LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 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\SFAMXLM122821WMA.M
Title : VOC Analysis

Signal : TIC: VX@26143.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.368 42 46 52 rVB 117901 130223 15.54% 0.988%
2 1.672 91 96 103 rVB 91867 115327 13.76% 0.875%
3 2.215 181 185 192 rVB3 8664 14434 1.72% 0.109%
4 2.312 195 201 211 rBV 191861 316998 37.82%  2.404%
5 3.446 378 387 397 rvB2 8497 18742  2.24% 0.142%
6 3.617 402 415 422 rBV2 11695 32794 3.91% 0.249%
7 4.306 520 528 537 rVB5S 5699 15996 1.91% 0.121%
8 4.465 540 554 570 rBV2 68362 265374 31.66% 2.013%
9 5.068 641 653 665 rBv 103225 330236 39.40% 2.504%
10 5.391 691 706 717 rBvV2 90909 289552 34.54% 2.196%
11 5.623 735 744 761 rVB7 6753 24534 2.93% 0.186%
12 5.830 768 778 789 rVB6 8410 24842 2.96% 0.188%
13 5.976 789 802 823 rBV2 276086 838253 100.00% 6.357%
14 6.257 842 848 858 rVB5 11448 33610 4.01%  0.255%
15 6.617 899 907 915 rBV3 17728 43240 5.16% ©0.328%
16 6.769 923 932 941 rBV 197494 472044 56.31% 3.580%
17 7.184 994 1000 1009 rVB6 8699 19398 2.31% 0.147%
18 7.312 1012 1021 1028 rBV 169546 375192 44.76%  2.845%
19 7.385 1028 1033 1043 rVB4 33150 79114 9.44% 0.600%
20 7.891 1107 1116 1123 rBV9 4553 18873 2.25% 0.143%
21 7.988 1129 1132 1143 rVB7 8075 19389 2.31% 0.147%
22 8.104 1143 1151 1155 rBVS 10606 23271 2.78% 0.176%
23 8.281 1176 1180 1182 rBV2 13034 19910 2.38% 0.151%
24  8.330 1182 1188 1196 rVB 122764 214271 25.56% 1.625%
25 8.439 1201 1206 1210 rBvV2 14333 22717  2.71% 0.172%
26 8.506 1213 1217 1227 rVB4 11702 22639 2.70% 0.172%
27 8.604 1227 1233 1235 rBV2 14528 23911 2.85% 0.181%
28 8.653 1235 1241 1247 rVB 440543 678530 80.95% 5.146%
29 8.720 1247 1252 1260 rBV 562620 837661 99.93% 6.353%
30 8.915 1278 1284 1286 rBV 33403 49662 5.92% 0.377%
31 8.952 1286 1290 1301 rVB 85034 152611 18.21% 1.157%
32 9.165 1321 1325 1330 rVB2 10747 14296 1.71% 0.108%
33  9.275 1339 1343 1349 rBV2 15536 24383 2.91% 0.185%
34 9.384 1356 1361 1371 rBV 268293 401713 47.92%  3.047%
35 9.500 1376 1380 1387 rVB4 10664 21336  2.55% 0.162%
36 9.567 1387 1391 1395 rVB 13717 17725 2.11% 0.134%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 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\SFAMXLM122821WMA.M
Title : VOC Analysis
37 9.622 1395 1400 1404 rBV3 11168 19801 2.36% 0.150%
38 9.762 1416 1423 1428 rBV5 10607 19884 2.37% 0.151%
39 9.829 1428 1434 1438 rBV4 9610 19807 2.36% 0.150%
40 9.909 1443 1447 1451 rVB3 17385 22866 2.73% 0.173%
41 10.012 1460 1464 1467 rBV 20545 26891 3.21% 0.204%
42 10.055 1467 1471 1477 rVB 409701 523899 62.50% 3.973%
43 10.195 1489 1494 1499 rVB 139809 179472 21.41% 1.361%
44 10.299 1504 1511 1518 rVV 453696 658063 78.50% 4.991%
45 10.360 1518 1521 1532 rVB 81600 114748 13.69% ©0.870%
46 10.457 1532 1537 1541 rBV6 9976 17215 2.05% 0.131%
47 10.591 1552 1559 1563 rVv4 24139 45126 5.38% 0.342%
48 10.646 1563 1568 1582 rVB 179743 259208 30.92% 1.966%
49 10.780 1582 1590 1594 rBv2 44696 71925 8.58% 0.545%
50 10.860 1599 1603 1607 rVV2 34759 60641 7.23% 0.460%
