LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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\SFAMULM@92321WMA.M
Title : VOC Analysis

Signal : TIC: VU@45294.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.459 30 37 42 rBV 32735 43898 3.45% 0.328%
2 1.597 73 80 93 rvVB 101708 128088 10.06% 0.956%
3 1.871 160 165 176 rVB 41562 49178 3.86% 0.367%
4 1.928 178 183 191 rVB 27955 29779  2.34% 0.222%
5 2.523 355 368 387 rBV 187138 334001 26.24%  2.492%
6 2.613 388 396 423 rVB 6897 20735 1.63% 0.155%
7 2.748 428 438 452 rVB 4998 8060 0.63% 0.060%
8 3.002 494 517 519 rBv4 10146 24228 1.90% 0.181%
9 3.324 597 617 632 rBv2 22858 50067 3.93% 0.374%
106 3.668 713 724 736 rVB2 4505 8795 0.69% 0.066%
11 4.407 944 954 955 rBvV4 2008 2617 0.21% 0.020%
12 4.510 969 986 1004 rVB2 49612 122021 9.59% 0.910%
13 4.649 1013 1029 1070 rBV 113305 363376 28.55% 2.711%
14 5.063 1140 1158 1183 rBV 208438 488724 38.40%  3.646%
15 5.372 1237 1254 1268 rVV5 47480 118080 9.28% 0.881%
16 5.449 1269 1278 1298 rVB3 10837 23370 1.84% 0.174%
17 5.578 1307 1318 1329 rBV3 13754 29815 2.34% 0.222%
18 5.719 1342 1362 1387 rBV2 497658 1272767 100.00%  9.496%
19 5.841 1388 1400 1411 rVVv4 27535 56986 4.48% 0.425%
20 5.912 1411 1422 1432 rVV2 23939 47586 3.74% 0.355%
21 5.980 1432 1443 1459 rVB2 49823 105424 8.28% 0.787%
22 6.124 1477 1488 1499 rBV2 8445 15751 1.24% 0.118%
23 6.250 1511 1527 1547 rBV 346266 693816 54.51% 5.177%
24  6.526 1604 1613 1624 rVV5 4174 7711 0.61% ©.058%
25 6.603 1627 1637 1650 rvv2 3921 8821 0.69% 0.066%
26 6.693 1650 1665 1676 rVV 293792 612260 48.10% 4.568%
27 6.758 1677 1685 1708 rVV2 197983 398858 31.34% 2.976%
28 6.857 1708 1716 1726 rVBS8 2212 4509 0.35% 0.034%
29 6.976 1742 1753 1765 rVB4 15987 29821 2.34% 0.222%
30 7.070 1769 1782 1793 rVB 19193 35275 2.77% 0.263%
31 7.189 1810 1819 1821 rBV5 4114 5317 0.42% 0.040%
32 7.230 1825 1832 1845 rVB4 20094 38230 3.00% 0.285%
33 7.430 1884 1894 1900 rBV3 2487 4470 0.35% 0.033%
34  7.497 1900 1915 1924 rBV3 14338 28784  2.26%  0.215%
35 7.571 1925 1938 1957 rVB 147496 283549 22.28% 2.116%
36 7.655 1958 1964 1973 rBv4 4267 6142 0.48% 0.046%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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\SFAMULM@92321WMA.M
Title : VOC Analysis
