120.0
77.0
39.0
ol 180, "l 230 Wl
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl- i |
105.0 11.00
m/z 106.05 9.03%
5000
120.0
39.0 77.0 /\A
0““‘M"MH‘Wﬁ%%"JM“M“U“HW““““ e A
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 Decyl pentyl ether Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.

11.201 2.57 ug/L 47396 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decyl pentyl ether 228 C15H320 1000406-41-5 50
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 47
3 Decane, 2,3,4-trimethyl- 184 C13H28 062238-15-7 47
4 Octane, 2,3,6,7-tetramethyl- 170 C12H26 052670-34-5 47
5 Decane, 4-methyl- 156 C11H24 002847-72-5 43

Abundance Scan 3067 (11.201 min): VU046093.D\data.ms (-3058) (-  m/z 71.05 100.00%
7

1.0
5000 430
111.1
=~ —
% 137.1 11.00 11.50
] SN T M R ‘1‘;‘9‘\” A m/z 57.00  84.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #109481: Decyl pentyl ether
71.0
43.0 //\w
5000 o -
11.00 11.50
m/z 43.00 51.51%
‘ ‘ 91.0 140.0
O T \‘\‘\ \“‘\‘ T \‘! T Tt L \‘H“\ \‘! T }‘\ T ‘]\-7\:!-\0‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
= —r
11.00 11.50
5000 ITI/Z 69.10 41.82%
29.0 . 1130
o w“h A L I 10 4o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59082: Decane, 2,3,4-trimethyl- — —
43.0 71.0 11.00 11.50
m/z 70.00 38.20%
B MM/
99.0 141.0
Ozz.dwlm.o - —
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

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

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

Peak Number 21 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.301 65.77 ug/L 1214210 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3098 (11.301 min): VU046093.D\data.ms (-3086) (-

105.1
5000
77.0
0 90 573 L L ;Jz 1139.1156.2
A e L B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
O \]_\5\0‘\ \ \3\9‘(\)\ \5\9‘q\ T \H‘ T \‘\ T ““\ ;J‘Z.O T ‘ T T 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
39.0 77.0
o SN PR N Y -
miz-> 20 40 60 80 100 120 140 160
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0
5000
77.0
ols0 %90 500 i | a0
m/z--> 20 40 60 80 100 120 140 160

SFAMULM112921WMA.M Tue Dec 14 05:11:54 2021

m/z 105.10 100.00%

11.00 11.50
m/z 120.10  29.94%

=

—

—
T

11.00
m/z 91.05

11.50
11.91%

?’

11.00
m/z 77.00

11.50
11.63%

.

11.00
m/z 79.05

11.50
9.57%

?

11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
11.378 5.74 ug/L 106024 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 59
2 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 52
3 Decane, 5-methyl- 156 C11H24 013151-35-4 52
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 50
5 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 49
Abundance Scan 3122 (11.378 min): VU046093.D\data.ms (-3115) (- m/z 57.10 100.00%
57.1
SN AUS
39/0 ‘ ‘ 1272 11.00 11.50
: 156.2
0 ‘H_‘H‘mm!‘_wHHMm AL 2225 m/z 43.00  76.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane
43.0
5000 A —
11.00 11.50
85.0 m/z 85.10 51.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14568: Hexane, 2,3,5-trimethyl-
43.0
— —
11.00 11.50
5000 85.0 m/z 41.00 37.88%
ol 280 1l deTp | 120
miz--> 20 40 60 80 100 120 140 160
Abundance #33091: Decane, 5-methyl- I T
57.0 11.00 11.50
m/z 55.00 29.24%
5000 29.0
85.0
o | T e 156.0
B A At S P P
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 4-Methyl-3-heptanol, pentaf... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

11.420 17.33 ug/L 319859 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 64
2 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 58
3 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 53
4 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 53
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 53

Abundance Scan 3135 (11.420 min): VU046093.D\data.ms (-3127) (- m/z 71.10 100.00%