51 10.896 1607 1609 1615 rVB2 22916 27104  3.23% 0.206%
52 10.963 1615 1620 1624 rBV 31736 45816 5.47% 0.347%
53 11.030 1628 1631 1634 rVV2 11953 16459 1.96% 0.125%
54 11.085 1634 1640 1642 rVV4 22223 37009 4.42% 0.281%
55 11.110 1642 1644 1651 rVB4 23355 41034 4.90% 0.311%
56 11.195 1651 1658 1666 rBV 304338 431241 51.45% 3.270%
57 11.305 1672 1676 1684 rBV 58542 78591 9.38% 0.596%
58 11.384 1684 1689 1695 rVV 186811 339466 40.50% 2.574%
59 11.451 1695 1700 1702 rVvV 101364 145301 17.33% 1.102%
60 11.482 1702 1705 1710 rVB 114278 139484 16.64% 1.058%
61 11.616 1722 1727 1734 rVB 86274 122136 14.57% 0.926%
62 11.713 1740 1743 1746 rVV 26185 34291 4.09% 0.260%
63 11.756 1746 1750 1760 rVB 349471 440612 52.56% 3.342%
64 11.890 1769 1772 1777 rVB 24572 32551 3.88% 0.247%
65 11.945 1777 1781 1783 rBV2 24487 34443 4.11% 0.261%
66 11.969 1783 1785 1789 rVB 31836 37195 4.44% 0.282%
67 12.024 1789 1794 1800 rBV 433486 567065 67.65% 4.300%
68 12.091 1800 1805 1810 rBV 115568 158429 18.90% 1.201%
69 12.250 1826 1831 1832 rBV2 65098 82318 9.82% 0.624%
70 12.268 1832 1834 1838 rW 71492 83274 9.93% 0.632%
71 12.323 1838 1843 1850 rVB 587135 776402 92.62% 5.888%
72 12.426 1854 1860 1863 rVV 66174 83260 9.93% 0.631%
73 12.463 1863 1866 1872 rVB 37130 51464 6.14% ©0.390%
74 12.530 1873 1877 1879 rBV 41969 52867 6.31% 0.401%
75 12.555 1879 1881 1886 rVB 42975 46814 5.58% ©0.355%
76 12.615 1887 1891 1894 rBV 59268 67245 8.02% 0.510%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 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\SFAMXLM122821WMA.M
Title : VOC Analysis
77 12.701 1900 1905 1914 rBV4 38040 86452 10.31% 0.656%
78 12.853 1926 1930 1933 rVB2 21698 27340 3.26% 0.207%
79 12.926 1938 1942 1945 rVB 27559 33657 4.02% 0.255%
80 12.963 1945 1948 1955 rVB 58765 81723 9.75% ©0.620%
81 13.030 1955 1959 1960 rBV 12946 16646 1.99% 0.126%
82 13.170 1974 1982 1986 rBV4 30727 51692 6.17% 0.392%
83 13.292 1992 2002 2007 rBV3 88805 161152 19.22% 1.222%
84 13.426 2020 2024 2032 rVB3 25959 41959 5.01% ©0.318%
85 13.506 2032 2037 2040 rBvV2 10115 15492 1.85% 0.117%
86 13.548 2040 2044 2046 rBV 14980 18172 2.17% 0.138%
87 13.585 2046 2050 2056 rBV3 20673 32350 3.86% 0.245%
88 13.664 2061 2063 2069 rVB2 21741 32051 3.82% 0.243%
89 13.780 2077 2082 2089 rVB 64689 91145 10.87% 0.691%
90 13.926 2100 2106 2111 rBV4 15878 29112 3.47% 0.221%
91 14.079 2127 2131 2135 rBV2 15315 18752  2.24% 0.142%
92 14.219 2149 2154 2162 rVB4 20136 41442 4.94% 0.314%
93 14.371 2176 2179 2184 rVB 18248 23601 2.82% 0.179%
94 14.481 2193 2197 2203 rBv4 12017 21735 2.59% 0.165%
95 14.640 2215 2223 2227 rBV 114657 147680 17.62% 1.120%
96 14.780 2242 2246 2251 rVV 57045 72974 8.71% 0.553%
97 15.377 2339 2344 2347 rBV3 13237 18620 2.22% 0.141%
98 15.481 2356 2361 2369 rVB2 22931 38067 4.54% 0.289%
99 15.615 2378 2383 2387 rBV 26083 44424 5.30% 0.337%
100 15.652 2387 2389 2397 rVB3 18498 25569 3.05% 0.194%
Sum of corrected areas: 13186025
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: M5233-01DL 50X
: 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH
17