37 7.857 2013 2027 2028 rBV2 23171 30104 2.37% 0.225%
38 7.899 2030 2040 2054 rVB 548257 1007385 79.15% 7.516%
39 7.973 2054 2063 2072 rBV 57639 99202 7.79% 0.740%
40 8.185 2119 2129 2140 rBV 95103 182128 14.31% 1.359%
41  8.369 2175 2186 2196 rBv4 7889 14188 1.11% 0.106%
42 8.478 2212 2220 2228 rVB6 3288 5206 0.41% 0.039%
43 8.549 2228 2242 2257 rVB8 2452 5166 0.41% 0.039%
44  8.652 2257 2274 2299 rBV 418879 804339 63.20% 6.001%
45  8.809 2315 2323 2331 rVB6 9330 14354 1.13% 0.107%
46  8.864 2331 2340 2350 rVB 29253 47437  3.73% 0.354%
47  8.928 2350 2360 2368 rBV2 20435 35756 2.81% 0.267%
48 9.073 2395 2405 2413 rBV3 6608 11028 0.87% 0.082%
49 9.124 2413 2421 2428 rVV2 8066 12436 0.98% 0.093%
50 9.166 2428 2434 2442 rVB4 6835 9344 0.73% 0.070%
51 9.217 2442 2450 2459 rVB4 6120 10311 0.81% 0.977%
52 9.336 2480 2487 2501 rVB3 57760 9658 0.76% 0.072%
53 9.426 2501 2515 2532 rBV 479132 865066 67.97% 6.454%
54 9.513 2535 2542 2550 rvB2 11011 17114 1.34% 0.128%
55 9.578 2550 2562 2574 rVB 58530 99173 7.79% 0.740%
56 9.700 2574 2600 2610 rBvV 115570 228440 17.95% 1.704%
57 9.880 2648 2656 2668 rvB8 1552 3227 0.25% 0.024%
58 10.041 2690 2706 2714 rBV6 5895 15362 1.21% 0.115%
59 10.108 2714 2727 2742 rVB 131064 219845 17.27% 1.640%
60 10.250 2758 2771 2773 rBV5 17261 26999 2.12% 0.201%
61 10.362 2796 2806 2813 rBv4 16887 32482  2.55% 0.242%
62 10.491 2834 2846 2855 rBV 44271 70795 5.56% 0.528%
63 10.533 2855 2859 2863 rBV5 2568 2719 0.21% 0.020%
64 10.629 2879 2889 2892 rBV6 2571 4241 0.33% 0.032%
65 10.764 2919 2931 2944 rBV 456113 744303 58.48% 5.553%
66 10.912 2967 2977 2986 rBV 60653 91911 7.22% 0.686%
67 11.005 2996 3006 3021 rVB 46098 95206 7.48% 0.710%
68 11.118 3029 3041 3057 rVB3 25302 62689 4.93% 0.468%
69 11.298 3087 3097 3113 rVV 36182 59442 4.67% 0.443%
70 11.420 3127 3135 3141 rBV2 15254 21730 1.71% 0.162%
71 11.471 3142 3151 3173 rVB 81314 139413 10.95% 1.040%
72 11.616 3179 3196 3199 rBV2 8856 16507 1.30% 0.123%
73 11.648 3200 3206 3216 rVB2 21894 33855 2.66% 0.253%
74 11.819 3246 3259 3272 rBV 541220 853788 67.08% 6.370%
75 11.899 3274 3284 3296 rVB 38776 66592 5.23% 0.497%
76 12.102 3338 3347 3350 rBv4 10253 14750 1.16% 0.110%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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\SFAMULM@92321WMA.M
Title : VOC Analysis

