LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  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_ X\Method\SFAMXLM122321WMA.M
Title : VOC Analysis

Signal : TIC: VX@25997.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 25 29 31 rBV 7787 7944 0.33% 0.029%
2 1.373 43 47 57 rVB 117848 149058 6.25% 0.546%
3 1.574 69 80 82 rBV2 13367 31855 1.34% 0.117%
4 1.654 87 93 99 rW2 39494 75503  3.17% 0.277%
5 2.276 188 195 207 rVB 230526 389143 16.32% 1.426%
6 2.385 207 213 216 rBv4 3151 7633 0.32% 0.028%
7 2.733 263 270 274 rBV2 4067 8945 0.38% 0.033%
8 2.782 275 278 286 rVB4 4836 10097 0.42% 0.037%
9 4.507 548 561 562 rBv2 44028 90067 3.78% 0.330%
106 5.068 635 653 673 rBV 127613 409438 17.17% 1.500%
11 5.488 709 722 731 rVWW3 22065 75618 3.17% 0.277%
12 5.598 733 740 754 rVB3 17076 54819 2.30% 0.201%
13 5.811 762 775 789 rBV5 37792 127545 5.35% 0.467%
14 5.970 789 801 818 rVV2 358148 1037851 43.53% 3.802%
15 6.147 820 830 839 rVv4 23150 73761 3.09% 0.270%
16 6.244 839 846 854 rV4 20691 60623  2.54% 0.222%
17 6.348 854 863 882 rVB5 27139 92228 3.87% ©.338%
18 6.604 895 905 914 rBV 17232 42361 1.78% ©.155%
19 6.763 921 931 949 rVV 217189 543733 22.81% 1.992%
20 7.092 976 985 995 rw3 7270 23790 1.00% 0.087%
21 7.226 999 1007 1012 rVV5 4790 13666 ©.57% 0.050%
22 7.311 1012 1021 1027 rVV 198837 461917 19.38% 1.692%
23 7.372 1027 1031 1043 rVVv2 80896 175371 7.36% 0.642%
24  7.488 1043 1050 1055 rV4 5448 11813 0.50% 0.043%
25 7.561 1055 1062 1065 rVVv4 3414 7543 0.32% 0.028%
26 7.762 1090 1095 1102 rVB5 3341 6557 0.28% 0.024%
27 7.982 1120 1131 1138 rVB5 5404 16303 0.68% 0.060%
28 8.104 1145 1151 1157 rVB4 5114 10625 0.45% 0.039%
29 8.329 1181 1188 1200 rVB 84800 152210 6.38% 0.558%
30 8.433 1201 1205 1209 rBV3 4945 7130 0.30% 0.026%
31 8.598 1226 1232 1235 rBV3 12041 23213 0.97% ©0.085%
32 8.652 1235 1241 1248 rVB 512067 826964 34.69% 3.030%
33 8.720 1248 1252 1256 rBV 14955 20656 0.87% 0.076%
34 8.957 1286 1291 1305 rVB 58791 113211 4.75% 0.415%
35 9.097 1307 1314 1320 rBvV3 8389 16195 0.68% 0.059%
36 9.274 1339 1343 1349 rBvV3 11746 26657 1.12% 0.098%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  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_ X\Method\SFAMXLM122321WMA.M
Title : VOC Analysis
37 9.408 1357 1365 1374 rBV 250283 557788 23.40% 2.043%
38 9.506 1375 1381 1386 rVB4 38348 72774 3.05% 0.267%
39 9.561 1387 1390 1394 rVB2 13669 18909 0.79% 0.069%
40 9.616 1395 1399 1403 rBvV 20420 32571 1.37% 0.119%
41  9.762 1418 1423 1426 rVB3 12644 19338 0.81% 0.071%
42 9.835 1429 1435 1438 rBV3 40615 65784 2.76% 0.241%
43 10.006 1458 1463 1467 rBV 28868 45003 1.89% 0.165%
44 10.055 1467 1471 1485 rVB 437419 677652 28.43%  2.483%
45 10.195 1487 1494 1498 rBV3 72920 128954 5.41% 0.472%
46 10.238 1498 1501 1504 rVB2 12256 12611 0.53% 0.046%
47 10.280 1504 1508 1510 rBV2 41012 63936 2.68% 0.234%
48 10.317 1510 1514 1518 rVB3 74224 118886 4.99% 0.436%
49 10.353 1518 1520 1532 rVB3 42333 90291 3.79% 0.331%
50 10.457 1532 1537 1541 rBV2 27658 45107 1.89% 0.165%
51 10.536 1545 1550 1551 rBV2 26037 33608 1.41% 0.123%
52 10.585 1551 1558 1565 rBv3 113930 209126 8.77% 0.766%
53 10.646 1565 1568 1570 rBV2 42066 52390 2.20% ©0.192%
54 10.780 1582 1590 1594 rBV2 132918 248677 10.43%  0.911%
55 10.829 1594 1598 1599 rBV2 43975 61064 2.56% 0.224%
56 10.859 1599 1603 1606 rvv3 106081 167489 7.03% 0.614%
57 10.896 1606 1609 1613 rvB2 125119 171467 7.19% 0.628%
58 10.945 1613 1617 1623 rBV2 92041 187284 7.86% 0.686%
59 11.006 1623 1627 1628 rBv2 52085 62876 2.64% 0.230%
60 11.122 1642 1646 1651 rVB2 153068 217046 9.10% 0.795%
61 11.201 1651 1659 1666 rBV3 466837 989729 41.52% 3.626%
62 11.341 1678 1682 1685 rBV3 102966 155339 6.52% 0.569%
63 11.384 1686 1689 1694 rVV5 178230 283823 11.91% 1.040%
64 11.432 1694 1697 1699 rVV2 156347 190505 7.99% 0.698%
65 11.481 1702 1705 1709 rVB3 202292 267717 11.23% 0.981%
66 11.621 1722 1728 1735 rBv4 189862 482986 20.26% 1.769%
67 11.688 1736 1739 1741 rBV2 96331 102330 4.29% 0.375%
68 11.719 1741 1744 1745 rBV2 86085 81063 3.40% 0.297%
69 11.756 1745 1750 1760 rVB2 586749 1156060 48.49% 4.235%
70 11.847 1761 1765 1766 rBV2 158686 200066 8.39% 0.733%
71 11.932 1776 1779 1783 rBV2 484215 627877 26.34%  2.300%
72 12.030 1790 1795 1801 rBV 573958 897153 37.63% 3.287%
73 12.127 1808 1811 1813 rBV 279492 315376 13.23% 1.155%
74 12.268 1827 1834 1837 rBV3 212733 514936 21.60% 1.886%
75 12.323 1837 1843 1849 rVV5 1134147 2383982 100.00% 8.734%

76 12.469 1864 1867 1875 rVB4 300403 547261 22.96%  2.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  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_ X\Method\SFAMXLM122321WMA.M
Title : VOC Analysis
77 12.536 1875 1878 1879 rBV 141022 143473 6.02% 0.526%
78 12.816 1921 1924 1933 rVB4 436208 720997 30.24% 2.641%
79 12.926 1939 1942 1945 rVB 228256 273523 11.47% 1.002%
80 12.969 1945 1949 1950 rBV 277410 353175 14.81% 1.294%
81 13.146 1975 1978 1983 rBV5 71769 106577 4.47%  0.390%
82 13.292 1998 2002 2008 rVB3 397068 576247 24.17% 2.111%
83 13.383 2013 2017 2019 rBV 128301 189200 7.94% 0.693%
84 13.420 2020 2023 2034 rVB9 216542 528396 22.16% 1.936%
85 13.591 2047 2051 2061 rVB2 619313 993043 41.65% 3.638%
86 13.676 2062 2065 2069 rVB3 117576 158611 6.65% ©0.581%
87 13.780 2078 2082 2085 rBV 582832 767164 32.18%  2.811%
88 13.962 2109 2112 2118 rBV4 161768 220169 9.24% 0.807%
89 14.103 2133 2135 2139 rVB2 124179 127799 5.36% 0.468%
90 14.158 2141 2144 2150 rVB2 148306 210692 8.84% 0.772%
91 14.219 2150 2154 2161 rBV3 210147 386155 16.20%  1.415%
92 14.322 2169 2171 2176 rVB2 148970 170423 7.15% 0.624%
93 14.493 2195 2199 2204 rVB 373465 491053 20.60% 1.799%
94 14.639 2220 2223 2227 rVB 404707 464549 19.49% 1.702%
95 14.792 2243 2248 2255 rVB2 597801 1212351 50.85% 4.441%
96 15.176 2308 2311 2314 rBV2 174469 253331 10.63% 0.928%
97 15.249 2319 2323 2327 rVB 273424 373958 15.69% 1.370%
98 15.456 2354 2357 2360 rBV 131897 207519 8.70% 0.760%
99 15.730 2399 2402 2410 rVB 218739 367883 15.43% 1.348%
100 16.602 2541 2545 2550 rBV2 151688 241171 10.12% 0.884%