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\

: VX026143.D
: 29 Dec 2021 16:53

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
5.623 2.60 ug/L 24534  1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 56
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 56
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 36
Abundance Scan 744 (5.623 min): VX026143.D\data.ms (-735) (-) m/z 56.10 100.00%
56.1
43.1
5000
711 L L I L LI L B
H ‘ 850 5.40 5.60 5.80 6.00
\\\’\\\\’\\\\’\\\\’\}\\’\“\‘\’\\\\l\\\\“\\‘\\‘\\\\‘\\\\‘ m/z 43.16 83.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0 /\
5000 mu\wu\w\uwu\wu\
20.0 71.0 5.40 5.60 5.80 6.00
m/z 57.10 59.42%
R . CAT
\\\’\\\\’\\\\’\\\\’\\\\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
A RARESEE e
5.40 5.60 5.80 6.00
m/z 41.10 51.37%
5000 71.0
29.0
SN | OOV A oY
m/z--> 10 20 30 40 50 60 70 80 90 100 /\/\
Abundance #4483: Pentane, 2,3-dimethyl- ‘H““‘W““_““‘H
430 56.0 5.40 5.60 5.80 6.00
m/z 40.00 24.46%
5000
29.0 71.0
15.0 ‘ ‘ | 850 100.0
R B T o AR e RARRMEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 38
R.T. EstConc Area Relative to ISTD R.T.
5.830 2.63 ug/L 24842  1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 80
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 53
Abundance Scan 778 (5.830 min): VX026143.D\data.ms (-768) (-) m/z 43.10 100.00%
43.1
57.2 710
5000
85.2 5.60 5.80 6.00 6.20

‘ ‘ C99.9 .
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\"H\\‘\\H‘\\\\’H\\‘\\H“\\\\’ m/z 41.19 74.694

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

Abundance #4468: Hexane, 3-methyl-

5000 57.0 70.0 HH‘HH‘H/\‘\HW\H
29.0 5.60 5.80 6.00 6.20
m/z 71.00 67.62%
150 M | 850 100.0
\\\‘\\H‘\\‘\\’H}\‘\\H‘\}\\’\‘\\\‘\\H‘i\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0 /mﬁ
R AREARARRY
71.0 5.60 5.80 6.00 6.20
5000 57.0 m/z 57.20 66.78%
29.0
so || |l | 0 100
T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- af\/\u“‘w/\‘u“‘u
43.0 5.60 5.80 6.00 6.20
m/z 70.10 61.62%
5000 290 57.0 71.0
o w0 || o w00 [ A 1)
T T T T e T T e T T T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 Butane, 2-azido-2,3,3-trime... Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
6.257 3.56 ug/L 33610 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-azido-2,3,3-trimethyl- 141 C7H15N3 051677-41-9 64
2 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 59
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53
Abundance Scan 848 (6.257 min): VX026143.D\data.ms (-842) (-) m/z 57.05 100.00%
57.0
5000
‘ | 31 99.0 6.00 6.20 6.40 6.60
H‘HH‘HH‘HHMHH_‘J_‘A_‘kuu_uﬂ_u‘_u‘_uw‘u m/z 56.00  43.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #21876: Butane, 2-azido-2,3,3-trimethyl-
57.0