77 12.198 3364 3377 3397 rVB 596672 966458 75.93%  7.211%
78 12.330 3411 3418 3427 rVV2 27136 38653 3.04% 0.288%
79 12.381 3428 3434 3448 rVB 15313 26937 2.12% 0.201%
80 12.471 3454 3462 3467 rBV 14797 22091 1.74% 0.165%
81 12.574 3490 3494 3501 rVB 7585 8615 ©0.68% 0.064%
82 12.774 3550 3556 3562 rBV7 3269 4687 0.37% 0.035%
83 12.877 3583 3588 3597 rVB4 6758 10109 0.79% 0.075%
84 13.111 3655 3661 3664 rBV4 4293 4906 ©0.39% 0.037%
85 13.359 3732 3738 3745 rBV7 3712 4695 0.37% 0.035%
86 13.436 3754 3762 3781 rVB5 24899 57205 4.49% 0.427%
87 13.590 3799 3810 3818 rBV2 11695 18284 1.44% 0.136%
88 13.738 3847 3856 3863 rBV1e 3867 7073 0.56% 0.053%
89 13.838 3878 3887 3897 rBV5 11499 19929 1.57% 0.149%

90 14.089 3944 3965 3983 rBV 145500 250228 19.66% 1.867%

91 14.195 3990 3998 4011 rVB2 15183 24177 1.90% ©.180%
92 14.452 4071 4078 4091 rVVv2 14955 23564 1.85% 0.176%
93 14.520 4093 4099 4108 rVB8 9438 14973 1.18% 0.112%
94 14.674 4135 4147 4156 rVB1o 3139 6450 0.51% 0.048%

95 15.227 4307 4319 4329 rBV 79929 133117 10.46% ©.993%

96 15.413 4361 4377 4394 rBV 73938 131226 10.31% 0.979%

97 15.500 4399 4404 4412 rVB9 2210 3417 0.27% 0.025%

98 16.185 4614 4617 4629 rVB8 4937 6751 0.53% 0.050%

99 16.265 4632 4642 4649 rBvV4 6253 12095 0.95% 0.090%

100 16.413 4680 4688 4694 rBV3 14336 22824 1.79% 0.170%
Sum of corrected areas: 13403064
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU045294.D\data.ms
500000 5719
400000
6.250
300000 6.69:
5.063 7
200000 2.523 .
1.597 4.649
100000
1.8%b 4510
1.459 .928 .
0 618748 3.002 3.324 3.668 440/7\ /§ ‘AAT 6.12 6.62603
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\’\\\\
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: VU045294.D\data.ms
7.899 11819 2
500000 9.426
10.764
8.652
400000
300000
200000
7571 10.108
8.185 9.700
100000 11.471
7.973 9.57 0 911305 44.298 899
1.1 1
0L§7‘7793m;§507l 55 5° 8.369 8 88736.518 || 0 580.0410.203 ? %8
‘ e e S e s =
Time--> 7. 00 7. 50 8.50 9.00 9.50 10.00 10.50 11 00 11 50 12 OO
Abundance TIC: VU045294.D\data.ms
500000
400000
300000
200000
14.089
100000 15.22%.413
128807174, 2 JUEREEEE 54917‘9599 419514459 Al ,& 161685413
O T ‘ T T T T T T .‘ T .6\74.\ T ‘ T T T T ‘50\0 T T ‘ T T T \A&‘—A—\/\‘\ T ‘ T T T
Time--> 12.50 13 oo 13 50 14 oo 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\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Sulfur dioxide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
1.459 3.16 ug/L 43898 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9

5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
Abundance  Scan 37 (1.459 min): VU045294.D\data.ms (-30) (-) m/z 63.90 100.00%

63.9
47.9
5000

140 160 1.80

Obrrr e e e e e m/z 65.90 4.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 T ‘A‘ T T \/\\ ™1

