LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample : M4942-04

Misc : 6.50g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 6 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@46092.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 80 103 rVB 145413 189337 1.20% 0.398%
2 1.916 176 179 199 rvwV 84945 142556 0.91% 0.300%
3 2.546 363 375 390 rBV 248699 405132  2.58% 0.852%
4 4.652 1012 1030 1080 rBV 64546 281951 1.79% 0.593%
5 5.064 1140 1158 1183 rVV 201573 486927 3.10% 1.024%
6 5.723 1342 1363 1391 rBV2 500661 1263707 8.04% 2.658%
7 5.983 1433 1444 1457 rBV4 4734 11183 0.07% 0.024%
8 6.247 1510 1526 1554 rBV 205108 406163 2.58% 0.854%
9 6.690 1650 1664 1679 rBV 277200 553068 3.52% 1.163%
106 6.758 1681 1685 1695 rVV3 10627 17603 0.11% 0.037%
11 7.498 1902 1915 1922 rBV2 13464 23636 ©0.15% 0.050%
12 7.568 1923 1937 1956 rVB 157643 298463 1.90% 0.628%
13 7.658 1956 1965 1985 rVB2 15633 32670 0.21% 0.069%
14  7.854 2011 2026 2028 rBV4 16750 26395 0.17% 0.056%
15 7.899 2028 2040 2055 rVB 587112 1067336 6.79%  2.245%
16 7.970 2055 2062 2073 rVB 19413 33238 0.21% 0.070%
17 8.031 2073 2081 2095 rVB5 4231 8903 0.06% 0.019%
18 8.182 2117 2128 2141 rBV 96818 196957 1.25% 0.414%
19 8.369 2175 2186 2196 rBV3 11015 19799 0.13% 0.042%
20  8.536 2227 2238 2251 rVB3 7613 13163 0.08% 0.028%
21 8.684 2256 2284 2300 rBV 216383 662887 4.22%  1.394%
22 8.755 2301 2306 2313 rVB4 10320 16108 0.10% 0.034%
23 8.864 2331 2340 2350 rVB 45428 72424 0.46% 0.152%
24  8.925 2350 2359 2367 rBV 35427 63883 0.41% 0.134%
25 9.060 2387 2401 2411 rBV8 11139 26327 ©0.17% 0.055%
26 9.121 2411 2420 2426 rBvV3 18587 31748 0.20% 0.067%
27  9.166 2426 2434 2441 rVV3 33798 54830 ©0.35% 0.115%
28  9.211 2442 2448 2461 rVB4 51914 89646 0©.57% 0.189%
29 9.337 2469 2487 2501 rBV2 70645 126509 0.80% 0.266%
30 9.427 2501 2515 2532 rBV 242973 525695 3.34% 1.106%
31 9.510 2532 2541 2548 rBV2 28079 44131 0.28% ©0.093%
32 9.578 2548 2562 2583 rBV 2812921 5336170 33.95% 11.223%
33 9.700 2584 2600 2615 rBV 8374754 15717172 100.00% 33.056%
34 9.893 2647 2660 2669 rBV4 20426 38768 ©0.25% 0.082%
35 9.954 2669 2679 2688 rBV5 5509 10871 0.07% 0.023%

36 10.028 2689 2702 2712 rBV6 81431 212564 1.35% 0.447%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample : M4942-04

Misc : 6.50g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 6 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 10.108 2714 2727 2742 rVB 1795066 3356500 21.36% 7.059%
38 10.253 2754 2772 2776 rBV3 104269 220650 1.40% 0.464%
39 10.359 2795 2805 2814 rBV3 138675 270843 1.72% 0.570%
40 10.468 2828 2839 2843 rBV6 15215 28742 0.18% 0.060%
41 10.559 2852 2867 2875 rBVv8 61052 141040 ©0.90% 0.297%
42 10.626 2876 2888 2897 rVB2 74343 133257 0.85% 0.280%
43 10.700 2906 2911 2921 rVB3 31672 45728 0.29% 0.096%
44 10.771 2922 2933 2942 rBV 380009 660379 4.20%  1.389%
45 10.912 2968 2977 2985 rBV 50225 85353 0.54% 0.180%
46 10.954 2986 2990 3000 rVB3 18559 25003 0.16% ©0.053%
47 11.018 3001 3010 3018 rBV5 39303 81071 ©.52% 0.171%
48 11.067 3018 3025 3030 rBV3 47420 73894 0.47%  0.155%
49 11.192 3056 3064 3074 rVBS8 20670 42565 0.27% 0.090%
50 11.243 3074 3080 3086 rBV3 12432 17953 0.11% 0.038%
51 11.304 3087 3099 3114 rBV5 122371 275835 1.75% ©.580%
52 11.378 3115 3122 3127 rBv2 41111 58943 0.38% 0.124%
53 11.417 3127 3134 3142 rVV2 127453 175774 1.12% 0.370%
54 11.475 3142 3152 3174 rVB 531447 988243 6.29% 2.078%
55 11.575 3174 3183 3188 rBV2 51596 85592 0.54% 0.180%
56 11.616 3188 3196 3200 rBV 123377 184633 1.17% ©.388%
57 11.648 3201 3206 3215 rVB 193968 287036 1.83% 0.604%
58 11.710 3216 3225 3230 rBV5 84183 147584 ©.94% 0.310%
59 11.748 3231 3237 3245 rVB 189598 260230 1.66% 0.547%
60 11.819 3245 3259 3270 rVB4 372365 859514  5.47%  1.808%
61 11.877 3271 3277 3279 rBV2 49610 54212 0.34% 0.114%
62 11.948 3293 3299 3302 rBV2 20178 26258 0.17% 0.055%
63 12.105 3335 3348 3349 rBV2 347304 416882 2.65% 0.877%
64 12.131 3350 3356 3364 rVV 734607 1133810 7.21%  2.385%
65 12.195 3364 3376 3392 rVB6 1211948 2563353 16.31% 5.391%
66 12.314 3404 3413 3424 rBV6 77254 164708 1.05% 0.346%
67 12.382 3425 3434 3450 rVB 314769 524111 3.33% 1.102%
68 12.468 3451 3461 3466 rBV 334061 543031 3.46% 1.142%
69 12.501 3466 3471 3480 rVB 400130 541716 3.45% 1.139%
70 12.575 3486 3494 3503 rVB 469126 674267 4.29% 1.418%
71 12.716 3519 3538 3549 rBV7 154846 364882 2.32% 0.767%
72 12.816 3560 3569 3580 rBV3 99170 211074 1.34% 0.444%
73 12.874 3581 3587 3597 rVB4 109582 185812 1.18% 0.391%
74 12.976 3598 3619 3627 rBV 285017 562353 3.58% 1.183%
75 13.028 3627 3635 3652 rVB 386205 649084 4.13%  1.365%

76 13.115 3652 3662 3680 rVB4 79353 197124 1.25%  0.415%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample : M4942-04

Misc : 6.50g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 6 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 13.201 3681 3689 3699 rBV 59352 91963 ©.59% ©0.193%
78 13.259 3700 3707 3714 rBVS5 42166 70763 0.45% 0.149%
79 13.353 3730 3736 3744 rVB 34123 48773 0.31% 0.103%
80 13.407 3744 3753 3759 rBV3 53685 93692 0.60% 0.197%
81 13.452 3759 3767 3783 rVB2 166940 332179 2.11% 0.699%
82 13.562 3797 3801 3804 rBV 11730 12035 0.08% 0.025%
83 13.591 3805 3810 3815 rvv4 22453 29146 ©0.19% 0.061%
84 13.738 3846 3856 3864 rBV5 30394 60034 0.38% 0.126%
85 13.783 3865 3870 3877 rVB2 16648 23964 0.15% 0.050%
86 13.838 3878 3887 3902 rBvV4 60289 142595 ©.91% 0.300%
87 13.964 3916 3926 3934 rVB3 19006 39068 ©0.25% 0.082%
88 14.089 3958 3965 3972 rVB 87541 118437 ©.75%  0.249%
89 14.189 3985 3996 4013 rVB7 34762 95899 0.61% 0.202%
90 14.298 4013 4030 4043 rBV7 18136 70842 0.45% 0.149%
91 14.607 4121 4126 4134 rVB2 15141 19393 0.12% 0.041%
92 14.671 4139 4146 4158 rVB6 26615 51831 0.33% 0.109%
93 14.941 4224 4230 4237 rBV8 9860 15566 0.10% 0.033%
94 15.021 4247 4255 4265 rBV6 16659 37573 0.24% 0.079%
95 15.150 4290 4295 4303 rVBle 13987 20622 0.13% 0.043%
96 15.208 4304 4313 4327 rVVW7 34758 79700 0.51% 0.168%
97 15.346 4351 4356 4361 rBV7 10175 14503 0.09% 0.031%
98 15.410 4369 4376 4398 rVB2 64520 130228 0.83% 0.274%
99 16.407 4681 4686 4693 rVB 31184 40003 0.25% 0.084%
100 16.542 4723 4728 4738 rVB4 53035 80937 0.51% 0.170%
Sum of corrected areas: 47546705
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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: VU046092.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000
2000000

1000000

5.723
1597 1.916 2.546 4.652 5.064 5983 6247 6.8

o

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU046092.D\data.ms
8000000 900

7000000
6000000
5000000
4000000
3000000 9.57%

2000000 10.108

1000000 7.899 10.771

o 7.4588557 810183 368 55 85 8o 2r0amas1 i 9. 0,28 35 0LeEEPH000IRAa %
e OO B D . 368 SR P ol B s :
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU046092.D\data.ms

8000000

7000000
6000000
5000000
4000000
3000000
2000000
1000000 75 8
S s N o totmmnannonssass 1asnr1 1 asnm o 16.46754