5000 41.0

6.00 6.20 6.40 6.60
m/z 41.10 41.74%

Lol om0 0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3733: 1-Hexene, 4-methyl-
41.0 57.0 /\
AR

6.00 6.20 6.40 6.60
5000 m/z 43.10 20.78%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14593: Pentane, 2,2,3,4-tetramethyl- A T LY
57.0 6.00 6.20 6.40 6.60

m/z 55.10 16.84%
43.0
5000
29.0
71.0 g5 0

\‘ || 99.0113.0128.0
H_H‘_H‘_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘WH‘WH‘WH‘ H‘w“u“u‘_“w“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.617 4.58 ug/L 43240 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 83
2 Heptane 100 C7H16 000142-82-5 68
3 Heptane 100 C7H16 000142-82-5 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 59
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
Abundance Scan 907 (6.617 min): VX026143.D\data.ms (-899) (-) m/z 43.10 100.00%
5000 57.1 711
100.2 J’(/,\fﬁ“,
‘ ‘ 85.0 ‘ 6.20 6.40 6.60 6.80 7.00
\\\‘\H\‘\\\\‘\\\\‘\\\{}H\\‘i”\\\“\\\\“\‘\\\’\\‘\‘\‘\\\\“\\\\‘ m/z 41.16 69.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
T AM M
57.0
5000 71.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
6.20 6.40 6.60 6.80 7.00
29.0 ‘ 100.0 m/z 57.10 50.96%
\\\‘\H\‘\\\\‘\\\\‘\\\\“\{\\‘\\‘\\‘\\\\‘{\\\’\\\.\‘\\\\‘\\\\‘
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0
e
6.20 6.40 6.60 6.80 7.00
5000 20.0 57.0 710 m/z 71.10 50.28%
100.0
10 180 | || || | 80 |
P e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane AN N N S N NS
43.0 6.20 6.40 6.60 6.80 7.00
m/z 56.00 33.80%
5000 290 57.0 71.0
100.0
15.0 ‘ ‘ ‘
m/z--> 0 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\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.360 10.95 ug/L 114748  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 91
4 Nonane 128 C9H20 000111-84-2 91
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 72

Abundance Scan 1521 (10.360 min): VX026143.D\data.ms (-1518) (- m/z 43.10 100.00%

43.1
57.1
5000
85.0 M
71.0 :
H H H | 990 128.1 10.00 1050
H‘\H\‘\\H‘HH‘\H\‘\\H‘HH“\H\‘\H\‘\HU‘\\H’HH‘\HM\\H mz 57 19 8147/
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
57.0
5000
29.0 10.00 10.50
71,0 85.0 m/z 41.10 53.09%
128.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14522: Nonane
43.0
57.0
4 5
10.00 10.50
5000 m/z 85.05 32.71%
29.0 710 %0
| | 930 1280
R LA s L TR R R e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 J\
Abundance #14520: Nonane ‘JM gLl N A
43.0 10.00 10.50
57.0 m/z 71.05 21.98%
5000
29,0 710 85.0 J\
99.0
150 |l b3S 1280 b\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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: Cyclic1@.592 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.592 4.31 ug/L 45126  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 58
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 58
3 1-Ethyl-3-methylcyclohexane (c,t) 126 CO9H18 003728-55-0 58
4 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 53
5 4-Octen-3-one 126 C8H140 014129-48-7 52