1.40 160 1.80
m/z 49.80 2.27%

16.0 32.0
0\\\‘\\‘\\‘\\\\‘H\\‘\\\\i\\\\‘\}\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid
64.0
Ve
1.40 160 1.80
5000 48.0 ITI/Z 64.90 0.78%
17.0
M 32.0 ]
O+t e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6976: Aminomethanesulfonic acid e
64.0 1.40 160 1.80
48.0
5000
0 i I 81.0 94.0 111.0
T T T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
3.324 3.61 ug/L 50067 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 83
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 78
Abundance Scan 617 (3.324 min): VU045294.D\data.ms (-597) (-) m/z 57.00 100.00%
57.0
41.0
5000
R AARREEESETE
| 709 859 3.00 3.20 3.40 3.60
o A Sy [ Bu PN m/z 56.00 89.51%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0
290 41.0
5000 \\%\\\\‘\\\\’\\\\‘\\\\‘
3.00 3.20 3.40 3.60
m/z 41.00 64.20%
|10 180 . ™0 880
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0
‘W‘H“H‘W‘H‘_“w
290 41.0 3.00 3.20 3.40 3.60
5000 m/z 43.00 24.11%
ob20 80 Wl 0 %o
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl- H““‘_“‘,‘H““H‘
57.0 3.00 3.20 3.40 3.60
m/z 38.90 18.90%
41.0
5000 290
. ‘ ‘ A 71.0 g0
[ R H‘\m‘\m,\m‘uw
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 3 (DEL) Alkane: Cyclic4.510 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.510 8.79 ug/L 122021 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
Abundance Scan 986 (4.510 min): VU045294.D\data.ms (-969) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
R
H ‘ 84.0 4.20 4.40 4.60 4.80
0Lt il msz 41,00 53.86%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L B L I B R
4.20 4.40 4.60 4.80
m/z 69.00 45.77%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w \‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
 AREEraEE R S
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00 27.13%
69.0
270
84.0
0 "‘1"9"_1?‘9‘HH,HW“W‘A:M_H‘:,HH_!HW
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl- R R
56.0 4.20 4.40 4.60 4.80
m/z 38.90 24.01%
5000 41.0
69.0
84.0
27.0 ‘ |
0 ‘H‘H“_‘H“H“H‘wﬂ‘u‘m L G P Ry
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Cyclic5.841 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.841 4.11 ug/L 56986 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 72
3 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 64
4 1-Pentene, 3,4-dimethyl- 98 C7H14 007385-78-6 64
5 Isopropylcyclobutane 98 C7H14 000872-56-0 53

Abundance Scan 1400 (5.841 min): VU045294.D\data.ms (-1388) (-) m/z 69.95 100.00%

70.0
56.0
41.0
5000
83.0
A e
‘ H ‘ | ‘ 98.0 5.60 5.80 6.00 6.20
o""m"""m\‘wh‘h‘wu‘:HM“:MH;!_M m/z 55.95 72.88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
41.0 /\A
5000 UL B L I L L
5.60 5.80 6.00 6.20
21.0 83.0
: m/z 54.95 64.19%
15.0 ‘ ‘ 980
O\\‘\\‘\.\‘\\\‘H‘\\\}l\‘\\\“}‘l‘\‘\‘\‘\H‘\\\‘\“w\\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 /\
A H e e
a1 5.60 5.80 6.00 6.20
5000 0 m/z 41.00  51.82%
83.0
1l |
0"‘mwmiuuimm‘l‘wm‘;‘m“wlwm!_m
m/z--> 10 20 30 40 50 60 70 80 90 100 A
Abundance #3665: Cyclobutanone, 2,2-dimethyl- “‘W“A‘_““‘H““
41.0 0.0 5.60 5.80 6.00 6.20
56.0 "% m/z 69.00  28.13%
5000 28.0
98.0
) MR R | R | N P AN L
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Cyclic5.912 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.912 3.43 ug/L 47586  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 93
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90

Abundance Scan 1422 (5.912 min): VU045294.D\data.ms (-1411) (-) m/z 69.95 100.00%

56.0 7Q0.0
41.0
5000
83.0
““‘H‘H“_‘H‘H“
‘ Il 98.0 5.60 5.80 6.00 6.20
byl WL myz 55,95  88.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
5000 LI L I L R L R I R B
270 5.60 5.80 6.00 6.20
830 930 m/z 54.95 77.77%
15.0 '
O\\‘\\‘\\‘\\\H‘\\\\l\‘\\\iu”‘\‘\\‘\w‘\\\‘\“\‘\\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0 H,m‘_‘ww_”w
5.60 5.80 6.00 6.20
5000 m/z 41.00  61.69%
21.0 83.0
S O W
0l “‘“11,H“lﬂu‘;ﬂlu“wﬂlM“nw““u““u‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl- ‘W“H“H“H“_“‘
550 70.0 5.60 5.80 6.00 6.20
41.0 ' m/z 83.00 36.37%
5000
21.0 83.0
15.0 ‘ ‘ ‘ 98.0
0 H‘HM‘_“M‘H‘lN‘qHMH‘meM‘quu“u‘w“u BNAVAR R LAE SRR L S
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclic5.980 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.980 7.60 ug/L 105424  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 91
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 90
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 87
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 81
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 81