‘ T T ‘ T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 53

R.T. EstConc Area Relative to ISTD R.T.
7.498 2.91 ug/L 23636 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 78
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 53
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 50

Abundance Scan 1915 (7.498 min): VUO46092 D\data.ms (-1902) (-) m/z 57.10 100.00%

43.0 57
5000
70.1
99.1 A N1

| H ‘ 71142 7.20 7.40 7.60 7.80
H‘_‘H‘HH‘H‘W‘HW‘H‘_‘Huuu‘u‘w‘ul_u‘_lu‘u m/z 43.00 82.43%

m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8636 Hemane 2-methyl-
43.0 57.0

5000 ‘;‘za;aa;ga;ga“
29.0 70.0

' 99.0 m/z 41.00 43.54%

I | eso | 0
H\‘\H\‘H\\[HH[HH‘HH‘HH‘HH‘\\H‘\H\‘\H\‘\\\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0 h

7.20 7.40 7.60 7.80
5000 m/z 42.00 37.85%

o

o

o

29.0
70.0 99.0
15 O | L M | “ 85'0 \‘ 11‘4..0
“w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl-

430 570 7.20 7.40 7.60 7.80
m/z 70.10 32.04%
5000
29.0 70.0 99.0
o150 |l | oeso [aso ]
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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title : VOC Analysis

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
7.658 4.02 ug/L 32670 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 74
2 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 59
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 56
4 Pentane, 3-ethyl-3-methyl- 114 C8H18 001067-08-9 50
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 50
Abundance Scan 1965 (7.658 min): VU046092.D\data.ms (-1956) (-) m/z 85.10 100.00%
43.0 57.0 85.1
5000
R I A -
‘ 711 7.40 7.60 7.80 8.00
Obrrrrrerprrer bbbl b e A% e m/z 43.05 98.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0 ﬁ/\ /\
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
7.40 7.60 7.80 8.00
29.0 m/z 57.00 90.95%
H\‘H\\‘HH[HH‘HH‘HH‘HH’HH‘\\H‘H\\‘HH’HH‘\\H‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14605: Pentane, 3-ethyl-2,4-dimethyl- /h
43.0
mmmwmwuwm
7.40 7.60 7.80 8.00
5000 85.0 m/z 56.00 55.34%
57.0
27.0
0 Ll TR0 | 99.0113.0128.0
i e e e e S AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ﬁj\
Abundance #14576: Hexane, 2,3,3-trimethyl- O‘H“AH““W““ﬂV$
43.0 7.40 7.60 7.80 8.00
85.0 m/z 84.85 55.26%
5000 57.0
27.0 71.0
PSS - N O GUUOOOON 0 I O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 4 (DEL) Alkane: Cyclic8.864 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.864 6.89 ug/L 72424  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 70
3 3-Heptene, 5-methyl- 112 C8H16 013172-91-3 58
4 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 53
5 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 53

Abundance Scan 2340 (8.864 min): VU046092.D\data.ms (-2331) (-) m/z 83.10 100.00%

83.1
55.0
5000
41.0 1121

N - o ey A2
\L 1l %0 ‘

8.60 8.80 9.00 9.20
el e el m/z 55.85  66.67%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536 Cyclohexane, ethyl-
83.0
55.0 h

o

5000 L L L L LI L IR
41.0 8.60 8.80 9.00 9.20
112.0 m/z 82.10 50.44%
27.0
O\\‘\\\\‘\\\‘\“\\\\““\\\‘\‘11\‘\\\‘\‘i\\\\‘\1\\‘\\\\“\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
A ARERART ST
8.60 8.80 9.00 9.20
5000 21.0 m/z 41.00 25.68%
112.0
27.0 ‘ 69.0 ‘
0‘w‘H‘_‘“MH‘qMH‘NWL‘HuM‘walu‘H‘W‘H‘_uH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7541: 3-Heptene, 5-methyl- AN e

55.0 8.60 8.80 9.00 9.20
m/z 112.10  24.09%

5000 83.0
41.0
112.0
27.0 70.0 |
0 el | 970

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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title : VOC Analysis

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

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

Peak Number 5 (DEL) Alkane: Cyclic8.925

Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
8.925 6.08 ug/L 63883  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 83
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 70
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64

Abundance Scan 2359 (8.925 min): VU046092.D\data.ms (-2350) (-)
111.1

m/z 111.10 100.00%

69.0
5000 55.0
41.0 /\
‘ 8ad 860880900920
97.1 126.1 . : . -
oH_m_m_H“‘\M_H‘_H‘:lHm,u‘:wm_Humw:w m/z 69.05  71.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 55.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.60 8.80 9.00 9.20
83.0 m/z 55.00 38.40%
270 /
0 I o7.0 | 1260
H‘HH‘\H\‘\H\‘\H\‘H\\‘HH‘HH’HH‘HH‘\\H‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
e
8.60 8.80 9.00 9.20
55.0 m/z 40.95 26.79%
5000 41.0
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- R R
111.0 8.60 8.80 9.00 9.20
69.0 m/z 56.85  20.36%
5000 41.0 55.0
270 ‘ ‘
I 70 . W0 VA AV i AT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 Cyclohexanone, 4-ethyl- Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
9.060 2.50 ug/L 26327  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 4-ethyl- 126 C8H140 005441-51-0 64
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 59
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 59
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 59
5 trans--4-Nonene 126 C9H18 010405-85-3 53

Abundance Scan 2401 (9.060 min): VU046092.D\data.ms (-2387) (-) m/z 55.00 100.00%

i) . .
97.1
5000 410 69.0
126.1
RS aa aa ma A
‘ ﬁﬂ 8.80 9.00 9.20 9.40
Obrrrprrerreereretler et L wz 97.10 62.e1%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13011: Cyclohexanone, 4-ethyl-
55.0
27.0 0 8.80 9.00 9.20 9.40
97.0 126.0 m/z 69.85 50.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7686: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
e e
8.80 9.00 9.20 9.40
5000 41.0 m/z 41.00 42 .80%
112.0
27.0 500
T
0‘H,HH‘HH_‘H_MH_MM_HM‘HWH‘wulhuu‘uu,uuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7669: Cyclohexane, 1,4-dimethyl-, cis- R ARmmEEE T
55.0 97.0 8.80 9.00 9.20 9.40
m/z 70.00 33.05%
5000 41.0
112.0
27.0
T J
0 m,m‘wwH_Wm‘wWUMWUH_‘H_Ww,w,m AL A S
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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.
9.121 3.02 ug/L 31748 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 83
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 83
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 72
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 59
5 Nonane, 5-methyl- 142 C1eH22 015869-85-9 53
Abundance Scan 2420 (9.121 min): VU046092.D\data.ms (-2411) (-) m/z 43.00 100.00%
3.0
84.0
5000
57.0
GO e
8.80 9.00 9.20 9.40
O bprrerpreer el ol 1261 s g4 @5 58.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14554: Heptane, 2,3-dimethyl-
43.0
5000 \\‘\\\\‘\\\\‘\\/\\\‘\\\\’
84.0 8.80 9.00 9.20 9.40
57.0 m/z 85.05 50.88%
270
0 N M\ 99.0 113.0 128.0
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 #14553: Heptane, 2,3-dimethyl-
43.0 ]\
Nﬂ_mquomm,
8.80 9.00 9.20 9.40
5000 m/z 41.00 37.83%
84.0
27.0 57.0
. \‘\‘ L H 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 #14543: Heptane, 2,3-dimethyl- AR R e
43.0 8.80 9.00 9.20 9.40
m/z 57.00 28.57%
5000 84.0
57.0
0 M‘ H‘ n‘ 99.0 113.0 128.0
HW‘H‘H‘w‘H‘_‘H_‘H‘H‘w‘u‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 37
R.T. EstConc Area Relative to ISTD R.T.
9.166 5.21 ug/L 54830 Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 87
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 83
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 80
5 Cyclohexane, 1,3,5-trimethyl- 126 CSH18 001839-63-0 72

Abundance Scan 2434 (9.166 min): VU046092.D\data.ms ( 2426) (-) m/z 111.10 100.00%
111.

69.0
5000 55.0
41.0 126.2 /\
Frbe et
97.0 8.80 9.00 9.20 9.40
0 m,mWm_m_Wu‘wm BB e m/z 69.85  92.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
55.0
5000 L L L L L L B R O
8.80 9.00 9.20 9.40
410 126.0 m/z 55.00  47.91%
27.0 ‘ 83.0 97.0
0\\\’\\\\‘\\\‘\“\\\\“U\\\‘\\\‘\‘\\\‘\"\\\\‘\}\\‘\\\\‘\\\\‘!\\\’\\\‘\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0 L
41.0 8.80 9.00 9.20 9.40
5000 ITI/Z 57 .00 32.97%
27.0
126.0
L A
o d30 Al
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0 8.80 9.00 9.20 9.40
m/z 41.00 32.64%
5000 55.0
41.0 126.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 27
R.T. EstConc Area Relative to ISTD R.T.
9.211 8.53 ug/L 89646  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 90
2 Octane, 4-methyl- 128 C9H20 002216-34-4 90
3 Octane, 4-methyl- 128 C9H20 002216-34-4 72
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 72
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 59
Abundance Scan 2448 (9.211 min): VU046092.D\data.ms (-2442) (-) m/z 43.05 100.00%
43.0
71.1 85.1
5000 57.1
ERAREEES SR S e
I H ‘ og0 111 128.1 8.80 9.00 9.20 9.40 9.60
A L e AT m/z 85.10 49.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14529: Octane, 4-methyl-
43.0 /\J\
5000 71.0 85.0 T T T T
57.0 8.80 9.00 9.20 9.40 9.60
29.0 m/z 71.10 47.41%
. 128.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14526: Octane, 4-methyl-
43.0
“H‘_‘H,‘H‘_‘H“
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 39.23%
.0 85.0
290 57.0 71.0
1
H‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14533: Octane, 4-methyl- R  AAAmmmanss
43.0 8.80 9.00 9.20 9.40 9.60
m/z 57.10 38.75%
5000
29.0 57.0 710 850
Il ‘_ H‘ 98.0 113.0 128.0
oH_m_HwwwwwHH_Wwwwm_m_m