Sum of corrected areas: 27296336
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\

: VX025997.D
: 24 Dec 2021 02:29

JC/MD

: M5121-08ME
: 5.20g/5mL/100uL/5.00mL/MSVOA_X/MEOH
Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA .M

: VOC Analysis

: C:\Database\NIST20.L

tion Parameters:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 1 unknown-01 Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
1.574 2.93 ug/L 31855 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 4
2 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 4
3 N-Carbethoxy-N-methoxyamine 119 C4H9NO3 003871-28-1 4
4 3-Mercaptopropionitrile 87 C3H5NS 001001-58-7 4
5 Acetic acid, mercapto- 92 C2H402S 000068-11-1 4
Abundance  Scan 80 (1.574 min): VX025997.D\data.ms (-69) (-) m/z 47.10 100.00%
47.1
5000
63.1
RREam e
‘ ‘ 82.1 115.2 149.0 1.20 1.40 1.60 1.80
Ot e bl A =2 ST m/z 63.18 0 35.43%
miz-> 20 40 60 80 100 120 140
Abundance #122: Hydroxylamine, O-methyl-
47.0
5000 29 | UL BN AL AL
’ 1.20 1.40 1.60 1.80
m/z 65.10  28.85%
O\\\’\\H\\‘“\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #121: Hydroxylamine, O-methyl-
47.0
Rmaa e
1.20 1.40 1.60 1.80
5000 m/z 35.10 25.80%
29.
0 HM“,‘:‘”H‘HmwH,‘m_m_m_m
miz--> 20 40 60 80 100 120 140
Abundance #10290: N-Carbethoxy-N-methoxyamine R A ma T
29.0 1.20 1.40 1.60 1.80
m/z 45.10  18.15%
5000 47.0
ol 40 ma0
m/z--> 20 40 60 80 100 120 140 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
5.598 5.04 ug/L 54819 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 80
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 43
Abundance Scan 740 (5.598 min): VX025997.D\data.ms (-733) (-) m/z 56.10 100.00%
56.1
43.1
5000 71.1

“ | 851 110 5.20 5.40 5.60 5.80 6.00
o“‘w“w“u,u‘;ps‘wd‘J,‘Hwh“wuﬂu“u‘_“w m/z 43.10  75.06%

—

m/z--> 10 20 30 40 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 58.0
N

5000 A
29.0 710 5.20 5.40 5.60 5.80 6.00

m/z 41.00  64.69%
R O Y Cr

\\\’\\\\’\\\\’\\\\’\\\\’\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 580

o

:::::j::::::::=

‘m“mwm‘m‘,u
5.20 5.40 5.60 5.80 6.00
5000 ITI/Z 57.10 61.82%
29.0 71.0
| e
corprre el e e e
miz--> 10 20 30 40 50 60 70 80 90 100 /\
Abundance #4476: Pentane, 2,3-dimethyl- e
43.0 56.0 5.20 5.40 5.60 5.80 6.00
m/z 71.10 44.72%
5000
29.0 71.0
NN | T TS AN | WA
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 28
R.T. EstConc Area Relative to ISTD R.T.
5.811 11.73 ug/L 127545 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 80
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 76
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 53
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
Abundance Scan 775 (5.811 min): VX025997.D\data.ms (-762) (-) m/z 43.10 100.00%
43.1
56.1 711
5000
e RN A e
‘ ‘ 850 1002 5.40 5.60 5.80 6.00 6.20
0 e e e e ey m/z 41.10 68.52%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0 M
5000 290 57.0 71.0 e
' 5.40 5.60 5.80 6.00 6.20
m/z 71.10 65.89%
oL 10 180 “ Ll 85.0 100.0
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\1\‘\\\\’1\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
_‘H‘H‘w“u‘u‘w“
5.40 5.60 5.80 6.00 6.20
5000 57.0 70.0 m/z 70.10 63.34%
29.0
150 | M \ 85.0 100.0
Ot et e et e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl- “H““‘W““_“‘,‘
43.0 5.40 5.60 5.80 6.00 6.20
m/z 56.10 62.99%
71.0
5000
29.0
15.0 “ ‘ 85.0 100.0
) SN 1N RN | R S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 4 (DEL) Alkane: Cyclic6.147 Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
6.147 6.78 ug/L 73761  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 87
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 70
Abundance Scan 830 (6.147 min): VX025997.D\data.ms (-820) (-) m/z 70.10 100.00%
70.1
56.0
41.1
5000
83.1
“H‘W‘H‘,H‘W‘H“
‘ ‘ ‘ 98.2 5.80 6.00 6.20 6.40
Ottt L hyz se.es  72.72%
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
5000

5.80 6.00 6.20 6.40
27.0 83.0 m/z 55.10  62.42%

50 ‘ ‘ 98.0
\\’\\\\‘\\}}“\\\\l\‘\\\i‘\”\‘\‘\\‘\u ‘\\\‘\“‘\\\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0

“HHWH,HHWH ‘
410 5.80 6.00 6.20 6.40

5000 m/z 41.10 56.48%
27.0
15.0 ‘ ‘
| L M‘\

: 83.0
‘ 98.0
R R AR AARRRRARRE R \*“M‘*H”V“**w**h‘*w J\/\/\Mﬂjm
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-

o

o

56.0 70.0 5.80 6.00 6.20 6.40
41.0 m/z 83.10 29.48%
5000
270 83.0
T
0",‘m‘uu‘mwuwu‘l “m‘;‘m“mwm!“m R RARRRGER RS RRE
m/z--> 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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: Cyclic6.244 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
6.244 5.57 ug/L 60623 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
5 Isopropylcyclobutane 98 C7H14 000872-56-0 86
Abundance Scan 846 (6.244 min): VX025997.D\data.ms (-839) (-) m/z 56.10 100.00%
56.1
41.1 70.0
5000
83.1
‘ 98.1 6.00 6.20 6.40 6.60

0 ‘H‘H‘W‘H‘_‘H‘H‘W‘H‘wwl‘mﬂl‘uwﬁku‘u‘h‘u‘ m/z 41.10 81.51%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100

Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 7Q0.0
41.0 j\Vu

5000 AR
6.00 6.20 6.40 6.60
27.0

83.0 m/z 70.05 77.69%

| |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\H‘\‘\\\w‘\\\\‘i\\\‘\\\‘\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 70.0

6.00 6.20 6.40 6.60

o

5000 m/z 55.85 77.51%
210 83.0
‘ ‘ ‘ 98.0
Y. TN
miz--> 0 10 20 30 40 50 60 70 80 90 100 /&\
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis- R ARRAREaC ‘ et
56.0 70Q.0 6.00 6.20 6.40 6.60
41.0 m/z 57.05 52.16%
5000
il B ol T PN
0 ‘H‘H‘W‘H‘_‘J‘H‘wﬂu‘pwL‘Huthu‘wku‘u‘h‘u‘ “XRH“_“W‘H“H‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 6 (DEL) Alkane: Cyclic6.348 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
6.348 8.48 ug/L 92228 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 95
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 90
Abundance Scan 863 (6.348 min): VX025997.D\data.ms (-854) (-) m/z 56.05 100.00%
56.0
41.0 70.1
5000
g83.1 98.1

“ ‘ ‘ ‘ 6.00 6.20 6.40 6.60
“W‘H‘_‘H‘H‘W‘H:Luuuﬁ et m/z 41,05 77.78%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0 \

5000 SOV A A SN
27.0 6.00 6.20 6.40 6.60

‘ 98.0 m/z 70.10  74.90%
-

‘ 83.0 ‘
“W‘”‘W‘”\”‘W‘”}ML”“M w‘H‘”‘H\m‘w‘H‘M‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis-
56.0 7Q.0 \
41.0

6.00 6.20 6.40 6.60

o

o

5000 m/z 55.05 63.91%
21.0 ‘ 83.0 98.0
MR T T e
miz--> 0 10 20 30 40 50 60 70 80 90 100 JA\
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis- ‘_“W“H“H“H“‘
56.0 70.0 6.00 6.20 6.40 6.60
41.0 m/z 69.05 33.97%
5000
27.0
98.0
15.0 ‘ 8.0 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
6.604 3.90 ug/L 42361 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 78
3 Heptane 100 C7H16 000142-82-5 78

4 Heptane 100 C7H16 000142-82-5 52
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 40

Abundance Scan 905 (6.604 min): VX025997.D\data.ms (-895) (-) m/z 43.10 100.00%

43.1
571 711
5000 )mw\
100.1

“ 651 ‘ 6.20 6.40 6.60 6.80 7.00
H‘_‘H‘H‘w‘H‘_‘m\J‘W‘H‘W‘me‘w‘u‘_‘u‘u‘w m/z 41.18  62.42%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0 71.0 J\m Mmﬁ

5000 P e e
6.20 6.40 6.60 6.80 7.00

m/z 71.10 54.56%

o

29.0

100.0
]

0\\\‘H\\‘H\\‘Hi‘\‘u\\‘!1\\‘H\‘\’H\\H\\\‘\H‘\‘\H\luu‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0 /&N

6.20 6.40 6.60 6.80 7.00

5000 57.0 71.0 ITI/Z 57.10 51.98%
29.0
100.0
o aso |l | | 80

P e e e e e e e
mlz--> 0 10 20 30 40 50 60 70 80 90 100 /\
Abundance #4461: Heptane /\MHH,HHWHW
43.0 6.20 6.40 6.60 6.80 7.00

m/z 56.10 33.67%

5000 29.0 57.0 71.0

100.0

, 85.0
o"w‘H‘_m‘_‘N‘HH;m‘wuku‘u‘h‘uwuu‘u‘ﬂu‘w ML N U

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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: Cyclic9.506 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
9.506 5.37 ug/L 72774  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 76
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 76
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 68
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 64

Abundance Scan 1381 (9.506 min): VX025997.D\data.ms (-1375) (-) m/z 69.05 100.00%
11.