71.1
43.0
5000
119.1 —
| ‘ ‘ ‘ 156.2 11.50
Obererrel b b L 0 3962 njz a3.00  68.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate
43.0 71.0
5000 T
11.50
119.0 m/z 57.10  65.51%
Jsoll ) | Jsso | ‘ 147.0 1750 206.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
\4 m\ T ‘ T
43.0 11.50
5000 ITI/Z 70.10 34.72%
113.0
S S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #152680: Sulfurous acid, octyl 2-pentyl ester e
71.0 11.50
m/z 41.00 31.95%
5000 43.0
113.0
0 Lol J 165.0 195.0
T I I B B B e B R R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.574 7.24 ug/L 133661 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 76
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
Abundance Scan 3183 (11.574 min): VU046093.D\data.ms (-3175) (- m/z 57.05 100.00%
57.0
5000
85.1
1 T
39 ‘ 11 1127.2 1541 11.50
YA . =N . S m/z 71.10  55.47%
miz--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
5000 — :
29.0 85.0 1150
m/z 43.00 51.08%
127.0
O\‘\‘\\\"‘\\\“’\‘\M\‘”\\\\”‘\\\\‘\H\\\‘\\:L\S\G.‘O\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #45507: Decane, 3,8-dimethyl-
57.0
T \
11.50
5000 m/z 41.00 38.72%
85.0
29.0
‘ ‘ 113.0 1410
bttt Ml L 169.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #45512: Decane, 3,8-dimethyl- T ‘
57.0 11.50
m/z 85.10 35.29%
85.0
5000
113.0 1410
AN N W - kil
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 Benzene, (2-methylpropyl)- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.616 11.66 ug/L 215244  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 87
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 83
5 Benzene, n-butyl- 134 C1eH14 000104-51-8 80
Abundance Scan 3196 (11.616 min): VU046093.D\data.ms (-3189) (- m/z 91.10 100.00%
91.1
5000
134.1
65.0 11.50 12.00
43.0 115.0 : :
Oy IR0 L 15201710 1y 95 10 56.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17042: Benzene, (2-methylpropyl)-
91.0 J\
5000 /\\ T T T \/\/\\/\\ f /\
134.0 11.50 12.00
430 50 m/z 134.05 26.85%
| H‘ i I i i 1150 |
O\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17043: Benzene, (2-methylpropyl)-
91.0
11.50 12.00
5000 ITI/Z 65.00 12.04%
430 g5 134.0
ol L uso
0l bt e e R e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17038: Benzene, (2-methylpropyl)-
91.0 11.50 12.00
m/z 43.00 6.04%
5000
134.0
43.0 65.0
ol280 Ll b Bee L VI S
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 (DEL) Alkane: Cyclic11.709 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.709 12.52 ug/L 231191 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 93
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 83
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 81
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 72
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 72

Abundance Scan 3225 (11.709 min): VU046093.D\data.ms (-3216) (- m/z 83.10 100.00%
8’:

55.0
5000
1402 T T T T T T
28 “ H‘ 111.1 11.50 12.00
o280l L A L w/z ss.e5  70.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 7 ——
11.50 12.00
m/z 82.10 62.98%
29.0 140.0
O \\\‘\H\ \"H\ T \“!“ \‘}“\\“1\\\“\1]\-1\“9‘ \\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
= —5
11.50 12.00
5000 m/z 41.00 34.82%
29.0 140.0
8 NI OO N YO
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- T 7
83.0 11.50 12.00
m/z 57.10  22.88%
55.0
5000
29.0 154.0
ol b paane T VWY W
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 28 p-Cymene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.748  29.85 ug/L 551118 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 o-Cymene 134 C1eH14 000527-84-4 95
4 p-Cymene 134 C1eH14 000099-87-6 95
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3237 (11.748 min): VU046093.D\data.ms (-3231) (-  m/z 119.10 100.00%
119.1
5000
91.1
300 650 ‘ J 11.50 12.00
o 220 e 1l 1921562 T3 65 26.67%
miz-> 20 60 80 100 120 140 160
Abundance #16995: p-Cymene
119.0
5000 e MM _—
11.50 12.00
91.0 m/z 91.10 23.94%
410 65.0 4
O\\\\‘\‘\\\w\\‘\\"\‘\\\‘”‘\\‘i‘\‘w\\‘\W\\]_\‘\G-’O\\\\‘\
miz-> 20 60 80 100 120 140 160
Abundance #16994: p-Cymene
119.0
11.50 12.00
5000 m/z 117.10 13.52%
91.0
39.0 65.0
o S R A -
miz--> 20 60 80 100 120 140 160 j\
Abundance #16996: o-Cymene A WIAN: -
119.0 11.50 12.00
m/z 120.10 9.78%
5000
91.0
150 390 650 4 A
B T O ' SN B WY | Y O
m/z--> 20 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 29 Benzene, 1l-ethyl-3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.899 84.60 ug/L 1561970 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3284 (11.899 min): VU046093.D\data.ms (-3271) (- m/z 105.05 100.00%
105.1
5000 j\ M
A
— —
51.0 77‘-0 | 11 s, 11.50 12.00
T L e [ N a8 m/z 120.05  41.52%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 b A —
11.50 12.00
m/z 77.00 11.62%
510 770 i
0 T T ‘2\7\'0\\“ T \‘M‘\H“\‘\ T \‘H‘ T \‘\ T ‘M‘\ \‘\“‘\.O\ L ‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 m/z 91.05 10.10%
39.0 77.0
olaso . TUouge0 L A0
miz--> 20 40 60 80 100 120 140
Abundance #10694: Mesitylene
105.0 11.50 12.00
m/z 119.05 9.28%
5000
77.0
39.0 121.0
oltso 330 %0 G ) GEO
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 30 Benzene, 1-propenyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.102  72.47 ug/L 1337960  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 92
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 91
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 3347 (12.102 min): VU046093.D\data.ms (-3335) (-  m/z 117.10 100.00%
117.1