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 20
R.T. EstConc Area Relative to ISTD R.T.
9.337 12.03 ug/L 126509 Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl- 128 C9H20 015869-80-4 64
2 Heptane, 4-propyl- 142 C10H22 003178-29-8 64
3 Heptane, 4-propyl- 142 C10H22 003178-29-8 64
4 Octane, 3-methyl- 128 C9H20 002216-33-3 64
5 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 53
Abundance Scan 2487 (9.337 min): VU046092.D\data.ms (-2469) (-) m/z 57.05 100.00%
57.0
5000
41.0
‘ ‘ 98.1
9.00 9.20 9.40 9.60
83.0 ‘ 126.1
I u‘m, Al 0 myz 4l.0 31.97%
m/z--> 20 40 60 80 100 120 140
Abundance #14536: Heptane, 3-ethyl-
57.0
5000 UL LA B R IR R
4100 9.00 9.20 9.40 9.60
98.0 m/z 43.00  25.45%
o 25% L o | o
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22086: Heptane, 4-propyl-
57.0
i ARaaUSSLE L
9.00 9.20 9.40 9.60
5000 41.0 m/z 56.05 23.88%
98.0
o U zo | 1a0 1420
el e
miz--> 20 40 60 80 100 120 140
Abundance #22084: Heptane, 4-propyl- EEAREEEE
57.0 9.00 9.20 9.40 9.60
m/z 98.10 19.77%
5000
41.0 98.0
oltso U L b pre, b 20 e LR
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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-, cis- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
9.510 4.20 ug/L 44131 Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 94
2 Pentalene, octahydro- 110 C8H14 000694-72-4 91
3 Pentalene, octahydro- 110 C8H14 000694-72-4 76
4 Fomepizole 82 C4H6N2 007554-65-6 72
5 1,3-Pentadiene, 3-methyl-, (Z)- 82 C6H1e 002787-45-3 72
Abundance Scan 2541 (9.510 min): VU046092.D\data.ms (-2532) (-) m/z 67.05 100.00%
67.0
5000 82.0
2410 < A
“ “ ‘ 110.1 126.1 9.50
Obrreerere el bl 228 sz 82,05 50.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6756: Pentalene, octahydro-, cis-
67.0
5000 82.0
950
41.0 m/z 41.00 %
‘ 110.0
OH‘H\\‘HH‘HH“HH‘\‘!‘H‘\\\!‘HH“‘\‘H\‘H‘H‘\H\l\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6709: Pentalene, octahydro-
67.0
950
5000 82.0 m/z 68.05 12.74%
41.0
27.0 ] ‘ H I 110.0
) S PR S | RN R S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6704: Pentalene, octahydro- ‘Aﬂ
67.0 950
m/z 66.00 12.34%
5000 820
41.0
27.0 H | ‘ ‘ 110.0
0“_‘H‘Hﬂm‘u‘_‘upﬁhW‘H‘_‘muu‘W‘A‘M‘H‘H‘W‘H‘_“ ~
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50

SFAMULM112921WMA.M Tue Dec 14 05:10:07 2021

Page:

14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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, 1-methyl- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
9.893 3.69 ug/L 38768 Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 62
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 59
3 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 59
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 53
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 53

Abundance Scan 2660 (9.893 min): VU046092.D\data.ms (-2647) (-) m/z 81.10 100.00%
81.1

1
5000 /\J\\
. 95.1
ono ape SN S
41"0 | “ 109.0 124.1 9.50 10.00
0H‘H‘Wm‘H‘“\1m‘M‘HWm!‘{"MmWwmuu“mwmwu m/z 95.10 31.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3230: Cyclohexene, 1-methyl-
81.0
A
5000 T T T T f T T T
67.0 96.0 950 10.00
m/z 67.00 30.68%
39.0 53‘
O \\‘H\\‘\\\‘\“\\\\“‘\\\\‘\!\\‘\\w\‘\\\‘\“1\\\“\\‘\‘\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3240: Cyclohexene, 3-methyl-
81.0
LEWARNY Wi
9.50 10.00
5000 ITI/Z 96.10 24.27%
67,0 96.0
390 53
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\ /\/\f\
Abundance #6706: Cyclohexene, 1-ethyl- o by
81.0 9.50 10.00
m/z 82.10 22.08%
5000
67.0
41.0 110.0
il Al
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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 13 (DEL) Alkane: Cyclicle.028 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.028 20.22 ug/L 212564  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 76
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 64
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 62
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 62
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 62
Abundance Scan 2702 (10.028 min): VU046092. D\data ms (-2689) (- 97.10 100.00%

55.0 97. J\
5000 41.0
69.0
126.2 — ﬂ//kr

oH,‘WWWHWWwWWwwwwww 55.05  88.77%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0

5000
10 00
41.0 69.0 126.0 m/z 57.05 50.01%
| »
OH’\H\‘\HU‘\H\“HH\‘\w!\‘\H\‘H\ﬁ?\\o\‘\\!l‘H]\.\]-“]\-;c\)\‘\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
A N :
10.00
5000 41.00  42.87%
41.0 112.0
69.0
i
0‘W‘HW‘H‘_H‘_H‘_HH_‘MVHH‘H‘WHEMH‘WHHW‘H‘_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 97.0 10 00
69.05 38.58%
5000
41.0
27.0 69.0 126.0
ol 880 100 T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 12
R.T. EstConc Area Relative to ISTD R.T.
10.253  20.99 ug/L 220650  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 86
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 70
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 64
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 62
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 58

Abundance Scan 2772 (10.253 min): VU046092.D\data.ms (-2754) (- m/z 57.05 100.00%

57.0
5000 410
821 113.1 A N
| m 061 ‘ Lo 10.00 10.50
OH“HHHM‘“M“ ‘MM‘“H‘MH““HH“H m/z 71.05 69.28%
m/z--> 20 40 100 120 140
Abundance #22107. Octane, 2,6-dimethyl-
57.0
41.0
5000 — T T
10.00 10.50
113.0 m/z 43.00 47.64%
I e
O \1\5\.()‘\‘\ T “{ T \“\“ T \‘M T ‘ f“\ T \“ L ! T ‘ T \]\.4“2\.(\)\
m/z--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
T —F—
10.00 10.50
4110 9
5000 m/z 41.00 43.72%
85.0 113.0
o2 Ll B0 o
m/z--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- P —
57.0 10.00 10.50
m/z 56.05 35.65%
5000
41,0 113.0
85.0
0 \b \‘\ “\ iin | | 14?'0 X :

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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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@.359 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.359  25.76 ug/L 270843  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 93
2 Cyclohexane, (1-methylethyl)- 126 C9H18 PPP696-29-7 87
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 81
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 81

Abundance Scan 2805 (10.359 min): VU046092.D\data.ms (-2795) (- m/z 83.10 100.00%

83.1
55.0
5000
3900 126.2 o R
‘ ‘ 109.1 10.00 10.50
) ARl u“‘“‘ Al e TTT L1421 o 505 70.50%
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000 T —
10.00 10.50
900 126.0 m/z 82.85 64.30%
Ot T \M\ \‘i”\ T \H!“ \‘}“r T “r‘ T \9\8‘0\ T T T
m/z--> 20 40 60 80 100 120 140
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0 M
55.0
= N
10.00 10.50
5000 ITI/Z 41.00 34.92%
3910 126.0
TN Y 1110 |
m/z-->
Abundance #13200: Cyclohexane, propyl- T 1
55.0 83.0 10.00 10.50
m/z 67.05 25.15%
5000
270 126.0
ol H_H‘ ““‘Hw‘!‘_‘:‘h : “Jwgfg"o“”_“”_” INVAWATAVEY
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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 18

R.T. EstConc Area Relative to ISTD R.T.
10.559  13.41 ug/L 141040  Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 43
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 43
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 43
4 Decane 142 C1eH22 000124-18-5 43
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 38

Abundance Scan 2867 (10.559 min): VU046092.D\data.ms (-2852) (-
57.1

m/z 57.10 100.00%

98.1 1SV
39 & H 123.1 10.50
[ — MSO' S 822 sz 43.00 60.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22071: Octane, 4-ethyl-
57.0
5000 RV
10.50
29.0 gs.0 1120 m/z 41.00  38.04%
T A ™Y:
O\\\\‘\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 60 100 120 140 160
Abundance #22130 Heptane 3-ethyl-2-methyl-
57.0
T T
10.50
5000 m/z 71.10 30.06%
27.0 98.0
0 H uu 77.0) “ 123.0142.0
““_“““‘ Pt e e T TR S
miz--> 60 80 100 120 140 160
Abundance #45498:Undecane,34neﬂwh T
57.0 10.50
m/z 98.10 25.93%
5000
85.0
29.0
0 “ \‘\ il | 112.0 14\\1 0 170.0 M
““““““‘ B Ak R ey
m/z--> 20 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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 29
R.T. EstConc Area Relative to ISTD R.T.
10.626 7.75 ug/L 133257 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 Nonane, 4-methyl- 142 C10H22 017301-94-9 52
3 Octane, 4-ethyl- 142 C10H22 015869-86-0 50
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 47
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 47
Abundance Scan 2888 (10.626 min): VU046092.D\data.ms (-2876) (- m/z 57.05 100.00%
57.0
5000
4110 98.0
. —F
10.50 11.00
LoL lmee | 212 ;
ot m/z 43.00 45.84%
m/z--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
5000 LAVAS ik
10.50 11.00
41,0 m/z 70.05 44.19%
‘ | 99.0
O\\\‘2§‘1b\\“M\\1“\?{'\0‘\\\\“‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
—— —
10.50 11.00
5000 m/z 71.05 43.51%
41.0 98.0
o zsb | o | o o
miz--> 20 40 60 80 100 120 140 )
Abundance #22071: Octane, 4-ethyl- T e
57.0 10.50 11.00
m/z 41.00 29.74%
5000 410
85.0 112.0
TN O Y™
0t e e — ——
m/z--> 20 40 60 80 100 120 140 10.50 11.00