Abundance Scan 1443 (5.980 min): VU045294.D\data.ms (-1432) (-) m/z 56.00 100.00%

56.0
70.0
41.0
5000
83.0 981 e
‘ ‘ ‘ ‘ ‘ 5.60 5.80 6.00 6.20 6.40
0Lttt Ll L nsz 7e.00  72.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
27.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 54.95 70.14%
‘ ‘ 83.0 ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\}}\‘\\\i‘\u ‘\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
wmwm‘mwuwu
41.0 70.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 40.95 63.07%
27.0 ‘ 83.0 98.0
0 HWmWH‘H“l“uu;“uwu‘l “““‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100 /\\
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans- MR S7A N N
56.0 5.60 5.80 6.00 6.20 6.40
21.0 m/z 69.00  38.98%
70.0
5000
27.0 98.0
| ‘ 83.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40

SFAMULM@92321WMA.M Fri Oct 15 18:33:50 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Cyclic7.070 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.070 2.54 ug/L 35275 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 94
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 91
4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 87
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 86

Abundance Scan 1782 (7.070 min): VU045294.D\data.ms (-1769) (-) m/z 70.00 100.00%

70.0
55.0
5000
40.9
P
| ‘ 84.0 97.0 112.0 6.80 7.00 7.20 7.40
O‘H‘H‘W‘H‘_‘H\m‘wﬂmhwwﬂ‘quwh‘pﬂﬁ,u‘wlu‘_ m/z 55.00 73.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
5000 L B L B L A R
41.0 6.80 7.00 7.20 7.40
27.0 m/z 40.90 30.68%
" ‘ ‘ ‘ ‘ g3.0 97.0 112.0
O\\\‘Hr\o\’\\\}“\\Hi\‘\\\‘\‘}\‘\‘\\\”\ ‘\\H‘\H\.\\‘H\‘\’\\\\‘!\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
A RARRARSRES CERRE S
55.0 6.80 7.00 7.20 7.40
5000 m/z 69.00 26.69%
41.0
27.0 M ‘ 83.0 97.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha., AR ‘A“ R R
70.0 6.80 7.00 7.20 7.40
m/z 41.90 19.24%
55.0
5000
41.0
27 ‘ 97.0 112.0
0‘H%ﬁg,uw“‘HMJH‘_HM_‘AMHH?%QWHJQ‘leﬁ‘_ S RREES LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

SFAMULM@92321WMA.M Fri Oct 15 18:33:51 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Cyclic7.230 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.230 2.76 ug/L 38230 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 90
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
4 Octane, 2-chloro- 148 C8H17Cl 000628-61-5 64
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 53
Abundance Scan 1832 (7.230 min): VU045294.D\data.ms (-1825) (-) m/z 54.95 100.00%
55.0 7Q.0
41.0
5000
84.0
R  AARRRRRNEES
‘ ‘ il “ 97.0 1120 7.00 7.20 7.40 7.60
Ot HHH“‘_mwww m/z 69.95 99.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
5000 41.0 /\M
7.00 7.20 7.40 7.60
270 84.0 m/z 55.95 85.85%
: ‘ ‘ ‘ 97.0 112.0
O \H‘HH‘\H‘\"\\H“\‘\H‘\H W‘H\H\ ‘\H\‘\‘H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0
LV AN
7.00 7.20 7.40 7.60
5000 m/z 41.00 53.17%
41.0
84.0 112.0
27.0 ‘ ‘ 97.0
0 ‘H‘HH‘m‘u,uu_‘mm SR | NS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., x ‘/\‘/‘\‘ R AR
56.0 70.0 7.00 7.20 7.40 7.60
m/z 69.00 39.02%
41.0
5000
27.0
‘ 84.0 112.0
97.0
o9 “J\A‘W‘H‘W“W‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 (DEL) Alkane: Cyclic8.864 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.864 2.74 ug/L 47437  Chlorobenzene-d5 9.426