5000
91.0
390 630 13?'1 12.00 12.50
ol L Ll W] 3821 7 118,10 55.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 1t —
12.00 12.50
91.0 o
m/z 119.05 34.99%
51.0 ‘
0\\\’2\7‘\.(\)\"\\“1 \“““\‘\7\4‘.\P‘\\M\“‘\\\“‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10195: Benzene, cyclopropyl-
117.0
12.00 12.50
5000 ITI/Z 115.05 34.95%
91.0
51.0 ‘ ‘
L R .Y |
m/z--> 20 40 60 80 100 120 140 160
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 12.00 12.50
m/z 105.05 34.41%
5000
91.0
30.0 580 ‘
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@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 Benzene, 1-methyl-4-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.131 64.77 ug/L 1195780  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 90
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 86
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 86
Abundance Scan 3356 (12.131 min): VU046093.D\data.ms (-3352) (-  m/z 105.10 100.00%
105.1
5000
134.1 /\ - Lo,
39.0 77.0 12.00 12.50
Ot L1882 /7 134,10 23.09%
m/z--> 20 40 60 80 100 120 140
Abundance #17049: Benzene, 1-methyl-4-propyl-
105.0
5000 U\/\ j\
12.00 12.50
134.0 m/z 106.10  14.16%
150 390 s70 10 ‘
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0 A
S IS ANV
12.00 12.50
5000 ITI/Z 77 .00 9.53%
134.0
oltso 0 g0, bl b
miz--> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl- = .
105.0 12.00 12.50
m/z 79.10 6.98%
5000
134.0
39.0 77.0
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 32 Indene Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.317 23.38 ug/L 431603  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Indene 116 C9H8 000095-13-6 94
3 Indene 116 C9HS8 000095-13-6 94
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 81
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 81
Abundance Scan 3414 (12.317 min): VU046093.D\data.ms (-3404) (- m/z 115.05 100.00%
115.1
5000 \
971 2.00 2.50
39.0 134.1 1 12.5
154.2
0 “‘quwhh‘“ R “Mlhuy NH‘\\\\‘\\\\‘\ m/z 116.05 94.06%
miz--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000 Ly M : \W\\“\”
12.00 12.50
m/z 97.10 18.72%
39.0 63.0 89.0
O\‘\\\\“\\‘\\H“‘\\\\‘\\‘\\‘\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9543: Indene
116.0
= T
12.00 12.50
5000 m/z 105.10 16.82%
390 930 890
miz--> 20 40 60 80 100 120 140 160
Abundance #9542: Indene
116.0 12.00 12.50
m/z 119.10 13.89%
5000
390 630 ggp
o"mm“H‘Mw““"H_uw_m‘_m_m_
m/z--> 20 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 33 Benzene, (1-methylpropyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.381  38.20 ug/L 705203  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 93
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
Abundance Scan 3434 (12.381 min): VU046093.D\data.ms (-3426) (-  m/z 105.10 100.00%
105.1
5000
134.1
390 77.0 12.00 12.50
bt 2Ll L2942 sz 134005 22.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 T ‘}\ T - fj
12.00 12.50
134.0 m/z 77.00  10.30%
77.0
O \\\‘2\7‘\'0\\“ \5\]7\.(\)“\‘\ T \m‘ T \‘i T ‘h‘\ \‘\“ T \‘\ ‘ L ‘ TTTT
miz--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
-l M
12.00 12.50
5000 m/z 106.10 9.64%
134.0
77.0
olt50, 20570, T b e
miz--> 20 40 60 80 100 120 140 160 /\ A
Abundance #17039: Benzene, (1-methylpropyl)- ‘ pALSA A
105.0 12.00 12.50
m/z 91.05 8.04%
5000
70 134.0
0 21.0 517'0 H ‘ | ‘
T L e e = e
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 34 Benzene, 1-methyl-3-(1-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.468 39.91 ug/L 736791 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
Abundance Scan 3461 (12.468 min): VU046093.D\data.ms (-3451) (-  m/z 119.10 100.00%
119.1
5000
oo L 12.50
39.0 65.0 .
o) PO i T ‘ ‘ ‘u‘u AL LRTLISTL s 134,15 30.82%
miz--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0 M
5000 T T j\\ T T /\\ \/\j\\J
12.50
91.0 m/z 91.05 17.96%
41.0 65.0 4
O T i “\“ \‘\ \H“\‘\ T \‘”‘ T ‘W\ \‘iw T \1\510\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #16998: o-Cymene
119.0
e
12.50
5000 m/z 105.10 13.98%
91.0
olaso W2 S0 L o
miz--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.50
m/z 120.10 10.19%
5000
91.0 4
41.0 65.0
51150 850 Ll 160 yall J\J