SFAMULM112921WMA.M Tue Dec 14 05:10:14 2021 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 18 1-Methylbicyclo[3.2.1]octane Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
10.700 2.66 ug/L 45728 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylbicyclo[3.2.1]octane 124 C9H16 119972-41-7 58
2 Bicyclo[6.1.0]nonane 124 CO9H16 000286-60-2 52
3 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 52
4 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 49
5 Ethylidenecycloheptane 124 C9H16 010494-87-8 49

Abundance Scan 2911 (10.700 min): VU046092.D\data.ms (-2906) (- m/z 67.00 100.00%
67.0
82.0
5000
109.1
1241 T T T T T T
37-0 SSHO M ‘ ‘ ‘ ‘ 140.1 10.50 11.00
owHH_HwHHNHwHW_HM}“‘H‘www“ww‘ww}w‘ m/z 82.85 66.57%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #12190: 1-Methylbicyclo[3.2.1]octane
67.0
81.0
109.0 M
5000 4L.0 95.0 W, SUAPYINSR
10.50 11.00
124.0 m/z 81.05 63.46%
O
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #12148: Bicyclo[6.1.0]Jnonane
67.0
41.0 81.0 96.0 [ [ —
10.50 11.00
5000 ITI/Z 95.10 51.50%
124.0
Ol rrrer e 1wm!“;‘Hu‘;“‘H_HM‘Hwww_ww‘
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #12239: Cyclohexane, 1,3-dimethyl-2-methylene-, cis- P ——
7.0 10.50 11.00
109.0
m/z 68.00 25.08%
82.0
5000
41.0
970 H 124.0
owH““_H‘}lhH;‘mwH;‘M‘MHMww}wwwww L e
m/z--> 20 30 40 50 60 70 80 90 100110120130 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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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, propyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.912 4.97 ug/L 85353  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 76
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 64
Abundance Scan 2977 (10.912 min): VU046092.D\data.ms (-2968) (-  m/z 91.05 100.00%
91.0
5000
120.1 A her Ay
379 510 °0 780 | 1051 11.00
Oy v P S e e e e e e m/z 120.10 21.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10702: Benzene, propyl-
91.0
5000 /\ T
11.00
120.0 m/z 92.10 10.77%
65.0
OH‘\H\‘HH‘\\3\?‘.‘(\)\\\5%\0\\‘\‘\‘\\‘\?ﬁ.‘o\\\\‘!\H]‘.\()\?.\?HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10699: Benzene, propyl-
91.0 A
P L T L
11.00
5000 ITI z 65.00 10.51%
120.0
o 26,0 390 520 %50 780 | 1050 ‘
R e AR TR R o R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #10701: Benzene, propyl- =
91.0 1100
m/z 78.00 6.27%
5000
120.0
b 80500 1080 | aoso | [l (WL,
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 Cyclohexene, 3-(2-methylpro... Concentration Rank 490
R.T. EstConc Area Relative to ISTD R.T.
11.018 4.72 ug/L 81071 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-(2-methylpropyl)- 138 C10H18 004104-56-7 43
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 43
3 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140 000513-20-2 43
4 Cyclohexene,3-butyl- 138 C10H18 003983-07-1 43
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 38
Abundance Scan 3010 (11.018 min): VU046092.D\data.ms (-3001) (- 81.10 100.00%
55.0 81.1
105.1
5000
39,0 120.1
b i 100
| SR H“ Al b 1 L Y 55.00  89.66%
miz-> 20 40 60 80 100 120 140
Abundance #19481: Cyclohexene, 3-(2-methylpropyl)-
81.0
5000 41.0
1100
57.0 96.0 138.0 m/z 105.10  65.80%
0 | | Ll L mo)
O\\‘\‘\‘l\\” M \\“ “\\‘\H\“\\\\“\\\\‘\\
m/z--> 20 80 100 120 140
Abundance #3236.Cydohexene,14nemyh
81.0
A N
11.00
5000 m/z 96.05 65.32%
96.0
o150 M _‘m | A
m/z--> 80 100 120 140
Abundance #20293: B|cyc|o[3.1.0]hexan—2—one, 5-(1-methylethyl)-
81.0 11 00
m/z 97.05 64.52%
96.0
5000 55.0
39,0
‘ Ll 123.0135 0
N | Y
m/z--> 20 40 60 80 100 120 140 1100

SFAMULM112921WMA.M Tue Dec 14 05:10:18 2021

Page:

23



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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, 1-ethyl-2-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.305 16.05 ug/L 275835 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 80
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 80
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 42
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 42
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 42

Abundance Scan 3099 (11.304 min): VU046092.D\data.ms (-3087) (-

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

m/z 105.05 100.00%

105.1 A
81.0 J\
120.1
41.0 67.0 PV At
Ll b bt 139.2 s
H_H‘_HJ‘HWUMWJLM‘H‘wkwuﬂ‘mh‘uupmu‘uu_‘u‘ m/z 81.85  35.26%
20 30 40 50 60 70 80 90 100110120130140
#10722: Benzene, 1-ethyl-2-methyl-
105.0
— —
1200 11.00 11.50
m/z 120.05 29.01%
39.0 77.0 91.0
H‘\\5\‘1()‘\H\“\H\i‘\Hﬁ%\‘?‘\\\‘}"\\\\“\H\’\‘\1\‘H‘H“‘HH‘HH‘HH‘
20 30 40 50 60 70 80 90 100110120130140
#10727: Benzene, 1-ethyl-4-methyl-
105.0
A AL
11.00 11.50
m/z 67.05 21.38%
120.0
79.0
39‘ 0 65.0 . I
i i
T e e e e e e
20 30 40 50 60 70 80 90 100110120130140
#10723: Benzene, 1-ethyl-3-methyl- “ —
105.0 11.00 11.50
m/z 57.05 20.51%
120.0
39.0 63.0 77.0 91.0
21 B AP O IO SO NP SRS = s
20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 49
R.T. EstConc Area Relative to ISTD R.T.
11.378 3.43 ug/L 58943 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 53
2 Hexane, 2,2,3,3-tetramethyl- 142 C1eH22 013475-81-5 53
3 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 50
4 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 49
5 Decane, 5-methyl- 156 C11H24 013151-35-4 49
Abundance Scan 3122 (11.378 min): VU046092.D\data.ms (-3115) (- m/z 57.10 100.00%
57.1
5000 851 UNJJ\[\W
‘ ‘ 11‘06 ‘11‘50‘
139.1 : :
Ry
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14520: Nonane
43.0
5000 A —L
11.00 11.50
85.0 m/z 85.10  49.64%
0.0’165.?‘28.0‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0
NTAY, WA b
11.00 11.50
5000 85.0 m/z 55.00 39.13%
TR O I N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #74028: Heptane, 2,2,3,3,5,6,6-heptamethyl- — ——
57.0 11.00 11.50
m/z 41.00 37.44%
- i WMW
ool Juso M99 g Ml U
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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.417 10.23 ug/L 175774  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 83
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72
3 Decane, 4-methyl- 156 C1l1H24 002847-72-5 72
4 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 72
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 64
Abundance Scan 3134 (11.417 min): VU046092.D\data.ms (-3127) (- m/z 71.10 100.00%
71.1
43.0
5000
91.0 113.2 El.l‘Sd
' 134.2 156.1 :
o E— M‘ el A M SR 101 7 43.00 70.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 T
11.50
m/z 57.10 66.91%
b ‘ 112.0
O \\\‘2\6‘.\\\“‘\\\h“\\‘}\““\\\‘\\!‘\‘\\\\‘\\1\5)\6-‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #22097: Octane, 3,3-dimethyl-
71.0
—
11.50
5000 43.0 m/z 70.05 39.34%
‘ 113.0
15.0 ‘
o =X Y S Y
miz--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl- —
43.0 11.50
710 m/z 41.00  33.68%
5000
112.0
o0 | L | o [ o -
m/z--> 20 40 60 80 100 120 140 160 11.50

SFAMULM112921WMA.M Tue Dec 14 05:10:22 2021 Page: 26



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 38
R.T. EstConc Area Relative to ISTD R.T.
11.575 4,98 ug/L 85592  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 59
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53
3 Heptacosane 380 C27H56 000593-49-7 50
4 Decane, 3-methyl- 156 C11H24 013151-34-3 50
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 47

Abundance Scan 3183 (11.575 min): VU046092.D\data.ms (-3174) (- m/z 57.05 100.00%

57.0
5000
LN \
‘ %9-1 1560 11.50
ol b bl 02 m/z 71.05  57.77%
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 — ‘
11.50
0.0 m/z 43.00 49.47%
0 \“‘\ ‘\“‘“‘\ “!‘ \‘”‘\ “L \“‘ \}\41‘1“0\]‘-\8\2\0‘ t \2\4(})-‘0\ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
— ‘
11.50
5000 ITI/Z 56.05 42 .34%
127.0
Y S
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 11.50
m/z 41.00 36.52%
5000
9.0
oL L L] 141.0183.0225.0267.0 323.0 380.(
e T I e e e e e B B mmEae —
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 25 Benzene, (2-methylpropyl)- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
11.616 10.74 ug/L 184633 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 91
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 90
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
5 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87