69.0 111.1
41.1
5000
‘ 950 |
95l 127.2 |
obeee el Ml m‘l o ‘ SAL1Al sz 111,10 97.85%
miz--> 20 40 60 80 100 120 140
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
5000 41.0 T \
9.50
m/z 55.10 87.30%
0 T \]-\5\.()‘ T H\ \‘}H\ \‘\‘ \“ \“\ ‘\ \“ﬁ%.\()\ 1“‘ T f‘ T ‘J-\ZZ.S)\ ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0 —— ‘
41.0 9.50
5000 ITI/Z 57.10 83.49%
- zsl) Al AL ﬁ%x‘? \ S
miz--> 20 40 60 80 100 120 140
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta., 1 !
69.0 111.0 9.50
m/z 41.10 68.51%
41.0
5000
o | L |
0 ‘ Al Al \M Ll ‘§§‘O | | 127.0

m/z--> 20 40 60 80 100 120 140 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 1@ (DEL) Alkane: Cyclic9.835 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
9.835 4.85 ug/L 65784  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 97
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 91
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 91
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 87
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 86

Abundance Scan 1435 (9.835 min): VX025997. D\data ms (-1429) (-) m/z 111.10 100.00%
11.1

69.1
5000 41.1 A/\/\
P Py
9.50 10.00
95.0 127.2
SRR w“lm_‘J‘_ml“"?z“ m/z 69.10 93.76%
miz--> 20 40 60 80 100 120 140
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
5000 41.0 T N
9.50 10.00
m/z 55.10 69.36%
O T \1\4-\0‘ \H\ \‘\‘ \“\“\ HHH T \ ‘ T 1 T ‘]_\2?\0\ ‘ L
miz--> 20 40 60 8 100 120 140
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
P P
41.0 9.50 10.00
5000 ITI/Z 41.10 37.65%
el
PN N ) O O .
miz--> 20 40 60 80 100 120 140
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta. — —
69.0 111.0 9.50 10.00
m/z 126.10 30.99%
41.0
5000
o | I ) \ J
YN YT -2 NN PO WP, VEAL W1V
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
10.006 3.32 ug/L 45003 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl- 128 C9H20 015869-80-4 53
2 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 53
3 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 50
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 50
5 Octane, 3-methyl- 128 C9H20 002216-33-3 50

Abundance Scan 1463 (10.006 min): VX025997.D\data.ms (-1458) (- m/z 57.05 100.00%

57.0
5000
98.1 T 1
39‘ Hﬂ ‘ “ 126.1 10.00
Ot il w“““u“h“““w““ m/z 41.10 38.77%
m/z--> 20 40 60 0 100 120 140 160
Abundance #14536: Heptane, 3-ethyl-
57.0
5000 iobd
29.0 : .
98.0 m/z 43.10 32.99%
‘ ‘ 128.0
0 \\\‘\}\\“‘i\\‘u'u‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 100 120 140 160
Abundance #43550:3—Undecene,64neﬁwh,(E}
57.0
T I
10.00
5000 m/z 56.10 21.31%
29.0 98.0
I A 7Y v T
i B o
m/z--> 20 40 60 80 100 120 140 160
Abundance #14545: Heptane, 3,5-dimethyl- T ‘
57.0 10.00
m/z 98.10 20.85%
5000
29.0 99.0
; WL\W\H\Uu_w\hemw\_\\‘}?‘8‘9_”‘_‘\‘
m/z--> 20 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 (DEL) Alkane: Cyclic1@.457 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.

10.457 3.33 ug/L 45107 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, pentyl- 140 C10H20 003741-00-2 43
2 Pentane, 3-methylene- 84 C6H12 000760-21-4 42
3 trans-3-Decene 140 C10H20 019150-21-1 41
4 Cyclopentane, pentyl- 140 C10H20 003741-00-2 38
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 35

Abundance Scan 1537 (10.457 min): VX025997.D\data.ms (-1532) (-  m/z 69.10 100.00%

69.1
5000 95.1
M
10.50
200.3
0 H T m/z 81.10 97.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20688 Cyclopentane, pentyl-
5000 T
10.50
97.0 m/z 55.05 92.42%
H ‘ 140.0
O' \\‘\\\\“\\H\‘\\\\l\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #1680: Pentane, 3-methylene-
41.0 69.0
M
10.50
5000 ITI/Z 41.05 64.31%
015'0L“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20652: trans-3-Decene T
41.0 10.50
9.0 m/z 70.10 52.07%
5000
97.0 140.0
0150 IO 0 A S
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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: Cyclic1@.585 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.585 15.43 ug/L 209126  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 81
2 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 76
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 68
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 68
5 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 64

Abundance Scan 1558 (10.585 min): VX025997.D\data.ms (-1551) (-~  m/z 97.05 100.00%

55.1 97.0
5000
126.1 1 T
‘ ‘ ‘ 10.50
Ol bl L1890 1991 L. 55 1 88.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 91.0
5000 St :
10.50
m/z 41.10 48.51%
29.0 ‘ ‘ ‘ 126.0
O\\\‘\U\\‘i”\\‘\‘\“\“H\\“H}\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 91.0
R
10.50
5000 ITI/Z 57.10 37.49%
29.0 126.0
o“‘_H‘WN‘JM‘$‘WM‘Hh‘uu‘wu“‘w“u“‘u“_‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13239: 1-Ethyl-4-methylcyclohexane P I
55.0 97.0 10.50
m/z 43.10 30.35%
5000
126.0
27.0 ‘ % ‘
ol e L i
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 16
R.T. EstConc Area Relative to ISTD R.T.
10.780  18.35 ug/L 248677  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 55
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 49
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 49
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 46
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 46

Abundance Scan 1590 (10.780 min): VX025997.D\data.ms (-1582) (-  m/z 57.10 100.00%
5

1.1
5000
81.0
—— —
| 11‘3'1 1402 10.50 11.00
Ok o b S 171120310 7110 58.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 - -
10.50 11.00
m/z 41.10 54.52%
29-0‘ 113.0
85.0 '
O\\\\‘\‘\‘\\“M\\“‘\\H}\‘{‘\\\‘\\1‘\‘\f}ﬁz\.g\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22077: Nonane, 3-methyl-
57.0
o —
10.50 11.00
5000 m/z 43.10 52.71%
29.0‘ 650 1120
M O -1 I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl- P —
57.0 10.50 11.00
m/z 56.05 33.90%
5000 29.0
113.0
LA 880 ] 1420
Ob vl i e b R R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
10.829 4.51 ug/L 61064  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 53
3 Heptane, 3,3,5-trimethyl- 142 C1leH22 007154-80-5 53
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 50
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 50

Abundance Scan 1598 (10.829 min): VX025997.D\data.ms (-1594) (-  m/z 71.10 100.00%

71.1
43.1
5000
3.1 10,50 11.00
L 02 4 ' ' ;
O bl ol L S m/z 57.10  61.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
5000 85.0 T ]
10.50 11.00
29.0 m/z 43.10  60.72%
O ”‘ ‘\ il HH\ ‘11 1410 1690 197.0 2260
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13226: 1-Hexene, 3,4,5-trimethyl-
43.0
71.0 — —r—
10.50 11.00
5000 m/z 70.10 44.77%
98.0
o300 W bl 1280
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22125: Heptane, 3,3,5-trimethyl- = ——
71.0 10.50 11.00
m/z 55.10 44.09%
5000 43.0
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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: Cyclic1@.859 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.859 12.36 ug/L 167489  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-cyclohexyl- 224 C16H32 013151-74-1 59
2 Cyclohexane, 2-propenyl- 124 COH16 002114-42-3 47
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 47
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
5 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 47