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 90
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 70
5 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 58

Abundance Scan 2340 (8.864 min): VU045294.D\data.ms (-2331) (-) m/z 83.00 100.00%

83.0
55.0
5000
41.0
112.1 A ARARRES
| 9.0 ‘ 8.60 8.80 9.00 9.20
Obrrprerrrrerrrrerdilby el it U e b m/z 55.00 68.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl-
83.0
T | Juh
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\
41.0 8.60 8.80 9.00 9.20
112.0 m/z 81.95 46.69%
27.0
O\\‘\\\\‘\\\‘\“\\\\“M\\\‘\‘11\‘\\\‘\‘i\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-
83.0
R
550 8.60 8.80 9.00 9.20
5000 ITI/Z 41.00 36.53%
41.0
112.0
27.0 69.0
)RS S T SN .. 0 N M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl- S e A e
83.0 8.60 8.80 9.00 9.20
m/z 112.10  22.41%
55.0
5000
41.0
112.0
69.0 \
o"""‘_M""M!M"‘u:!w"M"“_1“_9?;?””_@ S {8 N E
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\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.912 5.38 ug/L 91911 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 94
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 87
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
Abundance Scan 2977 (10.912 min): VU045294.D\data.ms (-2967) (-  m/z 90.95 100.00%
91.0
5000
120.0 Ans
65.0 11.00
37,9 59-9 ‘ 77"9 ‘ 105.0 o
O e e e b e et e e e e m/z 120.00  22.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10702: Benzene, propyl-
91.0
5000 ] A
11.00
120.0 m/z 65.00 11.45%
65.0
O \\‘\\\\’\\\‘\’\\3\?’.‘(\)\ \\sﬁ.\o\\ ‘ \‘\‘\ T ‘ \\7\‘81.‘0\\ T \“ ! T \]‘-9?.\?\ TTT “\ T \‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10700: Benzene, propyl-
91.0
o Mo A
11.00
5000 m/z 92.00 10.40%
39.0 620 78.0 .
O 280, 520 L | 2090
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 A
Abundance #10701: Benzene, propyl- a0 b &
91.0 11.00
m/z 77.90 6.60%
5000
120.0
65.0
P T e e e e G
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00

SFAMULM@92321WMA.M Fri Oct 15 18:33:54 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzene, 1-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.005 5.58 ug/L 95206 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3006 (11.005 min): VU045294.D\data.ms (-2996) (-  m/z 105.00 100.00%
105.0
5000
120.0 \
A
77.0
38.9 550 11.00
S T W Dol 1380 /s 150,00 30.96%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 \ T T /\/\ T /\\ T
120.0 11.00
m/z 76.95 13.16%
39.0 77.0
Ol T \‘\ T \“‘1 \“1‘5\9’.9\‘\ T \““ T \‘1 T “1‘\ \‘\"‘\ [
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 \ A
T
11.00
5000 m/z 90.95 12.76%
120.0
77.0
oliso . 0 Lm0 i bl
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl- = ‘~N
105.0 11.00
m/z 106.00 9.34%
5000
120.0
77.0
39.0
A -/ O ) Y R 1 /\ ‘
m/z--> 20 40 60 80 100 120 140 11.00