Abundance Scan 3196 (11.616 min): VU046092.D\data.ms (-3188) (- m/z 91.10 100.00%

91.1
5000
134.1
430 990 20 11.50 12.00
o‘H_‘H‘Mm‘u‘wmHw_um'_m_‘ m/z 92.10 57.80%
m/z--> 20 40 60 80 100 120 140
Abundance #17041: Benzene, (2-methylpropyl)-
91.0
5000 = o 2
11.50 12.00
65.0 134.0 m/z 134.05 25.29%
39.0
O\1\5\.0‘\‘\\\“H\\“\\“‘i\\\M‘\\‘\‘\‘\\1\1?-‘0\\\‘\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #17038: Benzene, (2-methylpropyl)-
91.0
NN P ANV
11.50 12.00
5000 ITI/Z 65.00 12.10%
134.0
43.0 65.0
oL 2oy, uso |
A B B R e L e R e A
m/z--> 20 40 60 80 100 120 140 /\
Abundance #17043: Benzene, (2-methylpropyl)- = —
91.0 11.50 12.00
m/z 43.05 6.15%
5000
430 g0 134.0
ol Hol 115.0
\\\‘\\\\‘\\\\‘\\\\‘\\“\‘\\\‘\‘\\\‘\‘\\ \‘\ \‘\
m/z--> 20 40 60 80 100 120 140 11.50 12.00

SFAMULM112921WMA.M Tue Dec 14 05:10:25 2021

Page: 28



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 26 Benzene, (1-methylpropyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.649 16.70 ug/L 287036 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 86
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 83
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 78
Abundance Scan 3206 (11.648 min): VU046092.D\data.ms (-3201) (-  m/z 105.10 100.00%
106.1
5000
i
134.1 11.50 12.00
51.0 H I | 1562 5
o1l e S m/z 134.05 12.05%
miz--> 20 40 60 80 100 120 140 160
Abundance #17047: Benzene, (1-methylpropyl)-
105.0
5000 =T MM -
11.50 12.00
770 134.0 m/z 77.00 11.75%
27.0 510 | ‘
O\\\‘\‘\‘\\‘\\‘\\’\\\\“\\\\““\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
11.50 12.00
5000 m/z 79.05 9.89%
134.0
77.0
0 27 0 1 51 0 I ‘\ ‘ ‘\‘ Ly 1
“‘\‘“w‘“‘v‘“‘\““w“‘\““\““\
miz--> 20 40 60 80 100 120 140 160
Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl- = ==
105.0 11.50 12.00
m/z 103.10 8.27%
5000
77.0 J\
51.0 134.0 J\
27.0
om_MM‘WH,HHH_HW | R N AL AN
m/z--> 20 40 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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: Cyclicl1l.710 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.710 8.59 ug/L 147584  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 76
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 68
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 68
4 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 64
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 64

Abundance Scan 3225 (11.710 min): VU046092.D\data.ms (-3216) (- m/z 83.10 100.00%
8’:

55.1
5000
140.2 L o
Ll
0l el e m/z 55.10  68.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 — ——
11.50 12.00
260 140.0 m/z 82.10 63.49%
0\\\’\H\\“H\\\“!“\‘}h\\“1\\\“\1:\'-]\“\()‘\\\\1\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0 T ‘ T T ‘ T
11.50 12.00
5000 ITI/Z 41.00 34.75%
270 ‘ 126.0
RU 1 R T R
m/z--> 20 40 60 80 100 120 140 160
Abundance #20678: Cyclohexane, butyl- T T
83.0 11.50 12.00
55.0 m/z 67.00  25.35%
5000
29.0 140.0
N O SO NN N p¥A P LAV,
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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

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

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

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

Peak Number 28 p-Cymene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.748 15.14 ug/L 260230 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 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 3237 (11.748 min): VU046092.D\data.ms (-3231) (-  m/z 119.10 100.00%
119.

0.1
5000 /V\
91.1 DA .V
300 650 ‘ | oo 11.50 12.00
Ol et b L P92 7 134,05 27.99%
m/z--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
5000 T T \/\/\\/\/\\ T T T
11.50 12.00
91.0 m/z 91.10 23.58%
41.0 65.0 4
O\\\\‘\‘\\\w\\‘\\“\‘\\\‘”‘\\‘i‘\‘w\\‘\W\\lw‘\e]owwww 1
m/z--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
11.50 12.00
5000 ITI/Z 117.10 14.16%
91.0
150 390 650 | :l
o b b b gl 1380
m/z--> 20 40 60 80 100 120 140 fd\
Abundance #16997: o-Cymene ‘JN L A
119.0 11.50 12.00
m/z 120.10 9.74%
5000
41.0 550 :l
. 65.0
0\\\\‘\M\\w\\ﬂﬁwﬂ\\$W\\M\‘W\WWl\}H§P\\\\ \ A ‘ \\/¢“A - A
m/z--> 20 40 60 80 100 120 140 11.50 12.00

SFAMULM112921WMA.M Tue Dec 14 05:10:29 2021 Page: 31



Library Search Compound Report

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

Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title : VOC Analysis

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

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

Peak Number 29 (DEL) Alkane: Straight-Chai...

Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
11.877 3.15 ug/L 54212 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 62
2 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 50
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 50
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 50
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 43

Abundance Scan 3277 (11.877 min): VU046092.D\data.ms (-3271) (-

m/z 71.10 100.00%

71.1
43.0
5000
105.1
- s
| M “ 1382 11.50 12.00
Ol e Ml syl L2820 /2 57.16 0 66.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000 e e
11.50 12.00
1120 m/z 43.00 65.90%
L sre e
0\\\\‘\‘\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7590: 1-Hexene, 4,5-dimethyl-
43.0
— —
11.50 12.00
71.0 .
5000 ITI/Z 70.10 42.51%
0150970
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59037: Undecane, 6-ethyl- R T
57.0 11.50 12.00
m/z 105.10  31.59%
5000
29.0
%0 1120 154.0
O O P T 71
m/z--> 20 40 60 80 100 120 140 160 180 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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, 1,2-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.105 24.25 ug/L 416882  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Ethanone, 1-(3-methylphenyl)- 134 C9H1e0 000585-74-0 86
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 76
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 70
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 62

Abundance Scan 3348 (12.105 min): VU046092.D\data.ms (-3335) (-  m/z 105.10 100.00%

106.1
5000 1342 J\
77.1
39.0 | ‘ 12.00 12:50
] S 2 H porill L - %42 sz 119.10 79.82%
miz--> 20 40 60 80 100 120 140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 M A U
12.00 12.50
77.0 m/z 117.10 54.03%
O\]-\5\()‘\‘\‘\\"‘\\M\““\‘\\\““\\‘U\“‘\‘\\‘}‘l\\\‘\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #17597: Ethanone, 1-(3-methylphenyl)-
119.0
91.0
el VL
12.00 12.50
5000 ITI/Z 134.20 40.07%
65.0
43.0 ‘
0 ‘1‘5‘?”H‘,‘HH_HwHh!w””}“l‘u_m ‘
miz-> 20 60 80 100 120 140 A M /\
Abundance #17032:Benzene,12—dmthyh R e
119.0 12.00 12.50
m/z 91.05 30.98%
5000
91.0
39.0 65.0
0 &?Mm,m_H»um‘uwy‘lmm ‘
m/z--> 20 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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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-3-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.131 65.96 ug/L 1133810 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 87
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 87
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 87
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 87

Abundance Scan 3356 (12.131 min): VU046092.D\data.ms (-3350) (-  m/z 105.10 100.00%

106.1
5000
134.2
1200 1250
39.0 ‘
oH‘,‘me?}?‘H“_‘UW‘HH_‘H_l‘5‘3‘1‘ m/z 134.20  21.19%
m/z--> 20 40 60 80 100 120 140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
5000 ' /\ r
1200 12.50
134.0 m/z 106.10  14.14%
0 \1\5\.(’)\‘\ \3\9“0\\\5?‘0\ T \H‘ T \H T “i‘\ \‘\“ T T
miz-> 20 40 60 80 100 120 140
Abundance #17049: Benzene, 1-methyl-4-propyl-
105.0 A
L
1200 12.50
5000 ITI/Z 77 .00 10.36%
134.0
0L15.0 39.0 57,0 77“0 | ‘
A a  a B e e
miz--> 20 40 60 80 100 120 140 /\JM
Abundance #17050: Benzene, 1-methyl-2-propyl- = T
105.0 12.00 12.50
m/z 79.10 7.42%
5000
134.0
77.0
ol150 390 570 7 ) ]
B L B A e e e B B == =~
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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 Benzene, 1,3-diethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.314 9.58 ug/L 164708 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 46
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 46
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 46
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 46
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 46

Abundance Scan 3413 (12.314 min): VU046092.D\data.ms (-3404) (- m/z 115.05 100.00%

115.1
5000 971 134.1 \
77.0 \ JAVA fM\/N
Ol ‘R Ay ‘” | HM‘M al M e b T myz 116,10 91.63%
m/z--> 20 60 120 140 160
Abundance #17034. Benzene, 1,3-d|ethy|-
119.0
5000 \ = MN
12.00 12.50
91.0 m/z 105.10 88.87%
39.0
65.0 ‘
O \\\‘\‘\‘\ \“‘\ \‘“\ “\‘\ T \‘H‘ T \ \ T ‘H‘\ \w‘l T \l\‘\e‘()\ 1T ‘\
m/z--> 20 60 80 100 120 140 160
Abundance #17028: Benzene, 1,3-diethyl-
119.0
/\ ‘ T T T T ‘
12.00 12.50
5000 m/z 119.10 76.02%
91.0
300 650 \
ol 280 T 2w gl age0
m/z--> 20 40 60 80 100 120 140 160
Abundance #17026: Benzene, 1,2-diethyl- \ P R /\
105.0 12.00 12.50
m/z 134.05 45.80%
5000 134.0
77.0
39.0 ‘ ]\
o250 TEto gL ELATNIVAN