m/z--> 20 40 60 80 100 120 140 160 12.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\

Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100ulL/5.0mL/MSVOA_

ALS vial : 7 Sample Multiplier: 1

Library Search Compound Report

U/MEOH

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

hyl- Concentration Rank 12

Peak Number 36 Benzene, 1-ethyl-2,3-dimet

R.T. EstConc Area Relative to ISTD R.T.
12.574 42.61 ug/L 786620 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 3494 (12.574 min): VU046093.D\data.ms (-3486) (-  m/z 119.10 100.00%
119.1
5000
91.0
12.50
39.0 65.0
o) SSMSRRESEEN Y ‘ L1582 sz 134,15 28.56%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #16998: o-Cymene
119.0
5000 ‘}\ T L ?j\ T
12.50
91.0 m/z 91.05 15.88%
41.0 65.0
0 \‘HH.‘\‘\H“‘\ i \”“\‘H\‘”‘\\i‘\‘w\\‘”\\\‘\‘\H\‘\H
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
R \
12.50
5000 m/z 120.10 9.93%
91.0
39.0 650 ‘ ‘
P - i W T Y
miz--> 0O 20 40 60 80 100 120 140 160 A/\
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- . P
119.0 12.50
m/z 117.10 8.47%
5000
91.0
150 0 880 T L
0 e e e e
m/z--> 0 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 38 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
12.815 13.49 ug/L 249090 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 92
2 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 87
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 64
4 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H1l6 004218-48-8 64
5 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 62

Abundance Scan 3569 (12.815 min): VU046093.D\data.ms (-3560) (-  m/z 133.05 100.00%
138.1

- WM
91.1 b Sy
390 57.0 ‘ 1151 ‘ tie 12.50 13.00
) S| Y YO0 TV m‘e_mw” m/z 119.10  64.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0
5000
12.50 13.00
91.0 m/z 148.20  32.68%
65.0 ‘ ‘1150 ; UeA
0 \\\’\\\\:I‘"\O\‘\‘\‘H"\\\‘H‘\\‘P\“M‘\\ \H\‘\‘\‘\‘H‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #26381: Benzene, 1,4-diethyl-2-methyl-
133.0 K
TAY JANIVATAL
12.50 13.00
5000 m/z 91.10  24.22%
105.0
77.0 ‘ ‘
39.0
o LR T A Y TR
miz--> 20 40 60 80 100 120 140 160
Abundance #26348: 3,4-Dimethylcumene — P
1338.0 12.50 13.00
m/z 135.15 20.91%
5000
105.0
41.0 77.0 ‘ j\
olis0 i ugeq o L Ll vWAIVILE
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 39 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
12.877 18.05 ug/L 333259 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 93
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 93
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 90
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90

Abundance Scan 3588 (12.876 min): VU046093.D\data.ms (-3581) (-  m/z 119.10 100.00%
1

119.
5000
o0 12.50 13.00
39.0 650 146.2 : :
e RO PR S 1“1 02 1691 nyz 134.05  28.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
5000
12.50 13.00
91.0 m/z 91.05 18.35%
41.0 65.0 ‘
0 \\\‘\‘\\\“‘\\‘\ \H“\‘\H‘”‘\H‘\‘W\\‘H\H‘\‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
— T
12.50 13.00
5000 m/z 131.05 17.40%
91.0
39.0 65.0 ‘
I R N TR O N
miz--> 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- . o
119.0 12.50 13.00
m/z 115.10 10.13%
5000
91.0
39.0 65.0 ‘
ol o b A L UV VAWWUIY
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 40 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.976  42.69 ug/L 788123  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
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, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3619 (12.976 min): VU046093.D\data.ms (-3598) (-  m/z 119.10 100.00%
1