Abundance Scan 1559 (10.591 min): VX026143.D\data.ms (-1552) (-  m/z 97.05 100.00%
P

.0
55.1
5000
39, 126.1 ‘AW :
M 7?.2 | ‘ 10.50
R e NN“w“‘ulh““‘,;“‘,“ m/z 55.10  81.01%
miz--> 20 40 60 80 100 120 140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
55.0 97.0
5000 S :
10.50
126.0 m/z 41.85  44.30%
39‘0 ‘ 81.0 ‘ ‘
\\\‘\m\\‘i“\\\‘!‘\M‘\\’\\\\"\\‘\\’\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
T T
10.50
5000 m/Z 57.05 29.95%
126.0
390 ‘ 81.0 ‘
S “;”‘ S S R S A
miz--> 20 40 60 80 100 120 140
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) LA
55.0 97.0 10.50
' m/z 43.10 28.46%
5000
126.0
w | me ]
280 1 M gl e
m/z--> 20 40 60 80 100 120 140 10.50

SFAMXLM122821WMA.M Mon Jan 03 04:16:25 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.781 6.86 ug/L 71925 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 46
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 46
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 46
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 46
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 41
Abundance Scan 1590 (10.780 min): VX026143.D\data.ms (-1582) (-~ m/z 57.10 100.00%
57.1
41.1
5000 81.0 M
I
oo 2t 10.50 11.00
N ;“ L ‘\Wr‘ i 421 sz 41,10 70.45%
miz-> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
5000 41,0 e —T
10.50 11.00
m/z 43.10 61.32%
113.0
T 15.0 T \‘i‘{ T \“\“ T \‘M T ‘8?.\0\ T ‘ L 1‘\ ‘ T \]\.4"2\.0\\
miz-> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl-
57.0
== —
10.50 11.00
5000 m/z 71.10 59.41%
41,0
112.0
85.0
aso il Lo B0 T im0
m/z--> 20 40 60 80 100 120 140
Abundance #22104: Octane, 2,6-dimethyl- O P
57.0 10.50 11.00
m/z 67.10 57.63%
5000
41,0
113.0
85.0
250 M 1320 AYS o
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 Cyclohexanone, 2,3-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.860 5.79 ug/L 60641 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 87
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 64
4 3,7-Decadiene, 2,9-dimethyl- 166 C12H22 074630-13-0 59
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 53

Abundance Scan 1603 (10.860 min): VX026143.D\data.ms (-1599) (- m/z 83.10 100.00%

83.1
55.1
41.1
5000
69.0 126.2 L M
AT e T e e
H‘HH‘\H\‘\H\‘\‘H\‘H\‘H\‘H\H‘H\‘\‘i\\H‘H‘}\‘HH“‘HH‘\H‘\‘\H m/z 55.19 77.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
41.0 83.0
5000 — —
126.0 10.50 11.00
69,0 98.0 m/z 41.10 61.66%
H‘HH‘\H\‘\H\‘\‘H\“\M!‘\‘H\H“HH"\lH‘\‘\\‘!‘\HH‘HH‘\H‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
e —
10.50 11.00
5000 41.0 m/Z 82.10 58.00%
27.0 126.0
69.0
H_‘H_HH_H“;UH““Hu‘Hﬁ;HH,‘lH‘?Z(?wwwuw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13203: Cyclohexane, propyl- “kaﬂ”w =
83.0 10.50 11.00
55.0 o
m/z 67.10 36.06%
5000 41.0
27.0 GRO 126.0
SRS | T Vo N S W /] e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.896 2.59 ug/L 27104  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 78
2 Heptane, 4-propyl- 142 C10H22 003178-29-8 59
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 47
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 40
Abundance Scan 1609 (10.896 min): VX026143.D\data.ms (-1607) (- m/z 57.10 100.00%
57.1
= =
39 ‘ 10.50 11.00
S clred L1401 /7 43.10  60.25%
miz--> 20 40 60 80 100 120 140 160
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
5000 — —
10.50 11.00
98.0 m/z 98.10 40.05%
29.0 ‘ ‘
\‘\‘\‘\\“‘\\\‘!“\\H‘\?\g‘.q\\\\"\\\\‘\\\\‘\'\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22086: Heptane, 4-propyl-
57.0
A,
10.50 11.00
5000 m/z 41.10 32.49%
98.0
39
| 7o | 1150 1420
L o e A
m/z--> 20 40 60 80 100 120 140 160
Abundance #45497: Undecane, 6-methyl- T 7
57.0 10.50 11.00
m/z 69.10 18.16%
5000
29.0 98.0
1 ‘\‘ I .80 | 126.0 152.0170.0
B e e e A 7 o
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.085 3.26 ug/L 37009 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 80
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
3 Nonane, 4-methyl- 142 C1eH22 017301-94-9 64
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 53
5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 53