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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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-methyl-2-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.382  30.49 ug/L 524111 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
Abundance Scan 3434 (12.382 min): VU046092.D\data.ms (-3425) (-  m/z 105.10 100.00%
105.1
j\H
134.1 AN LAY AWV
390 77.0 12.00 12.50
Ol P80 L1942 g 134,05 21.77%
miz--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 M
5000 ALt j\ AW\
12.00 12.50
134.0 m/z 77.00 10.41%
77.0
ol180 380 570 C 4 ) ]
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
Kjx‘ T
12.00 12.50
5000 m/z 106.05 9.08%
134.0
77.0
o 20 S e L
miz--> 20 40 60 80 100 120 140 160 }\ /\
Abundance #17046: Benzene, (1-methylpropyl)- — A
105.0 12.00 12.50
m/z 91.05 8.37%
5000
134.0
w0 so T
L e L
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
: VU046092.D

: 04 Dec 2021 14:51

: SY/MD

. M4942-04

: 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title

TIC Library

: VOC Analysis

: 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, 2-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.468 31.59 ug/L 543031 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3461 (12.468 min): VU046092.D\data.ms (-3451) (-  m/z 119.05 100.00%
1

19.1

5000
91.1
390 650, | |yl 1372 o
NSRS PRV AU AN SO A 1 £ m/z 134.15  30.61%
miz--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
110.0 M
5000 J\ r
12.50
91.0 m/z 91.10 17.64%
15.0 39‘0 650 | |
O\‘\\\‘\’\‘\\\“\\“M\‘\\\\‘\\\\‘\\‘\‘l\\\”\‘\\\\
miz--> 0 20 60 80 100 120 140
Abundance #17089. Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.50
5000 m/z 105.10  13.99%
91.0
150 0 080 1|
o e e et
miz--> 0 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene — Py
119.0 1250
m/z 120.10 9.79%
5000
91.0
41.0 65.0
< TRl PR PR YR | N M SRIAWAWI
m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 35 Benzene, 1-methyl-3-(1-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.501 31.51 ug/L 541716 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 C10H14 000527-84-4 97
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3471 (12.501 min): VU046092.D\data.ms (-3466) (-  m/z 119.10 100.00%

119.1
5000
91.1
12.50
39.0 65.0 J
) S A P ] b L E36L1542 s 134,00 25.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
110.0 M
5000 : /\ LA OVIVA
12.50
91.0 m/z 91.10 13.62%
0 \1\5\'(’) T \A\l‘:‘l-‘-\o\ y \”‘6?.\0\ \‘”‘ T \‘V\ ‘W\ \‘\w T llGO T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16998: o-Cymene
119.0
12.50
5000 ITI/Z 120.10 9.59%
91.0
ol250 0L O30 L a%0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene R [\fd\ |
119.0 12.50
m/z 117.10 7.59%
5000
. 65.0
0\\\,\M\\w\\\WMJ\HM\\M\‘W\\Wl\}Hgg\\\‘\ N M MA
m/z--> 20 40 60 80 100 120 140 160 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
: VU046092.D

: 04 Dec 2021 14:51
: SY/MD

. M4942-04

: 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 6 Sample Multiplier: 1

Library Search Compound Report

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

: VOC Analysis

: 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

37 Benzene, pentamethyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.716  21.23 ug/L 364882 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 80
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 58
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 55
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 55
5 o-Cymene 134 C1oH14 000527-84-4 50

m/z 105.10 100.00%

Abundance Scan 3538 (12.716 min): VU046092.D\data.ms (-3519) (-
106

05.1
133.1
5000
77.0
39.0 ‘ 12.50 13.00
57.7
| I PR L4 N 1 M i P21 m/z 119.05  96.15%
miz--> 20 40 60 80 100 120 140
Abundance #26356: Benzene, pentamethyl-
138.0
5000
12.50 13.00
m/z 133.05 62.24%
41.0 91.0 115.0
Ot T \‘\‘\ “\“ A ’6?\0\ \“‘ T \‘i T “\‘\ \m”i T i“i‘\ ‘]\-\‘0\.(\)‘
miz--> 20 40 60 80 100 120 140
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
133.0 ffW\
L —
12.50 13.00
5000 ITI/Z 148.20 47.18%
91.0
115/0
390  65.0 ‘
NP P RO Y W
m/z--> 20 40 60 80 100 120 140 /k
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- ; ‘/\A L ‘A‘ ‘
119.0 12.50 13.00
m/z 91.05 41.39%
5000
91.0
39.0 65.0 ‘ ‘
LN o N T O W JVLAmAL
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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, 1,4-diethyl-2-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.816 12.28 ug/L 211074 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 91
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 72
4 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 70
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 70

Abundance Scan 3569 (12.816 min): VU046092.D\data.ms (-3560) (-  m/z 133.05 100.00%
133.1
5000
91.0 /“‘AAA b\
1171
390 650 ‘ f 1401 12.50 13.00
0L bl Ml TR myz 119,10 42.24%
m/z--> 20 40 60 80 100 120 140
Abundance #26381: Benzene, 1,4-diethyl-2-methyl-
138.0
5000
105.0 12.50 13.00
' m/z 148.20  29.94%
39.0 e ‘ ‘ 149.0
0\175\.(‘)\‘}‘\\‘\\5\5 }‘\\\‘H’\\\‘\‘}\\HM\}‘\‘\‘\\‘\-\‘
miz-> 20 40 60 80 100 120 140
Abundance #26356: Benzene, pentamethyl-
133.0 K
IV SRVLVINAAL
12.50 13.00
5000 m/z 91.05 19.35%
41.0 650 910 1170 | 149.0
R P Yot PR Y T P N
miz--> 20 40 60 80 100 120 140
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0 1250 1300
m/z 135.20 15.76%
5000 105.0
000 70| || | /J\/k
0 259 A 99‘ I T O . A

m/z--> 20 40 80 100 120 140 1250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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, 1,2,3,4-tetramethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
12.874 10.81 ug/L 185812 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 64
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 64
3 o-Cymene 134 C1eH14 000527-84-4 64
4 o-Cymene 134 C1eH14 000527-84-4 64
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 64

Abundance Scan 3587 (12.874 min): VU046092.D\data.ms (-3581) (-  m/z 119.10 100.00%
119.1
5000
91.1
146.2 12.50 13.00
39.0 65.0 ‘ ‘
0 m‘mm,‘uhwuhw“_umhh‘l“‘ul‘m“““1‘6‘8:2‘ m/z 131.05  60.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 S ‘ AJ\JL\
91.0 12.50 13.00
m/z 134.05 27.74%
39.0 65.0 ‘
0 \1\5‘\.?\” T \"‘\ \“V\“‘M‘\ T \‘H‘ - “‘U\ \‘M T LI R B
miz--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
ULa ST
12.50 13.00
5000 m/z 91.10 25.61%
41.0 91.0
miz--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene o L
119.0 12.50 13.00
m/z 115.10 14.85%
5000
41.0 90 ‘
. 65.0 X
0\H‘\MH‘,‘\\‘H”“\‘\H““\\‘M“}‘HNHm‘uu‘uu — \ ‘W

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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 5

R.T. EstConc Area Relative to ISTD R.T.
12.976  32.71 ug/L 562353  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, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3619 (12.976 min): VU046092. D\data ms (-3598) (- m/z 119.05 100.00%

119.
5000
91.0

390 650 | || 1492 13.00
Ob gt b M ST m/z 134015 46.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-

119.0

alll )

5000 N
13.00

m/z 91.05 16.64%

91.0
150 BP0 880 |
O\\\‘\‘\\\“\\‘\‘\“\‘\\\‘\\\\‘M\\m“\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

13 00
5000 m/z 120.10 9.62%
91.0
0‘1‘5‘(‘)‘\”“1\:"\-9‘\”‘6?‘0"\‘HH‘\‘\"\‘\l”“\“””“” J\[\
miz--> 20 40 60 80 100 120 140 160 M\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- : /\ (J\ ‘ A :
119.0 13.00

m/z 133.20 9.25%

5000

210 91.0 j\j\
0 \ \' Ll 6?1"0 Li ‘ W \“ l /W

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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 41 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.028 37.76 ug/L 649084 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, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3635 (13.028 min): VU046092.D\data.ms (-3627) (-  m/z 119.10 100.00%

119.1
5000
91.1
390 650 | Wl |l 148.1 168.2 1399
Ot b R 232 3082 sz 134005 43.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
13.00
m/z 91.10 16.17%
91.0
O \1\5\(‘)\ T \%‘]’r\o\‘\ \‘6§\O\ \“‘ L ‘ \ T \‘\‘l T \M\ ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
1300
5000 ITI/Z 133.05 10.28%
91.0
39.0 65.0
N T O RV Y
m/z--> 20 40 60 80 100 120 140 160 \/\/\ W
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- ‘ N =
119.0 13.00
m/z 120.10 9.85%
5000
39.0 91.0 M
: 65.0
0 15.0 I ‘\ ol L ‘ Il H‘ ‘\ A/J\ M

m/z-->

20 40 60 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 42 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.115 11.47 ug/L 197124  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 97
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 94
3 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 94
4 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 76
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 60

Abundance Scan 3662 (13.115 min): VU046092.D\data.ms (-3652) (-  m/z 133.05 100.00%
133.1
5000
91.1 \ Wm
115/0 N
39.0 65.0 ‘ ‘ H ‘ 149.2 13.00 13.50
N T W v T J‘,‘wu‘u il m/z 119.10  81.24%
m/z--> 20 40 60 80 100 120 140
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
5000
91.0 1480 13.00 13.50
m/z 148.15 46.08%
39.0 65.0
90 | b b ‘H i
0 \\‘\‘\\H\i\\‘H\“}\\‘i‘\\‘U\‘w‘\\l’\w\\‘\\‘
miz-> 20 40 60 80 100 120 140
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
138.0 ﬂk /JMKJ\
FANIVRIAAAL /I
13.00 13.50
5000 m/z 91.10 34.70%
91.0
117.0
300 650 ‘
olme L 0L LI e
miz--> 20 40 60 80 100 120 140
Abundance #26390: Benzene, 1,3-diethyl-5-methyl- 4 —r
133.0 13.00 13.50
m/z 131.00 27.75%
5000
91.0
‘ ‘ 117.0 JL\
65.0
PSS e RN T Y s 2 VRIS
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.