119.
5000
91.0 13.00
39.0 65.0 149.2 ’
OF i WL TEET168.2 s 134,15 46.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
91.0 m/z 91.05 17.16%
o0 L
0 \H‘\‘H\’\\‘1‘\“1‘\\\”‘\H\“}‘H{“‘H\‘\‘H\\‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T
13.00
5000 ITI/Z 120.10 9.75%
39.0 970
. 65.0
0 ‘1‘5"?“‘ ‘ “,“ S PR M “1 e ‘M — R
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 133.05 9.16%
5000
91.0
39.0 65.0
0\1\5‘\'?\‘”\‘,‘\w‘;‘\“;‘\u““\\‘\w‘%ﬂ“l\u“w\u\‘HH V\/W‘\‘ e
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 41 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.031 48.66 ug/L 898445 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3636 (13.031 min): VU046093.D\data.ms (-3627) (-  m/z 119.10 100.00%
1

19.1
5000
91.0

: 13.00
300 650
0 H‘_‘m‘um;umH‘HW“W‘:‘HMM‘H 14821682 n/z 134.20  44.15%

m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000

13.00
m/z 91.05 16.04%

91.0
150 90 880 L |l
0 H‘\‘\‘H\“H“i‘\“i‘\HH‘\\H‘W‘HM“‘\\\‘\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
T \
13.00
5000 ITI/Z 133.05 10.77%
41.0 91.0
m/z--> 20 40 60 80 100 120 140 160 W\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- ‘ T I
119.0 13.00
m/z 120.10 9.89%
5000
91.0
41.0 63.0 | ‘ | |
O bt e
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 43 3,4-Dimethylcumene Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.201 5.97 ug/L 110192 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 94
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 94
3 Benzene, 1,4-dimethyl-2-(1-methy... 148 C1l1H16 004132-72-3 90
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 87
Abundance Scan 3689 (13.201 min): VU046093.D\data.ms (-3681) (-  m/z 133.05 100.00%
133.1
5000
=1 —
550 770 10"5'1 ‘ 1662 13.00 13.50
Ot Ll 1682 ) ag 00 22.93%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26348: 3,4-Dimethylcumene
138.0 k
5000 K/\MM
13.00 13.50
105.0 m/z 105.10 14.02%
41.0 77.0 ’
0 \‘\\1\5\.(‘)\‘\\\“‘H‘i‘\“‘”m\‘”‘H‘\‘\M‘\\m““i‘\‘\‘\\‘\\‘\\H|
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0
= —=
13.00 13.50
5000 m/z 91.00 12.52%
150 390 g5 910
R P PR Y
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #26411: Benzene, 1,4-dimethyl-2-(1-methylethyl)- 5 —
133.0 13.00 13.50
m/z 134.05 10.90%
5000
39.0 91.0
15.0 65.0
o b 2220 1 ma30 L
m/z--> 0 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 44 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
13.294 6.70 ug/L 123654 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 91
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 86
Abundance Scan 3718 (13.294 min): VU046093.D\data.ms (-3713) (-  m/z 117.10 100.00%
117.1
5000
13.00 is‘so‘
300 640 910 ‘ |
Ol ALl 1432 1861 935 05 39.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
5000
1300 1350
m/z 115.10 25.04%
390 g5 910
04 T \“\ T \““\ \“U\ “‘U\ \”\“‘ T ‘”\‘\ T 4:(‘)\ T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
e —
13.00 13.50
5000 m/z 131.05 19.97%
91.0
39.0 ‘ A
65.0
0“‘M“M‘NM‘HV‘JM‘N;‘MNH 1t R
miz--> 20 40 60 80 100 120 140 160 /\/
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- e o
117.0 13.00 1350
m/z 118.05 81%
5000
39.0 65.0 91.0 /\/\
N Y U WM PO | O - N
m/z--> 20 40 60 80 100 120 140 160 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 48 (DEL) Alkane: Straight-Chai... Concentration Rank 56

R.T. EstConc Area Relative to ISTD R.T.
13.587 3.74 ug/L 69060 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 60
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 53
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 49
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 47

Abundance Scan 3809 (13.587 min): VU046093.D\data.ms (-3805) (- m/z 57.05 100.00%
57.0