Abundance Scan 1603 (10.859 min): VX025997.D\data.ms (-1599) (-  m/z 55.10 100.00%

551 83.1
5000
126.1
— ——
‘ 1 10.50 11.00
0 bl 0200 myz 83.10 96.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104603: Decane, 3-cyclohexyl-
55,0 83.0
5000 T ——
10.50 11.00
29.0 125.0 m/z 57.10  94.58%
195.0
N | | 1530 [ 224¢
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12168: Cyclohexane, 2-propenyl-
53.0 83.0
— ——
10.50 11.00
5000 ITI/Z 41.10 76.03%
27.0 ‘ | 124.0
0 H\‘N\qﬁ\M‘NM\H\NM\\H‘M\\_\u‘\u\‘u\w\\u‘\u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13196: Cyclohexane, propyl- T T
55.0 83.0 10.50 11.00
m/z 82.10 73.32%
5000
27.0 126.0
om_mu m‘Hu‘“1“”,1”“_m‘Mwwwwwwm o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 24
R.T. EstConc Area Relative to ISTD R.T.
10.896  12.65 ug/L 171467 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 50
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C1eH22 052897-04-8 47

Abundance Scan 1609 (10.896 min): VX025997.D\data.ms (-1606) (- m/z 57.10 100.00%
57.1

1.
5000
98.1
o P
‘ 0 10.50 11.00
Ol el L 11911401 1700 2003 0 43 19 46.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 — —
10.50 11.00
m/z 98.10 33.95%
29.0 ‘
0 \\\‘\H\\“‘i\\““\WH‘\\“}‘\\\“\\\‘\‘\\\]-\4"2\.\0\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22093: Octane, 2,3-dimethyl-
57.0
4 ceE
10.50 11.00
5000 m/z 41.10 30.17%
98.0
29.0 ‘
PSSO B RN (NS - N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22131: Heptane, 3-ethyl-2-methyl- — ——
57.0 10.50 11.00
m/z 56.10 15.48%
5000
98.0
29.0
obrrdtlh b Ay L aa20 AN
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.121 12.10 ug/L 217046  1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 59
2 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 53
3 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 50
4 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 50
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 50

Abundance Scan 1646 (11.122 min): VX025997.D\data.ms (-1642) (-  m/z 57.10 100.00%
57.1

- AMUMK&
—— —
‘ ‘ ‘ 85.1 1111 11.00 11.50
ober el WLl T 1412 1692 2010 o 5610 43.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45516: 2,2,7,7-Tetramethyloctane
57.0
5000 — ——
11.00 11.50
m/z 41.10 32.90%
29.0 85.0
L 120 155.0
0\\\‘\h\\\“\\\‘“\\‘\\‘\\\\‘\\i\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22094: Octane, 2,2-dimethyl-
57.0
— —
11.00 11.50
5000 ITI/Z 43.10 27.79%
29.0 85.0
A A B
XS S | A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59083: Decane, 2,5,6-trimethyl- —T —
57.0 11.00 11.50
m/z 71.10 23.59%
5000
‘ 84.0
oy Lm0 ssop o M WU
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 19 (DEL) Alkane: Cyclicl1l.341 Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
11.341 8.66 ug/L 155339 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 53
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 49
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 49
4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 49
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 49

Abundance Scan 1682 (11.341 min): VX025997.D\data.ms (-1678) (-~ m/z 55.10 100.00%

55.1 97.1
5000
— —r
‘ H ‘ 140.2 11.00 11.50
ol )| 170.020038 2804 ., 9719 g5.75%
miz--> 50 100 150 200 250
Abundance #20790: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0
97.0
5000 — —
11.00 11.50
m/z 81.10  52.54%
‘ ‘ ‘ 140.0
O ].\5.\0”\ ‘\“ ‘M\ hi ‘\“ T “ T T T 1 ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #20787: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0 97.0
= —r
11.00 11.50
5000 m/z 123.15 45.16%
‘ ‘ ‘ 140.0
T D 1 s
m/z--> 50 100 150 200 250
Abundance #20789: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- — 2
55.0 97.0 11.00 11.50
m/z 96.10 43.45%
5000
‘ 140.0
ol h T WIS
Mz 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 unknown-02 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.384 15.82 ug/L 283823 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 38
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 38
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 30
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 30
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 30

Abundance Scan 1689 (11.384 min): VX025997.D\data.ms (-1686) (- m/z 105.10 100.00%

105.1
55.1
5000 81.1
— =
H 140.2 11.00 11.50
0 g | 1650 2001 1o 5510 64.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10711: Benzene, (1-methylethyl)-
105.0
5000

— —
11.00 11.50
m/z 81.10 50.60%

o
N
P~
o

Foo

L

o

~

|

o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
= —r
11.00 11.50
5000 m/z 97.10  39.44%
79.0
w0
B L T N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl- = —
105.0 11.00 11.50
m/z 120.10 33.86%
5000
390 770 M
o‘wh‘ﬂpwbqﬂ‘Hw‘ﬂm‘ﬁuuy‘u“u“_“‘_“w“ A“ pLVL
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 21 Benzene, 1-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.621 26.92 ug/L 482986 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 87
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 87
4 Mesitylene 120 C9H12 000108-67-8 55
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 55

Abundance Scan 1728 (11.621 min): VX025997.D\data.ms (-1722) (- m/z 105.05 100.00%

105.1
5000
81.0
41.1
‘ ‘ ‘ 139.2 11.50 12.00
o‘“_‘Hh¢meWMMWﬂWHW‘wp‘uw‘w4ﬁﬁ?w‘u“??ﬁ? m/z 120.10  29.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — e 1 J\
11.50 12.00
m/z 81.05 28.24%
39.0 77.0
0 \\\‘\‘\\\“‘\\“V\”“\‘\\r“‘[H‘M‘H‘H‘\“‘\H\‘HH’HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
— —
11.50 12.00
5000 ITI/Z 97.10 19.64%
77.0
39.0
ES: I/ R Y S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10727: Benzene, 1-ethyl-4-methyl- —— —
105.0 11.50 12.00
m/z 41.10 16.99%
5000
79.0
39.0 H
S VR 0 | Y W—— S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 unknown-03 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
11.688 5.70 ug/L 102330 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)Pyrimidinone,4-amino-1,N-di... 139 C6HIN30 006220-49-1 38
2 6,6-Dimethyl-1,3-heptadien-5-0l 140 C9H160 081912-03-0 27
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 27
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 27
5 2,2,6,6-Tetramethylheptane 156 C11H24 040117-45-1 27

Abundance Scan 1739 (11.688 min): VX025997.D\data.ms (-1736) (- m/z 57.10 100.00%
57.1

83.1
139.2
5000
e s
110.1 : :
ik ‘w“‘ ‘ Mu ‘ “‘, i 1738 2012 2322 n/; 83.10  70.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #20406: 2(1H)Pyrimidinone,4-amino-1,N-dimethyl-
139.0
5000 — —
97.0 11.50 12.00
55.0 m/z 56.10 56.92%
0 ‘\H\‘H‘L‘M“\wh\\‘}m\\\‘}"\\M‘\\‘l\\\H\\H‘H\\‘\\H‘\H\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21567: 6,6-Dimethyl-1,3-heptadien-5-ol
57.0 83.0
— —
11.50 12.00
5000 m/z 139.15 53.96%
29.0
0 \“ “ \\“H v ‘ _1o7.0 140.0
R M RAREAREZE Sy s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14593: Pentane, 2,2,3,4-tetramethyl- P ——
57.0 11.50 12.00
m/z 41.10 51.40%
5000
29.0
‘ 85.0
0‘\‘m\“‘mw“‘\\‘Hu‘\‘\\\,:\LEI'\S\"OH\\‘\m‘\m‘\m‘\m‘uu‘ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 unknown-04 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.847 11.15 ug/L 200066 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 43
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 43
3 1-Bromoeicosane 360 C20H41Br 004276-49-7 35
4 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 35
5 Dodecyl nonyl ether 312 C21H440 1000406-37-5 35
Abundance Scan 1765 (11.847 min): VX025997.D\data.ms (-1761) (- m/z 57.10 100.00%
57.1
- M%\/UL
111.1 U -
1] H\ ‘ | 1502159, 11.50 12.00
ol L bk e m/z 41.10  51.00%
miz-> 50 100 150 200 250 300
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
5000 — —
11.50 12.00
m/z 69.10 50.48%
“ L, 7.0 171.0
O\\\\‘\‘\\“\H‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\
miz--> 100 150 200 250 300
Abundance #74014: Tridecane, 3-methyl-
57.0
— —
11.50 12.00
5000 m/z 43.10 42.82%
‘ ‘99.0 169.0
O
miz--> 50 100 150 200 250 300
Abundance #269798: 1-Bromoeicosane “ T
57.0 11.50 12.00
m/z 55.10 40.98%
5000
0 18-4 kil I “L ‘\\ | i Ly 1890 211.0247.0281.0 319,
e e R — —
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.