13.201 5.35 ug/L 91963 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 94
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 94
3 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 90
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H1l6 004706-90-5 90
5 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 90

Abundance Scan 3689 (13.201 min): VU046092.D\data.ms (-3681) (-  m/z 133.05 100.00%
138.1

iy,

105.1

550 77.0 ‘ 13.00 13,50
ob i e bl L1882 s 1 23, aa%
miz--> 0 20 40 60 80 100 120 140 160
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-

133.0

kMMM/\M

13.00 13.50
m/z 105.05 13.93%

39.0 91.0
15.0
\‘\\\\’\h‘\\“‘\\‘\\G‘ﬁ\q\“‘\\‘\\‘1\\mo’\\\‘\‘\\‘\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26348: 3,4-Dimethylcumene
133.0

5000

o

1300 1350
5000 m/z 91.00  12.75%
105.0
0 \15?%0“\ ‘77‘\0 ‘ B ‘ *U‘w‘*‘* rrt MW
miz--> 0 20 40 60 80 100 120 140 160
Abundance #26411: Benzene, 1,4-dimethyl-2-(1-methylethyl)-
138.0 1300 1350

m/z 134.00  11.32%

5000 J\/\
39.0 91.0
15.0 65.0 Jk
0 | ‘ ‘ ‘ L1 u\ Ly ‘ 113h0 | ‘ |

m/z--> 0 20 40 60 80 100 120 140 160 13 00 13.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
: VU046092.D

: 04 Dec 2021 14:51

: SY/MD

. M4942-04

: 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 6 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 1-o-Tolylprop-2-en-1-one

13.259

Hit# of

1 1-o0-Tolylprop-2-en-1-one

2 Naphthalene, 1,2,3,4-tetrahydro-..
3 Naphthalene, 1,2,3,4-tetrahydro-...
4 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14
5 1H-Indene, 2,3-dihydro-1,6-dimet...

Concentration Rank 45

EstConc Area Relative to ISTD R.T.
4.12 ug/L 70763 1,4-Dichlorobenzene-d4 11.819
5 Tentative ID MW MolForm CASH# Qual

146 C10H1e0
. 146 C1l1H14
146 C11H14

039627-60-6 74
001559-81-5 55
001559-81-5 55
018321-36-3 50

146 C11H14 017059-48-2 50

Abundance Scan 3707 (13.259 min): VU046092.D\data.ms (-3700) (-  m/z 119.10 100.00%

119.1
91.0
148.2

5000
39.0 65.0 ‘ “ ‘ 13.00 13.50
) S T PR PR B M Aol msz 131,05 99.37%
miz--> 20 40 60 80 100 120 140
Abundance #24920: 1-o0-Tolylprop-2-en-1-one
91.0
1100 80 AJ\JL\ |
5000 : T I T T T T T T T
13.00 13.50
m/z 91.05 50.68%
74.
O\\\\‘\\\\‘\\\\‘\\\h\“\‘\‘u\l\“” “‘\‘M‘q\‘\‘\\\‘
miz--> 20 40 60 80 100 120 140
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
1300 1350
5000 m/z 148.20  31.23%
91.0
39.0
ol 180 0,990 L | asdlo | o
miz--> 20 40 60 80 100 120 140 /k I
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- 4 A AL
131.0 13.00 13.50
m/z 115.05 29.96%
5000
91.0 J
oo 20 %0, | tho ) aaso WA,
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 45 Benzene, 2,4-diethyl-1-methyl- Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.
13.353 2.84 ug/L 48773  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 91
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 87
3 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 87
4 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H1l6 004920-99-4 72
5 2-tert-Butyltoluene 148 C11H16 001074-92-6 58

Abundance Scan 3736 (13.353 min): VU046092.D\data.ms (-3730) (-  m/z 133.05 100.00%
133.1
105.1
5000 ﬁJM&kKA
770 — P
4ﬁ-0 Col Bl “ 149.1 13.00 13.50
] A I B I T m/z 105.85  72.24%
m/z--> 20 40 60 80 100 120 140
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
138.0
5000 - —
91.0 13.00 13.50
m/z 119.05 69.40%
30.0 65.0 ‘ 117.0 1400
O \]-\5‘\'?\‘\‘\\"‘\\“N\’H‘\\\‘H’\\‘“\"H‘\\M‘"\}“\‘\’\\‘\.\
miz--> 20 40 60 80 100 120 140
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0
13.00 13.50
5000 m/z 148.15 49,84%
91.0
‘ ‘1110
65.0
PVl O T | s
miz-> 20 40 60 80 100 120 140 | /\
Abundance #26381: Benzene, 1,4-diethyl-2-methyl- - —— f\
133.0 13.00 13.50
m/z 91.00 25.67%
5000
105.0
77.0 ‘ ‘
39.0
o280 o 1o 880 b b Wl A0 U
m/z--> 20 40 6 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 46 Benzene, 1-methyl-4-(1-meth... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.407 5.45 ug/L 93692 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 81
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 70
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 62
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 59
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 59
Abundance Scan 3753 (13.407 min): VU046092.D\data.ms (-3744) (-  m/z 119.10 100.00%
119.1
5000
148.2
91.1
510, l ‘ o
ol v e et bl m/z 148.15  27.21%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0 A
5000 j\\ T T T \/\\
13.50
010 148.0 m/z 133.00 24.69%
41.0 65.0 ‘ ‘ ‘
0 \‘\H\‘\‘\\\“‘H‘H“\‘H\“‘\\H“M\‘\“’\H‘\‘HH‘H
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 WM
e
13.50
5000 m/z 91.10 15.75%
91.0
150 0 880 T
o e e e
miz--> 0 20 40 60 80 100 120 140 160
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl- —
119.0 13.50
m/z 120.10 10.65%
5000 J\f\
39.0 91.0 ﬁj\
65.0
0 R VPt PR RN NN LAVIVN

|
m/z--> 0 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 47 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.452  19.32 ug/L 332179 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 90
2 o-Cymene 134 C10H14 000527-84-4 90
3 p-Cymene 134 C10H14 000099-87-6 87
4 o-Cymene 134 C10H14 000527-84-4 87
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87

Abundance Scan 3767 (13.452 min): VU046092.D\data.ms (-3759) (-  m/z 119.10 100.00%
119.1

5000
91.0 PN
13.50
39\\0 | 65\.0 Ly ‘ | ‘ ‘ j, 151.1 9
O e b b o Mgl 22 sz 134,05 39.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16994: p-Cymene
119.0
5000 J\“
91.0 13.50
' m/z 117.10 23.53%
390 650 ‘
O\1\5‘\.(‘)\\\\"‘\\“\\“‘\‘\H‘”‘\H‘\‘WH‘M\H‘\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #16991: o-Cymene
119.0 /WﬁA&

—T
13.50
5000

m/z 91.05 16.60%
91.0
39.0 650
0 ‘1‘5‘"?‘\‘ : “’\‘ ‘\M“\‘\M“ : “H‘ i “H\‘ ‘m -
m/z--> 20 40 60 80 100 120 140 160
Abundance #16992: p-Cymene

—
119.0 13.50

m/z 115.10  11.59%

5000
91.0 ‘
41.0
0 15 0 H Il 65\.0 ‘ Ly \H /\/\/\NV\

m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
13.738 3.49 ug/L 60034 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 83
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 70
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 68

Abundance Scan 3856 (13.738 min): VU046092.D\data.ms (-3846) (-  m/z 131.05 100.00%
131.1
5000 ﬂﬂﬂjq
1350 1400
0! m/z 133.05 52.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0
1350 1400
m/z 146.2 39.25%
65.0 ¥
0 T i \3\9“.‘9\‘\‘\ T \H T \“‘ b ‘W]\_]\- \L‘O\‘EH T ‘1\ \8\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0 A
n N ‘
13.50 1400
5000 m/z 115.10 24 .45%
91.0
51.0 ‘
0 ""“"W"W“NW‘Hl‘ﬁU‘JM‘HW!‘}‘gp‘““
miz--> 20 40 60 80 100 120 140 160
Abundance #25011: Benzene, (3-methyl-2-butenyl)- —
131.0 13.50 1400
m/z 91.00 22.96%
91.0
5000
41.0 65.0
ool 11“4?_‘1\‘1“1‘?-9_“ VLA a
m/z--> 20 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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 49 Benzene, (3-methyl-2-butenyl)- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.838 8.30 ug/L 142595 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 80
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 55
4 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H1l6 004218-48-8 55
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 55

Abundance Scan 3887 (13.838 min): VU046092.D\data.ms (-3878) (-  m/z 133.05 100.00%

138.1
5000
91.0 il ‘

300 64.9 ‘ 1350 1400
OWMM 162,1182.0

e m/z 131.05  64.04%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0

5000 j
13. 50 14. 00
z 148.20 29.61%
41.0 65.0
O \\\\‘\‘\\\““\ \“\“\“u‘u‘\\‘\\‘f‘\‘]f”]\-]\-up‘\uﬂl\‘\H\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25012: Benzene, (1-methyl-1-butenyl)-
131.0
13. 50 14.00
5000 91.0 m/z 119.10 24.65%
39.0 650
o““““ﬂu‘ﬁ“Hu‘ 11
miz-> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0 13.50 14.00
m/z 146.05 24.52%
91.0
5000
39.0
‘ 65.0
0 M J\M P 51 m L A ‘A‘A/M

m/z--> 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@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
14.189 5.58 ug/L 95899 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53
2 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 52
3 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 50
4 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 50
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 47