‘ 9.0 98.1 133.1 — T
13.50
162.2 184.2
ow_m“‘muﬂ_u“ il “‘ ] _H“‘WHMHH_H m/z 71.10 45.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 —— :
13.50
290 98.0 m/z 43.00  38.58%
O\\‘\‘H\\“‘\\\‘HU‘\\Hy\g‘.g\\\“"\\1‘\‘\\\1-\4‘1\.\0\\‘\\\}‘8\4;()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
T T T
13.50
5000 m/z 41.00 27.58%
29.0 ‘ L 98.0
obrr gl b 789 TIT 1410 1690
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl- T ‘
57.0 13.50
m/z 133.05 19.55%
5000
29.0 ‘ L 98.0
Ot o JTO Ly 1400 1840 Y,
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 49 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.629 21.69 ug/L 400516 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 83
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 78
5 Indan, epoxide 132 C9H80 000768-22-9 64
Abundance Scan 3822 (13.629 min): VU046093.D\data.ms (-3815) (-  m/z 104.10 100.00%
104.1
5000 132.1
78.0 1350 1400
| 5]‘.(\) Iy H L \‘\ ‘\H 168.2 . . 9
Ot m/z 132.05 47.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 Lt N
13.50 14.00
m/z 91.10 42.40%
270 510 MO L L
O\\\\‘\‘\\\‘\\‘“\“w\\\‘\\‘}\“ \\1‘\‘\‘\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
— —
13.50 14.00
5000 132.0 m/z 115.10 18.50%
78.0
27.0 51.0 ‘ H ‘
Ot e
miz--> 20 40 60 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro- — —
104.0 13.50 14.00
m/z 119.10 16.86%
132.0
5000
270 , %10 780
N Y L W M
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 50 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
13.735 3.82 ug/L 70580 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 96
2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 96
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 94
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 89

Abundance Scan 3855 (13.735 min): VU046093.D\data.ms (-3847) (-  m/z 131.00 100.00%
131.0

bl

13.50 14.00

5000

0+ m/z 133.05 69.17%
miz--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 — -
13.50 14.00
39.0 m/z 146.20 34.63%

65.0 ‘
I

M ; ‘\M H‘ I | \Hll%o L‘m 148.0

‘ i Il
‘ L ’ T ‘ T T ‘ T T ‘ LI ‘ T T ‘ T T T ‘ L ’
miz--> 20 40 60 80 100 120 140 160
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0

o

haa VLA

13.50 14.00
5000 m/z 83.10 24.70%
91.0
39.0 ‘
65.0
bbbt 201 L 140 | 180
m/z--> 20 40 60 80 100 120 140 160
Abundance #25011: Benzene, (3-methyl-2-butenyl)- T —
131.0 13.50 14.00
m/z 91.05 23.28%
91.0
5000
41.0 65.0
obprterdbdbe i 3098l 1480 ERANAIS
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

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

Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 51 Benzene, (1-methyl-1-butenyl)- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
13.838  7.29 g/l 134509  1,4-Dichlorobenzene-d4  11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 86

2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14
5 Ethanone, 1-(4-ethylphenyl)- 148 C1eH120

Abundance Scan 3887 (13.838 min): VU046093.D\data.ms (-3879) (-

004218-48-8 53
004218-48-8 53
053172-84-2 49
000937-30-4 45

m/z 133.05 100.00%

138.1
5000
91.0 — o
390 650 ‘ ‘ 1601 182, 13.50 14.00
Ol 4120 ) 16011820 T 5y 65 59.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25012: Benzene, (1-methyl-1-butenyl)-
131.0 \J\AJ\
5000 91.0
1350 1400
390 650 m/z 148.15 32.40%
O\\\‘\\\\“‘\\\‘\\\ 11
m/z--> 60 80 100 120 140 160 180
Abundance #26396. Benzene, 1-ethyl-4-(1-methylethyl)-
138.0 jk
AL
1350 14.00
105.0
oliso 4o, | TP
miz-> 20 40 60 80 100 120 140 160 180
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0 1350 1400
m/z 146.15 22.54%
5000 105.0
410 770 ‘ ‘
0 Hw‘U"U‘H“um““‘Hwhm‘“‘m‘wmwmw” A /\/j\
m/z--> 20 40 60 80 100 120 140 160 180 13 50 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 52 Azulene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.089 69.33 ug/L 1280080 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C1OH8 000275-51-4 93
3 Naphthalene 128 C10HS8 000091-20-3 93
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3965 (14.089 min): VU046093.D\data.ms (-3955) (-  m/z 128.05 100.00%
1

28.1
5000
14.00 |
51.0 750 1021 .
O ) Tl 14901692 n/; 157,65 12.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
5000 — ‘
14.00
m/z 129.05 10.50%
5.0 750 1020 |
O‘\\\\’\\‘\\‘\\\H”“\\\\“\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13678: Azulene
128.0
LN
14.00
5000 ITI/Z 102.05 8.68%
102.0
ol280 %9 770 ]
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13683: Naphthalene —1 ‘
128.0 14.00
m/z 126.10 6.92%
5000
51.0 102.0
on2t0 e e el
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 53 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
14.671 4.03 ug/L 74377  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 50
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 46
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 46
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 46
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 46