11.932 34.99 ug/L 627877 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 50
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
4 Pentan-2-yl 2-methylbutanoate 172 C10H2002 1000372-71-7 50
5 Hexadecane 226 Cl16H34 000544-76-3 50

Abundance Scan 1779 (11.932 min): VX025997.D\data.ms (-1776) (-~ m/z 57.10 100.00%
57.1

P
‘ H 111.1 154 X 12.00
(] NE L1 S [ " — I AB2L S0 A8T3 myz 71.10 59.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0
5000 T
850 12.00
28.0 m/z 43.10  46.74%
112.0 141.0
O \\\‘\‘\‘\\“‘\\\h‘\\“}\‘\\\\‘\\‘1\’\‘\\\“\\\\‘\\\]\-’8\4.\0\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22092: Octane, 3,5-dimethyl-
57.0
P
12.00
5000 ITI/Z 41.10 39.27%
290 ‘ ‘ 85.0 1130
P A T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl- ——
57.0 12.00
m/z 85.10 37.71%
5000
20.0 H 98.0
B I X S XY [
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.127 17.58 ug/L 315376 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 64
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 50
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50
4 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 47
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 45

Abundance Scan 1811 (12.127 min): VX025997.D\data.ms (-1808) (-~ m/z 57.10 100.00%

57.1
5000
P e
85.1 1131 12.00 12.50
Ol T ] 1381 1700 2162 ., 5619 48.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 — —
12.00 12.50
29.0 m/z 43.10 29.56%
0 “ 850 1130
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14572: Hexane, 2,2,5-trimethyl-
57.0
e o
12.00 12.50
5000 ITI/Z 71.10 29.03%
29 0
o ss0 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14608: Pentane, 3-ethyl-2,2-dimethyl- — T
57.0 12.00 12.50
m/z 41.10 26.40%
5000
29 0
0 | /830 113.0
“W‘H“H""H‘H“_‘H“H‘_“W‘H“H‘w“u“ —r —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 unknown-@5 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.268 28.70 ug/L 514936 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 38
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 38
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 38
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 38
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 35

Abundance Scan 1834 (12.268 min): VX025997.D\data.ms (-1827) (- m/z 105.10 100.00%

105.1
69.1
5000
411 134.0 — M
| ‘ ‘ ‘ | 12.00 12.50
0 Rl A Jdbl | 1166218932142 " 6g 16 57.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 — ——
12.00 12.50
134.0 m/z 41.10 29.06%
77.0
O \\\’22\.9\“\5%\.9“\‘\\\M‘\\‘i\‘h‘\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17046: Benzene, (1-methylpropyl)-
105.0
—— —
12.00 12.50
5000 ITI/Z 55.10 25.47%
134.0
270 510 710 |
ottt e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17053: Benzene, 1-methyl-3-propyl- T —
105.0 12.00 12.50
m/z 95.10  25.28%
5000
134.0
390 770
0“W‘M‘NHWWNH$L‘HWJHNM‘m‘u“M‘H‘H‘W“H“ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 Benzene, 1-methyl-4-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.469 30.50 ug/L 547261 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 74
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 38
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 38
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 38
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 38

Abundance Scan 1867 (12.469 min): VX025997.D\data.ms (-1864) (-~ m/z 105.10 100.00%

105.1
5000 69.1
41.1 34.1 1
‘ ‘ 12.50
0 ULl L L1892 2010 n/, 69,10 43.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 T
12.50
134.0 m/z 125.10 43.57%
77.0
O\\\\‘2\7‘\'9\“\5%\.9“1‘\\\M‘\\L\\‘M\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17047: Benzene, (1-methylpropyl)-
105.0
—
12.50
5000 ITI/Z 55.10 29.30%
134.0
77.0
27.0 51.0 ‘
o) T NV | S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17056: Benzene, 1-methyl-2-propyl- T
105.0 12.50
m/z 41.10 22.53%
5000
134.0
27.0 g1 770
0“H‘Jm‘WHWWM‘HM‘A‘m“q“m‘u“_“w“u‘H“_‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
12.536 8.00 ug/L 143473  1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C1oH14 000527-84-4 93

Abundance Scan 1878 (12.536 min): VX025997.D\data.ms (-1875) (- m/z 119.10 100.00%
119.1

3

5000
551 911 - :
‘ ‘ 12.50
(— ‘ML“ i e Ly “‘J‘u‘“ L. A45.1168.2 2023 n/7 134.05  31.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.50
91.0 m/z 91.10  19.54%
65.0 ‘
O \]_\5\.‘0\‘\:\3\9“"9\“\‘\ “i‘\ T \‘H‘ T H T “H“\ \Ml TT \‘\ ‘ TTTT ‘ TT \\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
P |
12.50
5000 ITI/Z 55.10 18.31%
91.0
41.0 65.0 ‘ ‘
0 H\‘ﬂ\JL\\MW\\M\\M‘WHWlH\HM\\W\\H,\H\‘H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- —— ‘
119.0 12.50
m/z 105.10 15.63%
5000
91.0
39.0 650 ‘ ‘
Tt Y E— g
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 29 Naphthalene, decahydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.816 40.18 ug/L 720997 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 Pulegone 152 C10H160 000089-82-7 64
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 64
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 64
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 60

Abundance Scan 1924 (12.816 min): VX025997.D\data.ms (-1921) (- m/z 81.10 100.00%

81.1 135.1
41.1
5000
— —r
‘ 11‘0-1 | 12.50 13.00
0 L L deTo 2002 s 135,65 98.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000
12.50 13.00
109.0 m/z 67.05 79.48%
0 ‘\i“‘u‘h\\\“H‘\‘\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29064: Pulegone
81.0
152.0 — —
12.50 13.00
s000] 410 109.0 m/z 152.15  65.69%
o
miz--> 20 40 60 80 100 120 140 160 180 200 220 Mw
Abundance #29330: Cyclohexanone, 5-methyl-2-(1-methylethylidene) P e ey
81.0 12.50 13.00
m/z 95.10 60.36%
152.0
5000 109.0
41.0
0 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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, 1,2,4,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.926  15.24 ug/L 273523  1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 86
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 50
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 50
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 50
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 50

Abundance Scan 1942 (12.926 min): VX025997.D\data.ms (-1939) (- m/z 119.10 100.00%

119.1 149.2
5000
93.1
e
39.1 650 ‘ 13.00
oMw‘mw”w“H‘“HUJ"M‘“““1“1‘?4‘9“?‘1‘4‘2” m/z 149.20  89.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T
13.00
m/z 134.05 57.02%
390 650 91.0
0\1\5\‘0\\\\“\\‘\‘\“\‘\\\“\\‘\\‘\\\‘\w\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
13.00
5000 ITI/Z 93.10 27.92%
91.0
0150 00 00 L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl- ——
119.0 13.00
m/z 107.05 18.03%
5000
91.0
39.0 65.0 ‘ ‘
Y S R Y T, A — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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, 1,2,3,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.969 19.68 ug/L 353175 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 1949 (12.969 min): VX025997.D\data.ms (-1945) (- m/z 119.10 100.00%

119.1
5000
91.0 RN
39.0 @51 13.00
O e i L, w1522 1861 2181 s 134 05 45.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
m/z 91.05 15.69%
91.0
0 ?‘\5\.‘0\‘\\3\9“‘.?\‘\‘\6‘?.\(\)”‘[ T \‘\ T “\‘\ \M T \M\ [T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
——
13.00
5000 ITI/Z 133.05 11.30%
91.0
39.0 65.0
0 q‘?ﬁ?ﬂH“‘H‘h“\“m““\H\“;‘H‘Mm“wm,\m‘mwmw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- ——
119.0 13.00
m/z 120.10 10.07%
5000
91.0
150, %99 650, I L
Ot ettt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 32 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
13.146 5.94 ug/L 106577 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 60
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 43
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 43
4 7-Methoxymethyl-2,7-dimethylcycl... 164 C11H160 073992-48-0 43
5 4'-Methylpropiophenone 148 C10H120 005337-93-9 43

Abundance Scan 1978 (13.146 min): VX025997.D\data.ms (-1975) (- m/z 119.10 100.00%