SFAMULM@92321WMA.M Fri Oct 15 18:33:54 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Benzene, 1-ethyl-4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.298 3.48 ug/L 59442  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3097 (11.298 min): VU045294.D\data.ms (-3087) (-  m/z 104.95 100.00%
105.0
5000
120.0 j\
B
389 630 77"0 91.0 11.00 1150
oH_m_m‘HH“mHimw“uw‘\“mu“mm‘:!www‘ m/z 120.00  29.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000 : /\/\ : /\ A
11.00 11.50
120.0 9
770 910 m/z 77.00 13.67%
OH‘\\H‘\2\71"0\\\\“\\\S\ﬁ\.‘\ou?ﬂ‘.\ow‘\i\m‘uu“‘hHH‘\}\‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 j\ /
S
11.00 11.50
5000 m/z 91.00 11.67%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\w?%;‘?wu‘1“””“1"W‘;Mmu“uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10724: Benzene, 1-ethyl-2-methyl- = AN
105.0 11.00 11.50
m/z 78.90 10.19%
5000
120.0
77.0 91.0 ‘ Jk /
51.0
ARSI R N O A G A A 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.899 3.90 ug/L 66592 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 3284 (11.899 min): VU045294.D\data.ms (-3274) (- m/z 105.00 100.00%
105.0

5000 120.0 | j\ | /\/\ ‘/\

389 g9 09 910 11.50 12.00
0 ",‘m,‘H‘,mJ,mHﬁuwwH‘J‘WH“‘HH“M!wuu“uw m/z 120.00  42.22%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0

120.0 /\

5000 I R
11.50 12.00
270 m/z 76.90 13.17%
51.0 " 91.0
0 "!””!‘2“7"?‘”“!""i“‘“““?ﬁ*qw““w”!“Hw“‘l‘w”““‘!“mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 j\ /\ /\
T AL P A
11.50 12.00
5000 1200 m/z 91.00 10.94%
3 77.0 91.0
0 ‘"]"‘5"9""\\""“’\""\"\\"ﬁ\\;\?“"m“"‘“‘H““‘!“H\‘w“‘\””‘ j\
m/z--> 10 20 30 40 50 60 70 80 90 100110120 j\/\ /\
Abundance #10705: Benzene, 1,2,4-trimethyl- A M Ao
105.0 11.50 12.00

m/z 119.00 9.54%

5000 120.0
28.0 77.0 91.0 /\/\
51.0 :
0 14.0 \‘ ‘\ \‘u 6‘4"0 M ‘ H‘ \‘\“ T [\ ‘[\ [\ .

m L 1
T e R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.436 3.35 ug/L 57205 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Tetradecane 198 C14H30 000629-59-4 64
3 Undecane 156 C11H24 001120-21-4 64
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 59
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 3762 (13.436 min): VU045294.D\data.ms (-3754) (- m/z 57.00 100.00%
5

1.0
5000
85.0 \ﬁ
EASWvAW
| H 11201340 1701 13.50
bl e L L T m/z 42095 77.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 /\F/\"A UNAYar! ”A/\” AL
m/z 70.95 56.21%
29.0 170.0
0 H\‘\‘\‘H“‘M\“H\“\\“1\"1‘\\\”‘%:\'_%\.?\”\ -\‘]-\4“]_\.\0\\‘\\‘\'\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0 J\
A ‘Aa A
13.50
5000 ITI/Z 40.85 45.43%
85.0
29.0
ob | Ad i 4 MI30 1410 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane T
57.0 13.50
m/z 85.00 33.87%
5000
85.0
29.0 /\
156.0
SIS 0 LD R Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 1H-Indene, 1-methylene- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.089 14.65 ug/L 250228 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10HS8 000091-20-3 95
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
5 Naphthalene 128 C10H8 000091-20-3 93
Abundance Scan 3965 (14.089 min): VU045294.D\data.ms (-3944) (-  m/z 128.00 100.00%
128.0
5000
T
0 739 102.0 14.00
Ob o 389 el i 880 L mz 127,00 13.17%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13684: Naphthalene
128.0
5000 —r :
14.00
1020 m/z 129.00  11.38%
51.0 74.0 :
O \‘\\2§-‘0\\H"HHHHHHHH‘\UM‘\\§.‘H\H‘!H\‘HH’H\ ‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13683: Naphthalene
128.0
B
14.00
5000 m/z 102.00 8.92%
51‘.0 770 1020
O v e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13686: Naphthalene 7 ‘
128.0 14.00
m/z 51.00 8.81%
5000
51.0 75.0 10‘2.0 |
O e e e o
m/z--> 20 30 40 50 60 70 80 90 100110120130140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Naphthalene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.227 7.80 ug/L 133117 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 94
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
Abundance Scan 4319 (15.227 min): VU045294.D\data.ms (-4307) (- m/z 142.00 100.00%
142.0
5000
115.0
62.9 15 00 15 50
39.0 88.9
Ob et b M 2989 1z 141,00 85.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 :
115.0 15.00 15.50