Abundance Scan 4146 (14.671 min): VU046093. D\data ms (-4137) (- m/z 131.05 100.00%

131.
5000
971 T ‘ T T ‘ T
580 770 H‘ 1822 s 14.50 15.00
o‘m_mww‘ ) W el e, : m/z 133.00  93.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 e oy
14.50 15.00
m/z 146.05 33.31%
39.0 91.0
63.0
O\\\\‘\‘\\\“\\‘\\‘w\‘\\“\\\\‘J\-‘\]\-L‘Q‘\M\‘f‘“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)- A/KA
131.0
Ll b L DA e
91.0 14.50 15.00 .
5000 m/z 115.00  25.38%
39.0
ol “l‘uu“‘”“l“ ‘ww;_ulwl“lup ww“m‘mw”
miz--> 40 80 100 120 140 160 180
Abundance #25022.Benzene,(12—dnnethyh14nopeny0— — —
131.0 14.50 15.00
m/z 145.05 24.24%
5000 91.0
39.0 65.0
NI o O I Y O Wpe? W
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@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 56 Naphthalene, 1-ethyl- Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
16.150 2.63 ug/L 48621 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 46
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 46
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 41
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 41
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 41
Abundance Scan 4606 (16.150 min): VU046093.D\data.ms (-4599) (-  m/z 141.05 100.00%
141.1
5000
s —
75.0 105. 16.00 16.50
41.0 il 4, 2071 281
0 2P0t 2SR m/z 159.20  40.39%
miz-> 50 100 150 200 250
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 —r ——
16.00 16.50
m/z 174.20  37.18%
27.0 \6%'0“” ‘102'4\ i \‘ ul
T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33122: Naphthalene, 1-ethyl-
141.0
—— —
16.00 16.50
5000 m/z 115.05 36.52%
27.0 630 1024 u
Y T
m/z--> 50 100 150 200 250
Abundance #33124: Naphthalene, 2-ethyl- — —
141.0 16.00 16.50
m/z 156.10  36.19%
5000
76.0
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 57 Naphthalene, 2,6-dimethyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
16.262 5.81 ug/L 107210 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 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 4641 (16.262 min): VU046093.D\data.ms (-4634) (- m/z 156.15 100.00%

156.2
5000
— —r4
500 70 151 o5 _ 16.00 16.50
0 ' e eosy m/z 141,85 69.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000 ey —
16.00 16.50
m/z 155.10 36.91%
77.0 115.0
O\\\‘\\:3\\9‘-\(\)‘\\”H”"HH‘H\‘\‘\‘l‘\\“‘\\w‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0 /ﬂ\v
o S
16.00 16.50
5000 m/z 115.05  16.07%
45.0 77.0 115.0 ‘
o SN .-5 W N A N —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33164: Naphthalene, 1,6-dimethyl- —— —
156.0 16.00 16.50
m/z 128.05 14.47%
5000
115.0
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50

SFAMULM112921WMA.M Tue Dec 14 05:12:38 2021

Page:

51



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample : M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 58 Naphthalene, 1,3-dimethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
16.410 8.51 ug/L 157099 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 4687 (16.410 min): VU046093.D\data.ms (-4679) (-  m/z 156.10 100.00%
1

56.1
5000
115.1 — /L ‘
77.0 16.50
39.0 ‘ m .
om‘mu‘m‘,“1ml“,mM‘u‘lw‘m b 2043 28L mjz 141.05  86.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000 T T
16.50
m/z 155.15 26.64%
76.0
0\H‘\‘\3\\9“-\0\“\\"”H“U"\\‘H]‘-:\L\O\F(‘)\“!‘\\“‘H‘MJ‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 /\ m
s
16.50
5000 ITI/Z 115.05 21.73%
77.0 115.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl- ——
156.0 16.50
m/z 128.05 15.85%
115.0
00 10 1
Ol bttt e e e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46093.D