Abundance Scan 3996 (14.189 min): VU046092.D\data.ms (-3985) (- m/z 57.05 100.00%
57.0

e MM
104.0 133.2
— —
‘ H 177.2 14.00 14.50
ow_m\‘mwH“‘WIMM“w uw‘u “wmwwww m/z 71.85 80.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22080: Nonane, 3-methyl-
57.0
5000 - -
29.0 14.00 14.50
m/z 42.95 52.87%
113.0
O\\\‘\‘\l\\‘i‘{\\‘ ‘\\“}\8“5}‘\0\\‘\\1‘\‘\\\1\4‘2\\0\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester
57.0
—r —
14.00 14.50
5000 m/z 41.60  34.95%
85.0 113.0
29 0
0 “ h\ H Il \“ 141.0 169.0 225 0
H“_‘H“H‘_"w‘H"H‘w“u‘u“_‘u,‘u‘_“w‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #234327: Oxalic acid, 2-ethylhexyl nonyl ester e ——
57.0 14.00 14.50
m/z 133.15 29.64%
5000
29.0 85.0 112.0
‘ ‘ ‘ 171.0
o‘u“w‘wh‘uhuh‘m‘u“J‘_“W‘H“HMW“H‘H“_“ L s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 Benzene, 1-ethyl-2,4,5-trim... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
14.298 4.12 ug/L 70842 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 62
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 55
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 49
4 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 49
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 49

Abundance Scan 4030 (14.298 min): VU046092.D\data.ms (-4013) (- m/z 133.05 100.00%
138.1

5000
gl-l T ‘ T T ‘ T T 'A/
389 650 ‘ 1151 162.1 14.00 14.50
o R vl PRIl VN I m/z 119.10  43.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0 MU\M
5000 M —
14.00 14.50
m/z 91.10 25.14%
39.0 7.0 105.0 ‘
0 \1\5‘\.(‘)\‘\ T \“.‘\ \‘\‘5\9‘.9\ T \“.“ T \‘\ T “‘\“\ \‘M T 1‘1‘\ T it T
m/z--> 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
1338.0
— —
14.00 14.50
5000 ITI/Z 145.20 22.07%
91.0
115.0
39.0 65.0
PIET B Y Y N
m/z--> 20 40 60 80 100 120 140 160 /\/\A M
Abundance  #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)- oo APWALS /\‘”‘ :
133.0 14.00 14.50
m/z 148.05 21.82%
5000
105.0
39.0 77.0 ‘ ‘ ‘ j\
0 \1\5‘\.0‘\‘\‘\ww\H‘F\Sﬂ‘\\1““HWH“‘Hu\‘1““\1‘\‘\‘”‘”,”\ - /\\ i — !
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample 1 M4942-04

Misc : 6.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
15.208 4.64 ug/L 79700 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 30
2 1H-Indene, 1l-ethylidene- 142 C11H10 002471-83-2 25
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 25
4 2,6,10-Trimethyltridecane 226 C1l6H34 003891-99-4 22
5 2,3-Dimethyldecane 170 C12H26 017312-44-6 22

Abundance Scan 4313 (15.208 min): VU046092.D\data.ms (-4304) (- m/z 57.05 100.00%
53

.0
118.1 142.1
5000 85.0
—— —
176.2 15.00 15.50
01 m/z 71.05 90.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 — —
85.0 15.00 15.50
m/z 118.10 56.01%
29.0 127.0
0 ‘\‘H{\“‘M\‘L\“‘\‘1‘1\“1‘\H‘““\\U\‘\“\\\‘\]\_5\5\.‘0\\\]\_8‘§.\0\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22152: 1H-Indene, 1-ethylidene-
141.0
\nm@m%\‘ ‘mf«ﬁ“ﬁfw
15.00 15.50
5000 115.0 ITI/Z 43.00 55.05%
39.0 630 890
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #91843: Carbonic acid, nonyl vinyl ester P ——
43.0 15.00 15.50
m/z 142.05 55.05%
71.0
5000
970  126.0
0 \Mm-o — /\ A
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50

SFAMULM112921WMA.M Tue Dec 14 05:10:59 2021 Page: 54



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120421\
Data File : VU@46092.D

Acqg On : 04 Dec 2021 14:51

Operator : SY/MD

Sample : M4942-04

Misc : 6.50g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 6 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 7.498 2.9 ug/L 23636 1 6.247 406163 50.0
(DEL) Alkane: S... 7.658 4.0 ug/L 32670 1 6.247 406163 50.0
(DEL) Alkane: C... 8.864 6.9 ug/L 72424 2 9.427 525695 50.0
(DEL) Alkane: C 8.925 6.1 ug/L 63883 2 9.427 525695 50.0
Cyclohexanone, 9.060 2.5 ug/L 26327 2 9.427 525695 50.0
(DEL) Alkane: S... 9.121 3.0 ug/L 31748 2 9.427 525695 50.0
(DEL) Alkane: C... 9.166 5.2 ug/L 54830 2 9.427 525695 50.0
(DEL) Alkane: S... 9.211 8.5 ug/L 89646 2 9.427 525695 50.0
(DEL) Alkane: S... 9.337 12.0 wug/L 126509 2 9.427 525695 50.0
Pentalene, octa... 9.510 4.2 ug/L 44131 2 9.427 525695 50.0
Cyclohexene, 1-... 9.893 3.7 ug/L 38768 2 9.427 525695 50.0
(DEL) Alkane: C 10.028 20.2 ug/L 212564 2 9.427 525695 50.0
(DEL) Alkane: S 10.253 21.0 ug/L 220650 2 9.427 525695 50.0
(DEL) Alkane: C 10.359 25.8 wug/L 270843 2 9.427 525695 50.0
(DEL) Alkane: S... 10.559 13.4 ug/L 141040 2 9.427 525695 50.0
(DEL) Alkane: S... 10.626 7.8 ug/L 133257 3 11.819 859514 50.0
1-Methylbicyclo... 10.700 2.7 ug/L 45728 3 11.819 859514 50.0
Benzene, propyl- 10.912 5.0 ug/L 85353 3 11.819 859514 50.0
Cyclohexene, 3-... 11.018 4.7 ug/L 81071 3 11.819 859514 50.0
Benzene, 1l-ethy... 11.305 16.1 wug/L 275835 3 11.819 859514 50.0
(DEL) Alkane: S... 11.378 3.4 ug/L 58943 3 11.819 859514 50.0
(DEL) Alkane: S... 11.417 10.2 wug/L 175774 3 11.819 859514 50.0
(DEL) Alkane: S... 11.575 5.0 ug/L 85592 3 11.819 859514 50.0
Benzene, (2-met... 11.616 10.7 wug/L 184633 3 11.819 859514 50.0
Benzene, (1-met... 11.649 16.7 wug/L 287036 3 11.819 859514 50.0
(DEL) Alkane: C... 11.710 8.6 ug/L 147584 3 11.819 859514 50.0
p-Cymene 11.748 15.1 ug/L 260230 3 11.819 859514 50.0
(DEL) Alkane: S... 11.877 3.1 ug/L 54212 3 11.819 859514 50.0
Benzene, 1,2-di... 12.105 24.3 ug/L 416882 3 11.819 859514 50.0
Benzene, 1-meth... 12.131 66.0 ug/L 1133810 3 11.819 859514 50.0
Benzene, 1,3-di... 12.314 9.6 ug/L 164708 3 11.819 859514 50.0
Benzene, 1-meth... 12.382 30.5 wug/L 524111 3 11.819 859514 50.0
Benzene, 2-ethy... 12.468 31.6 ug/L 543031 3 11.819 859514 50.0
Benzene, 1-meth... 12.501 31.5 wug/L 541716 3 11.819 859514 50.0
Benzene, pentam... 12.716 21.2 ug/L 364882 3 11.819 859514 50.0
Benzene, 1,4-di... 12.816 12.3 wug/L 211074 3 11.819 859514 50.0
Benzene, 1,2,3,... 12.874 10.8 wug/L 185812 3 11.819 859514 50.0
Benzene, 1,2,3,... 12.976 32.7 wug/L 562353 3 11.819 859514 50.0
Benzene, 1,2,4,... 13.028 37.8 ug/L 649084 3 11.819 859514 50.0
Benzene, 1,3-di... 13.115 11.5 ug/L 197124 3 11.819 859514 50.0
Benzene, 2,4-di... 13.201 5.3 ug/L 91963 3 11.819 859514 50.0
1-0-Tolylprop-2... 13.259 4.1 ug/L 70763 3 11.819 859514 50.0
Benzene, 2,4-di... 13.353 2.8 ug/L 48773 3 11.819 859514 50.0
Benzene, 1-meth... 13.407 5.5 ug/L 93692 3 11.819 859514 50.0
Benzene, 1-ethy... 13.452 19.3 wug/L 332179 3 11.819 859514 50.0
Benzene, (2-met... 13.738 3.5 ug/L 60034 3 11.819 859514 50.0
Benzene, (3-met... 13.838 8.3 ug/L 142595 3 11.819 859514 50.0
(DEL) Alkane: S... 14.189 5.6 ug/L 95899 3 11.819 859514 50.0
Benzene, 1-ethy... 14.298 4.1 ug/L 70842 3 11.819 859514 50.0
(DEL) Alkane: S... 15.208 4.6 ug/L 79700 3 11.819 859514 50.0
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