m/z 115.00  32.49%

0 \‘H‘\?9‘”NZ%?\gg‘\‘“w““HH“\“‘w““!‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
15.‘00 15.‘50
5000 m/z 143.00 11.42%

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

Abundance #22142: Naphthalene, 1-methyl- —— —
142.0 15.00 15.50

m/z 139.00  11.21%

115.0
39.0 630 890
0 | OV T ) H
S Y P MY SR | SR ——

5000 115.0

390 630 89.0 ‘

OF vt e o el e A

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.413 7.68 ug/L 131226 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4377 (15.413 min): VU045294.D\data.ms (-4361) (- m/z 141.95 100.00%
141.9
5000
115.0 /\
1550
38.9
O b M ““Mw oo b Mo 2089 s 141.00 91.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 1150 o
m/z 115.00  36.10%
ol 300, 37 890 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
ey
15.50
5000 m/z 143.00 12.21%
115.0
ol 500 0 920 I
e A A m e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl- At g
142.0 15.50
m/z 139.00 11.12%
5000
115.0
o, 390 P50 890 I
A B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101221\
Data File : VU@45294.D

Acqg On : 12 Oct 2021 16:10

Operator : SY/MD

Sample : M4070-09ME

Misc : 2.53g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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|
Sulfur dioxide 1.459 3.2 ug/L 43898 1 6.250 693816 50.0
(DEL) Alkane: S.. 3.324 3.6 ug/L 50067 1 6.250 693816 50.0
(DEL) Alkane: C.. 4.510 8.8 ug/L 122021 1 6.250 693816 50.0
(DEL) Alkane: C.. 5.841 4.1 ug/L 56986 1 6.250 693816 50.0
(DEL) Alkane: C.. 5.912 3.4 ug/L 47586 1 6.250 693816 50.0
(DEL) Alkane: C.. 5.980 7.6 ug/L 105424 1 6.250 693816 50.0
(DEL) Alkane: C.. 7.070 2.5 ug/L 35275 1 6.250 693816 50.0
(DEL) Alkane: C... 7.230 2.8 ug/L 38230 1 6.250 693816 50.0
(DEL) Alkane: C... 8.864 2.7 ug/L 47437 2 9.426 865066 50.0
Benzene, propyl- 10.912 5.4 ug/L 91911 3 11.819 853788 50.0
Benzene, 1l-ethy... 11.005 5.6 ug/L 95206 3 11.819 853788 50.0
Benzene, 1-ethy... 11.298 3.5 ug/L 59442 3 11.819 853788 50.0
Benzene, 1,2,3-... 11.899 3.9 ug/L 66592 3 11.819 853788 50.0
(DEL) Alkane: S... 13.436 3.4 ug/L 57205 3 11.819 853788 50.0
1H-Indene, 1-me... 14.089 14.7 ug/L 250228 3 11.819 853788 50.0
Naphthalene, 2-... 15.227 7.8 ug/L 133117 3 11.819 853788 50.0
Naphthalene, 1-... 15.413 7.7 ug/L 131226 3 11.819 853788 50.0
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