Acqg On : 04 Dec 2021 15:13

Operator : SY/MD

Sample 1 M4942-05

Misc : 6.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 7.497 5.0 ug/L 40044 1 6.250 399116 50.0
(DEL) Alkane: S 7.655 6.5 ug/L 51672 1 6.250 399116 50.0
(DEL) Alkane: C 8.864 6.8 ug/L 69014 2 9.426 510847 50.0
(DEL) Alkane: C... 8.925 4.7 ug/L 48281 2 9.426 510847 50.0
(DEL) Alkane: C... 9.057 3.9 ug/L 39444 2 9.426 510847 50.0
(DEL) Alkane: S 9.124 4.0 ug/L 40750 2 9.426 510847 50.0
(DEL) Alkane: C 9.166 9.3 ug/L 94602 2 9.426 510847 50.0
(DEL) Alkane: S 9.211 11.1 ug/L 112956 2 9.426 510847 50.0
(DEL) Alkane: S. 9.336 16.5 ug/L 168238 2 9.426 510847 50.0
Pentalene, octa... 9.510 5.0 ug/L 50881 2 9.426 510847 50.0
Cyclohexene, 3-... 9.893 3.2 ug/L 32660 2 9.426 510847 50.0
(DEL) Alkane: C 10.025 25.0 ug/L 255462 2 9.426 510847 50.0
(DEL) Alkane: S 10.253 34.8 wug/L 355300 2 9.426 510847 50.0
(DEL) Alkane: C 10.356 25.9 ug/L 264715 2 9.426 510847 50.0
(DEL) Alkane: S... 10.558 17.6 ug/L 179298 2 9.426 510847 50.0
(DEL) Alkane: S... 10.626 12.6 wug/L 233429 3 11.819 923110 50.0
Benzene, propyl- 10.912 52.3 ug/L 965181 3 11.819 923110 50.0
Benzene, 1-ethy... 11.005 170.8 wug/L 3154230 3 11.819 923110 50.0
Decyl pentyl ether 11.201 2.6 ug/L 47396 3 11.819 923110 50.0
Benzene, 1l-ethy... 11.301 65.8 wug/L 1214210 3 11.819 923110 50.0
(DEL) Alkane: S... 11.378 5.7 ug/L 106024 3 11.819 923110 50.0
4-Methyl-3-hept... 11.420 17.3 wug/L 319859 3 11.819 923110 50.0
(DEL) Alkane: S... 11.574 7.2 ug/L 133661 3 11.819 923110 50.0
Benzene, (2-met... 11.616 11.7 ug/L 215244 3 11.819 923110 50.0
(DEL) Alkane: C... 11.709 12.5 wug/L 231191 3 11.819 923110 50.0
p-Cymene 11.748 29.9 wug/L 551118 3 11.819 923110 50.0
Benzene, 1l-ethy... 11.899 84.6 ug/L 1561970 3 11.819 923110 50.0
Benzene, 1-prop... 12.102 72.5 wug/L 1337960 3 11.819 923110 50.0
Benzene, 1-meth... 12.131 64.8 wug/L 1195780 3 11.819 923110 50.0
Indene 12.317 23.4 ug/L 431603 3 11.819 923110 50.0
Benzene, (1-met... 12.381 38.2 ug/L 705203 3 11.819 923110 50.0
Benzene, 1-meth... 12.468 39.9 wug/L 736791 3 11.819 923110 50.0
Benzene, 1-ethy... 12.574 42.6 ug/L 786620 3 11.819 923110 50.0
Benzene, 1,3-di... 12.815 13.5 wug/L 24909 3 11.819 923110 50.0
Benzene, 2-ethy... 12.877 18.1 ug/L 333259 3 11.819 923110 50.0
Benzene, 1,2,3,... 12.976 42.7 ug/L 788123 3 11.819 923110 50.0
Benzene, 1,2,3,... 13.031 48.7 ug/L 898445 3 11.819 923110 50.0
3,4-Dimethylcumene 13.201 6.0 ug/L 110192 3 11.819 923110 50.0
1H-Indene, 2,3-... 13.294 6.7 ug/L 123654 3 11.819 923110 50.0
(DEL) Alkane: S... 13.587 3.7 ug/L 69060 3 11.819 923110 50.0
Naphthalene, 1,... 13.629 21.7 wug/L 400516 3 11.819 923110 50.0
Benzene, (1,2-d... 13.735 3.8 ug/L 70580 3 11.819 923110 50.0
Benzene, (1-met... 13.838 7.3 ug/L 134509 3 11.819 923110 50.0
Azulene 14.089 69.3 wug/L 1280080 3 11.819 923110 50.0
1H-Indene, 2,3-... 14.671 4.0 ug/L 74377 3 11.819 923110 50.0
Naphthalene, 1-... 16.150 2.6 ug/L 48621 3 11.819 923110 50.0
Naphthalene, 2,... 16.262 5.8 ug/L 107210 3 11.819 923110 50.0
Naphthalene, 1,... 16.410 8.5 wug/L 157099 3 11.819 923110 50.0
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