119.1
5000
91.1 148.1
— —
411 ‘ H 13.00 13.50
0 w‘H‘_‘HHHMM” P Ml 37312002 1) 105,05 36.99%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
5000 — —
91.0 148.0 13.00 13.50
m/z 91.10 34.73%
39.0 650‘ H
15 “M M \‘M ‘\‘ H 1l \‘M ‘ H‘ |
O \‘\\\\‘\\\\‘\\1\‘1\\1‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #26389: Benzene, (1,1-dimethylpropyl)-
119.0
—r —
13.00 13.50
5000 91.0 m/z 148.05  33.33%
41.0 148.0
ol 180, dagsou Ly L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl- A N
119.0 13.00 13.50
m/z 131.05 32.82%
5000
91.0
0 ‘_%ﬁ?ﬂ?i?WﬁﬁfjwwupWJﬂ‘H‘_‘H‘H‘W‘H‘_‘H‘H = P
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 3-Phenylbut-1-ene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.292  32.12 ug/L 576247 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 50
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 50
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 45
5 o-Cymene 134 C1oH14 000527-84-4 45

Abundance Scan 2002 (13.292 min): VX025997.D\data.ms (-1998) (- m/z 119.10 100.00%
11

0.1
5000
411 81.1 — —
‘ 15‘1-2 13.00 13.50
0 ol L 1802 21622461 7017 10 68.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 T —
13.00 13.50
91.0 m/z 134.05 31.61%
39.0 650 ‘ M
0\H‘\‘\H“H“”\‘H‘Hih“\1”\“‘}‘\\“‘\”\‘\‘\\H‘\H\‘HH‘\H\‘HH‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
13.00 13.50
5000 ITI/Z 95.10 28.11%
91.0
3%0 650‘ ‘ |
O e bt e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- 7 —
119.0 13.00 13.50
m/z 81.10 25.66%
5000
91.0
39.0 65.0 ‘ | ‘
O bbbttt e e e e —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 34 Benzene, (1,1-dimethylbutyl)- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
13.383 10.54 ug/L 189200 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethylbutyl)- 162 C12H18 001985-57-5 91
2 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 86
3 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 72
4 Cumene hydroperoxide, TMS deriva... 224 C12H2002Si 018057-16-4 72
5 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 64

Abundance Scan 2017 (13.383 min): VX025997.D\data.ms (-2013) (-  m/z 119.10 100.00%

119.1
5000 91.1
P T
41.1 162.1 13.00 13.50
Ot | 18922172 9119 45.13%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #37946: Benzene, (1,1-dimethylbutyl)-
119.0
5000 — —
91.0 13.00 13.50
41.0 m/z 105.10 12.12%
162.0
O\J\-\S‘\.‘O\‘U\\“‘\\‘\\‘\‘\\\M‘\\}\“\‘\\‘\Hl\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87308: (6-Chloro-2-methylhexan-2-yl)benzene
119.0
P e
13.00 13.50
5000 ITI/Z 162.05 10.10%
91.0
o . 1590 2100
ereprte e e e e e R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131100: Benzene, (1,1-dimethyldecyl)- o —
119.0 13.00 13.50
m/z 120.10 9.74%
5000
41.0 91.0
0150 \‘ . ‘ |, 14501750 207.0 246.0
AR A B RRARARE — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 35 unknown-06 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.420  29.45 ug/L 528396 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, ro-2,6-dimet... 166 C12H22 001618-22-0 49

2 Naphthalene, 000119-64-2 25

tetrahydro- 132 C1eH12

dec
1,2,
3 Naphthalene, 1,2,
1,2,
1,2,

dr
,A4-
,4-tetrahydro-
,4-
,4-

132 C1eH12 000119-64-2 25
4 Naphthalene, 1, tetrahydro- 132 C10H12 000119-64-2 25
5 Naphthalene, 1, -tetrahydro- 132 C1eH12 000119-64-2 25

Abundance Scan 2023 (13.420 mi

n): VX025997.D\data.ms (-2020) (-

m/z 81.10 100.00%

81.1 104.1
166.2
55.1
5000 132.1
—r—
13.50
0 il | H“ Wb Ll 2002 2284 104 05 97.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
55.0
5000 — 1
109.0 13.50
290 137.0 m/z 95.10 82.68%
O ‘\\‘\\“1\\1"\\1\‘\‘\\\‘\\\\‘\\\\‘\\\\

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

o

Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0 13.50
5000 ITI/Z 166.20 72.36%
39.0, 650 |
] N Y Y | A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- —
104.0 13.50
m/z 55.10 57.52%
- T M
51.0 78.0
o200 Ly
A R L e —

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

SFAMXLM122321WMA.M Tue Dec

28 01:58:09 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 36 unknown-07 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
13.676 8.84 ug/L 158611 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 46
2 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 46
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 46
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 Cl1H1l6 004706-89-2 46
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 46

Abundance Scan 2065 (13.676 min): VX025997.D\data.ms (-2062) (-  m/z 133.05 100.00%

133.1
5000
411 91.0 A s
‘ H ‘ 166.2 ) 13.50 14.00
0 ety h it L T 2082 2465 g 10 a1 0%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26355: Benzene, pentamethyl-
138.0
5000 e diee
13.50 14.00
91.0 m/z 148.05 25.19%
90,090, | | |
O \\\‘\‘\\\“‘\\‘\‘\’w‘\\\“‘\\\‘\“\\\“‘\W\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0
e —
13.50 14.00
5000 m/z 91.05 19.91%
105.0
5070
O bbbt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26348: 3,4-Dimethylcumene T —
133.0 13.50 14.00
m/z 95.10 19.72%
h VJ\AJ\\}\/\/\M
105.0
41.0 770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 37 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.780 42.76 ug/L 767164  1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 2082 (13.780 min): VX025997.D\data.ms (-2078) (-~ m/z 128.05 100.00%

128.1
5000
— —

51.1 102.1 13.50 14.00

Oyl 1642 2141 2462 1o 107 16 12.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13686: Naphthalene
128.0

5000
13 50 14 00
m/z 129.05 10.72%

51.0 102.0 H
OHH‘HH‘\\H‘\HH‘\"HH“HH‘\‘H‘HH‘\\H‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13679: Azulene
128.0

13 50 1400
5000 m/z 102.10 9.45%
51.0 102.0
0“‘%5"‘9“‘“““\HHH\‘M’HH“HH“\HH‘HH“H“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13681: Azulene i
128.0 13 50 14.00

m/z 126.10 7.34%

5000
51.0 102.0
NI I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13 50 14 00

SFAMXLM122321WMA.M Tue Dec 28 01:58:11 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 38 Butyric acid, 2-phenyl-, tr... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
14.103 7.12 ug/L 127799 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyric acid, 2-phenyl-, tridecy... 346 C23H3802 1000406-02-4 53
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 50
3 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 50
4 Benzamide, 4-methyl-N-methoxy- 165 C9H11NO2 025563-06-8 50
5 2-Pentanone, 4-methyl-4-phenyl- 176 C12H160 007403-42-1 49

Abundance Scan 2135 (14.103 min): VX025997.D\data.ms (-2133) (- m/z 119.10 100.00%

119.1
5000
41.1 165.2 N AU
‘ 79. ‘ H 14.00 14.50
ol L2813 m/z 91.10  54.07%
miz--> 0 50 100 150 200 250 300
Abundance #255956: Butyric acid, 2-phenyl-, tridecyl ester
119.0
5000 — —
57.0 164.0 14.00 14.50
m/z 41.10 23.60%
227.0
| ‘ ‘\ \‘ ) L ‘ 346.(
0 ‘\\\‘\“\1\‘\“‘\‘ L e e B
miz--> 0 50 100 150 200 250 300
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
P e
14.00 14.50
5000 ITI/Z 165.20 22.56%
39.0 77.0
o0 by b &
miz--> 0 50 100 150 200 250 300
Abundance #114089: Benzene, (1-ethylnonyl)- T —
91.0 14.00 14.50
m/z 95.10 20.72%
41.0 330 2030
ob e Ly S
m/z--> 0 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 unknown-08 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.158 11.74 ug/L 210692 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-diethylpropyl)- 176 C13H20 004170-84-7 46
2 Benzene, (1,1-diethylpropyl)- 176 C13H20 004170-84-7 38
3 1(2H)-Naphthalenone, 3,4,4a,5,6,... 218 C15H220 000562-23-2 35
4 (2-tert-Butylphenoxy)acetic acid 208 C12H1603 019271-90-0 22
5 Benzene, (1,1-diethylpropyl)- 176 C13H20 004170-84-7 18
Abundance Scan 2144 (14.158 min): VX025997.D\data.ms (-2141) (- m/z 91.10 100.00%
91.1
5000
171 147.1 —— ——
55.1 N ‘ 177.2 14.00 14.50
O bt el byl 214024220 165 10 66.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50981: Benzene, (1,1-diethylpropyl)-
91.0
5000 —— —
147.0 14.00 14.50
m/z 147.05 19.70%
41.0 ]f 0 176.0
O\\\S\em\\“‘\\‘\\“\‘\‘H“Hl\“\‘\\\“\\H‘H\\‘H\l‘H\\‘\\H‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50986: Benzene, (1,1-diethylpropyl)-
91.0
—— —
14.00 14.50
5000 1470 m/z 133.05 16.62%
41.0 17.0
TR Y GO e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96861: 1(2H)-Naphthalenone, 3,4,4a,5,6,7-hexahydro-4 — I
91.0 176.0 14.00 14.50
133.0
m/z 117.10 16.52%
5000 41.0
218.0
o! uH‘Mm‘N‘HM‘H‘H‘ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50

SFAMXLM122321WMA.M Tue Dec 28 01:58:12 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 40 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.219 21.52 ug/L 386155 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64

Abundance Scan 2154 (14.219 min): VX025997.D\data.ms (-2150) (- m/z 131.00 100.00%

131.0
5000
91.1 mi SR A
39.1 651 h 162.2 14.00 14.50
0 bl 1961 24430933 05 48.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 [ VA
14.00 14.50
91.0 m/z 146.05 27.40%
39.0 ‘
O\\\\‘\\\\“‘\\“\‘\‘m\\\‘\\\\‘\\\‘U‘\‘!M\‘}‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
— —
14.00 14.50
5000 ITI/Z 115.00 24.74%
27.0 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- — —
131.0 14.00 14.50
m/z 91.10 20.40%
5000
ase 4
oHH_“Hw‘m‘l‘m“wwmMhwmwmwwwwww Gl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 41 2-tert-Butyltoluene Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14.322 9.50 ug/L 170423 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-tert-Butyltoluene 148 C11H16 001074-92-6 92
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
31,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 76
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 70
5 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 64

Abundance Scan 2171 (14.322 min): VX025997.D\data.ms (-2169) (- m/z 133.05 100.00%

133.1
105.1
5000
77.0 159.2 14‘06 5.4‘56
39.1 ' “ 190.2 : :
0 ‘wU‘w“ all b 2722140 ps 105,10 65.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26350: 2-tert-Butyltoluene
133.0
105.
5000 050 — —
14.00 14.50
m/z 148.05 39.02%
41.0 - 770
O\1\5\-’0\\\\"‘\\‘\‘\"}‘\\\“"\\‘H\"\‘\\‘M‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
138.0
=N R
14.00 14.50
5000 ITI/Z 145.05 31.54%
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26435: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene P —
133.0 14.00 14.50
m/z 91.10 21.54%
5000
105.0
41.0 790 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 42 2-Hexanone, 5-methyl-5-phenyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.493  27.37 ug/L 491053  1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 5-methyl-5-phenyl- 190 C13H180 014128-61-1 83
2 2,4,4,6-Tetramethyl-6-phenyl-1-h... 230 C17H26 1000293-27-9 64
3 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 64
4 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 64
5 Benzenepropanoic acid, .beta.,.b... 192 C12H1602 025080-84-6 64

Abundance Scan 2199 (14.493 min): VX025997.D\data.ms (-2195) (- m/z 119.10 100.00%

119.1
5000
91.1
o
411 1451 14.50
bt bl | 19922163 g
O e e e m/z 91.10 35.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64794: 2-Hexanone, 5-methyl-5-phenyl-
119.0
5000 T
43.0 91.0 14.50
m/z 145.05 13.79%
OHH‘HH‘HM‘HHM‘HM“\‘\\‘\”HH‘\]\_,:\-J\?‘-\O\H::-\g\?.\o‘uH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance  #111830: 2,4,4,6-Tetramethyl-6-phenyl-1-heptene
119.0
—
14.50
5000 ITI/Z 41.10 10.83%
91.0
55.0
0 n‘\ R M T m‘ 145'0‘17\4.0 230.0
e e e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #131100: Benzene, (1,1-dimethyldecyl)- —
119.0 14.50
m/z 120.10 9.98%
5000
41.0 91.0
0150 \‘ . ‘ |, 14501750 207.0 246.0
e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 unknown-09 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.792  67.57 ug/L 12123560 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1,5-dimethylhexyl)-4... 204 C15H24 001461-02-5 47
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 47
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 47
4 Benzene, 4-(chloromethyl)-1,2-di... 154 C9H11Cl 000102-46-5 47
5 3-Methylbenzoic acid, 3-chloroph... 246 C14H11Cl02 1010325-71-2 43

Abundance Scan 2248 (14.792 min): VX025997.D\data.ms (-2243) (- m/z 119.10 100.00%

119.1
5000
91.1
e ‘
41.1 14.50 15. 00
147.1 204.2 .
oL vttt M AT L 176 25008 2448 0 o1 10 %
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance  #80253: Benzene, 1-(1, 5-d|methylhexyl) -4-methyl-
119.
5000
14 50 15 00
m/z 142.05 24.58%
91.0 204.0
O \‘\\\\‘\\ﬁ]‘_\\o\\‘\\\\‘\\‘\\‘\‘\\‘\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100120 140160 180200 220 240
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
14 50 15 00
5000 ITI/Z 141.05 1.69%
39.0 91.0
2 L
m/z--> 0 20 40 60 80 100120 140160 180200 220 240
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14 50 15 00
m/z 115.10 %
5000
91.0
51.0 ‘
ol 280 i bl
m/z--> 0 20 40 60 80 100120 140160 180200 220 240 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 unknown-10 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
15.176  14.12 ug/L 253331 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Benzylidene-1-heptanol 204 C14H200 000101-85-9 25
2 Benzamide, N-[(3,4-dihydro-1H-2-... 281 C18H19NO2 1000320-15-7 22
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 22
4 1H-Indol-3-0l, acetate 175 C1OH9NO2 000608-08-2 22
5 Benzene, 6-heptynyl- 172 C13H16 056293-02-8 11
Abundance Scan 2311 (15.176 min): VX025997.D\data.ms (-2308) (- m/z 91.10 100.00%
91.1
133.1
5000
41.1 1752 — —T—
‘ ‘ ‘ m 15.00 15.50
0 . . H ‘h‘ “h“w \H}u\ \“M M ‘ \ \\“\ \ ‘Z‘QS‘Z‘ T 2‘8‘1‘( m/z 165.19 77.92%
miz-> 50 100 150 200 250
Abundance #80020: 2-Benzylidene-1-heptanol
93.0 133.0
5000 55.0 —— T
15.00 15.50
204.0 m/z 133.05 58.89%
tod Ldb LA 2o
0- \H“H‘\‘w T \‘M L e ‘m\‘ T T T T
miz-> 50 100 150 200 250
Abundance #174749: Benzamide, N-[(3,4-dihydro-1H-2-benzopyran-
138.0
—— —
15.00 15.50
5000 m/z 129.05 25.31%
91.0
B0 281,
0Ll ‘wu‘wm‘_ - i
miz--> 50 100 150 200 250
Abundance #26394: Benzene, 1-ethyl-4-(1-methylethyl)- —— ——
138.0 15.00 15.50
m/z 115.10 24.88%
h T \J\MAW\/\‘
0]"5 ‘O\u‘ \‘\ \‘\ ‘H‘ \“ \‘\ \‘\ H\‘\ ‘\“ \‘ . — — ‘
m/z--> 50 100 150 200 250 15.00 1550
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 2-(4-Methylbenzoyl)cyclohex... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.249 20.84 ug/L 373958 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-Methylbenzoyl)cyclohexan-1-one 216 C14H1602 023611-59-8 59
2 1H-Pyrrolo[1,2-c]imidazole-1,3(2... 216 C12H12N202 002221-09-2 59
3 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 53
4 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 53
5 Benzene, (1,1-dimethylnonyl)- 232 C17H28 055191-25-8 53
Abundance Scan 2323 (15.249 min): VX025997.D\data.ms (-2319) (-~ m/z 119.10 100.00%
119.1
2150 e
411 770 | 159.2 ‘ 15.00 15.50
Obrrrrprrrrbrrrpeetrebep bttt e m/z 91,10 26.50%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #94430: 2-(4-Methylbenzoyl)cyclohexan-1-one
119.0
5000 —r— —
15.00 15.50
65.0 m/z 215.90 11.31%
O\\H‘\H\‘}H‘H‘\“\“{‘h\“HM\‘\\\‘\lH‘\\‘\‘H\’1\?%.‘(\)\\\"\2\]\-\6‘.\(\)\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #94057: 1H-Pyrrolo[1,2-climidazole-1,3(2H)-dione, tetrah
119.0
— —
15.00 15.50
5000 41.0 m/z 120.10 9.64%
216.0
Ot 38901
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #166415: Tridecane, 2-methyl-2-phenyl- T T
119.0 15.00 15.50
m/z 214.00 8.69%
5000
41.0
ol2.0, L. 7?-0‘ | | 1480181.0 217.0  274C
A ARaaRa R S e e AfAsaassaaa eia P e
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 47 Acetic acid, (2,4-xylyl)- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

15.456  11.57 ug/L 207519 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 72
2 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 72
3 Cumene hydroperoxide, TMS deriva... 224 C12H2002Si 018057-16-4 72
4 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 64
5 2,4,4,6-Tetramethyl-6-phenyl-1-h... 230 C17H26 1000293-27-9 64

Abundance Scan 2357 (15.456 min): VX025997.D\data.ms (-2354) (-  m/z 119.10 100.00%

119.1
5000
41.1 1550
| \ | 1591 218.2 281 15.50
0 H,‘Muu el 252 m/z 91,05 29.20%
miz--> 50 100 150 200 250
Abundance #39252: Acetic acid, (2,4-xylyl)-
119.0
5000 1
164.0 15.50
' m/z 105.10 12.93%
39.0 770\ |
O T T T ‘\‘ " \‘\‘\ T H\M\ T T ‘ \‘\ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #166415: Tridecane, 2-methyl-2-phenyl-
119.0
—r
15.50
5000 m/z 41.10 11.01%
41.0
ol ‘M " 79. 0‘ |  152.0182.0 217.0 274.0
————— R e
m/z--> 50 100 150 200 250
Abundance  #104035: Cumene hydroperoxide, TMS derivative ——
119.0 15.50
m/z 120.10 9.01%
5000
430 770
o bl ‘ | 1510 193.0224.0
by ‘ P TITEEE —
miz--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 48 Benzene, (1,1-dimethyldecyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.730  20.50 ug/L 367883 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 64
2 Benzamide, 4-methyl-N-2-thiazolyl- 218 C11H1@N20S 150175-93-2 64
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1leH14 000874-41-9 59
4 Benzenepropanoic acid, .beta.,.b... 192 C12H1602 025080-84-6 59
5 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 59

Abundance Scan 2402 (15.730 min): VX025997.D\data.ms (-2399) (-  m/z 119.10 100.00%

119.1
5000
911 o S
41.1 15.50 16.00
159.1 218.3
O bl bbbl 22001882 SE0T2442 s 91,10 23.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131100: Benzene, (1,1-dimethyldecyl)-
119.0
5000 — —
15.50 16.00
410 91.0 m/z 120.10  10.46%
0/15.0 ‘M N ‘ | | 145.0 175.0 207.0 246.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96051: Benzamide, 4-methyl-N-2-thiazolyl-
119.0
—r —
15.50 16.00
5000 m/z 129.05  9.38%
91.0
65.0 218.0
ol 390 | | | 1520 1900 |
R B B AR A RAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- —— —
119.0 15.50 16.00
m/z 41.10 8.65%
- M\M
91.0
Ohrrerroamiostobsbebe bbb et et e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 49 Butyric acid, 2-phenyl-, tr... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.602 13.44 ug/L 241171 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyric acid, 2-phenyl-, tridec-... 342 C23H3402 1000406-92-1 53
2 3-(4-Cyanomethyl-1H-pyrrol-3-yl)... 159 C9HON3 106491-24-1 53
3 p-Cymene 134 CloH14 000099-87-6 53
4 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 53
5 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 53
Abundance Scan 2545 (16.602 min): VX025997.D\data.ms (-2541) (-  m/z 119.10 100.00%
119.1
- JU\N
411 e et
71.1 203.2 16.20 16.40 16.60
173.2 232.3 :
0 HWn‘H‘mh,u“m\"wm” b b e 28 myz 91,85 51.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #251543: Butyric acid, 2-phenyl-, tridec-2-yn-1-yl ester
119.0
5000 LA L B A
16.20 16.40 16.60
m/z 105.10  44.21%
41.0
0 \H‘H‘\\‘M\H“\’\‘\HM“-HMH\H‘l\\\q‘ﬁ‘ﬁ.\(‘)\\\\’]\-??“e\\‘\\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35999: 3-(4-Cyanomethyl-1H-pyrrol-3-yl)-propionitrile
119.0
e R R a
16.20 16.40 16.60
5000 m/z 133.05 28.35%
159.0
28.0 650 ‘ ‘\
Ok et e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16992: p-Cymene T
119.0 16.20 16.40 16.60
m/z 41.10 14.12%
o M\M/\/\/
4JI.O 77.0 I
O et e e e e e e e A B
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025997.D

Acqg On : 24 Dec 2021 02:29

Operator : JC/MD

Sample : M5121-08ME

Misc : 5.20g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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|
unknown-01 1.574 2.9 ug/L 31855 1 6.763 543733 50.0
(DEL) Alkane: S.. 5.598 5.0 ug/L 54819 1 6.763 543733 50.0
(DEL) Alkane: S.. 5.811 11.7 ug/L 127545 1 6.763 543733 50.0
(DEL) Alkane: C.. 6.147 6.8 ug/L 73761 1 6.763 543733 50.0
(DEL) Alkane: C.. 6.244 5.6 ug/L 60623 1 6.763 543733 50.0
(DEL) Alkane: C.. 6.348 8.5 ug/L 92228 1 6.763 543733 50.0
(DEL) Alkane: S.. 6.604 3.9 ug/L 42361 1 6.763 543733 50.0
(DEL) Alkane: C.. 9.506 5.4 ug/L 72774 2 10.061 677652 50.0
(DEL) Alkane: C.. 9.835 4.8 ug/L 65784 2 10.061 677652 50.0
(DEL) Alkane: S.. 10.006 3.3 ug/L 45003 2 10.061 677652 50.0
(DEL) Alkane: C.. 10.457 3.3 ug/L 45107 2 10.061 677652 50.0
(DEL) Alkane: C.. 10.585 15.4 ug/L 209126 2 10.061 677652 50.0
(DEL) Alkane: S.. 10.780 18.4 ug/L 248677 2 10.061 677652 50.0
(DEL) Alkane: S.. 10.829 4.5 ug/L 61064 2 10.061 677652 50.0
(DEL) Alkane: C.. 10.859 12.4 ug/L 167489 2 10.061 677652 50.0
(DEL) Alkane: S.. 10.896 12.7 ug/L 171467 2 10.061 677652 50.0
(DEL) Alkane: S.. 11.121 12.1 ug/L 217046 3 12.030 897153 50.0
(DEL) Alkane: C... 11.341 8.7 ug/L 155339 3 12.030 897153 50.0
unknown-02 11.384 15.8 ug/L 283823 3 12.030 897153 50.0
Benzene, 1l-ethy... 11.621 26.9 ug/L 482986 3 12.030 897153 50.0
unknown-03 11.688 5.7 ug/L 102330 3 12.030 897153 50.0
unknown-04 11.847 11.2 ug/L 200066 3 12.030 897153 50.0
(DEL) Alkane: S... 11.932 35.0 ug/L 627877 3 12.030 897153 50.0
(DEL) Alkane: S... 12.127 17.6 ug/L 315376 3 12.030 897153 50.0
unknown-05 12.268 28.7 ug/L 514936 3 12.030 897153 50.0
Benzene, 1-meth... 12.469 30.5 ug/L 547261 3 12.030 897153 50.0
Benzene, 4-ethy... 12.536 8.0 ug/L 143473 3 12.030 897153 50.0
Naphthalene, de... 12.816 40.2 ug/L 720997 3 12.030 897153 50.0
Benzene, 1,2,4,... 12.926 15.2 ug/L 273523 3 12.030 897153 50.0
Benzene, 1,2,3,... 12.969  19.7 ug/L 353175 3 12.030 897153 50.0
Benzene, 1,3-di... 13.146 5.9 ug/L 106577 3 12.030 897153 50.0
3-Phenylbut-1-ene 13.292 32.1 ug/L 576247 3 12.030 897153 50.0
Benzene, (1,1-d... 13.383 10.5 ug/L 189200 3 12.030 897153 50.0
unknown-06 13.420 29.4 ug/L 528396 3 12.030 897153 50.0
unknown-07 13.676 8.8 ug/L 158611 3 12.030 897153 50.0
Azulene 13.780 42.8 ug/L 767164 3 12.030 897153 50.0
Butyric acid, 2... 14.103 7.1 ug/L 127799 3 12.030 897153 50.0
unknown-08 14.158 11.7 ug/L 210692 3 12.030 897153 50.0
1H-Indene, 2,3-... 14.219 21.5 ug/L 386155 3 12.030 897153 50.0
2-tert-Butyltol... 14.322 9.5 ug/L 170423 3 12.030 897153 50.0
2-Hexanone, 5-m... 14.493 27.4 ug/L 491053 3 12.030 897153 50.0
unknown-09 14.792 67.6 ug/L 1212350 3 12.030 897153 50.0
unknown-10 15.176 14.1 ug/L 253331 3 12.030 897153 50.0
2-(4-Methylbenz... 15.249 20.8 ug/L 373958 3 12.030 897153 50.0
Acetic acid, (2... 15.456 11.6 ug/L 207519 3 12.030 897153 50.0
Benzene, (1,1-d... 15.730 20.5 ug/L 367883 3 12.030 897153 50.0
Butyric acid, 2... 16.602 13.4 ug/L 241171 3 12.030 897153 50.0
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