Abundance Scan 1640 (11.085 min): VX026143.D\data.ms (-1634) (- m/z 57.10 100.00%
5

7.1
5000 ah
98.1 s ‘
\\\‘\\\\“i\‘\‘\‘“\\‘\\‘.\\\\‘\\”\‘\‘\‘\\\“\\\ m/Z 43.10 58.84%
m/z--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
5000 ‘11\00‘ \
41,0 :
98.0 m/z 70.05 47.26%
26.b7.0113.0142.0
m/z--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
N \
11.00
5000 ITI/Z 71.10 39.55%
41.0
98.0
Zﬁ‘wb ul M\ 7\ 0 | ‘\ 113.0 142.0
e
m/z--> 20 40 60 80 100 120 140 \JxMANVL\/JWJ«&A
Abundance #22082: Nonane, 4-methyl- N B A A e
57.0 11.00
m/z 41.10 37.68%
5000
4100 98.0
it O R
m/z--> 20 40 60 80 100 120 140 11.00

SFAMXLM122821WMA.M Mon Jan 03 04:16:27 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.110 3.62 ug/L 41034 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 47
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 47
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 43
4 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 38
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 35
Abundance Scan 1644 (11.110 min): VX026143.D\data.ms (-1642) (- 43.10 100.00%
43.1
5000
85.1
127.2142 3 11 00 11 50

SN m”w w“‘: LA ‘WO‘S‘ A R R 57.10  70.93%
m/z--> 20 40 60 80 100 120 140
Abundance #4479: Pentane, 2,4-dimethyl-

43.0
5000
85.0 11.00 11550
27.0 41.10 70.06%

[ o om0
LI ‘ L ‘ T ‘ L ‘ L ‘ L ‘ L ‘ L
mi/z--> 20 40 60 80 100 120 140
Abundance #4480: Pentane, 2,4-dimethyl-
43.0

11 00 11 50
5000 56.10  39.78%
85.0
27.0
1l sBo 100.0
S e e e e B
miz--> 20 40 60 80 100 120 140
Abundance #14598: Pentane, 2,2,3,4-tetramethyl-

57.0 11 00 11 50

m/z 85.10  29.02%

5000
41.0
‘ 85.0
o, s b L

m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMXLM122821WMA.M Mon Jan 03 04:16:28 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 13 Benzene, propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.305 6.93 ug/L 78591 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 80
4 Benzene, propyl- 120 C9H12 000103-65-1 76
5 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 64
Abundance Scan 1676 (11.305 min): VX026143.D\data.ms (-1672) (- m/z 91.05 100.00%
91.0
5000
120.1
39.1 11.00 11.50
etk b b e e e 2O m/z 120010 21.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 — AM I
11.00 11.50
120.0 m/z 64.95 10.61%
]
PR PR R |
\H‘HH‘\H\’\\H‘HH‘H\\‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl-
91.0 A
A AUV
11.00 11.50
5000 ITI/Z 92.10 9.60%
120.0
39.0 |
PR PR N Y |
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #10699: Benzene, propyl- “ ‘A‘ e
91.0 11.00 11.50
m/z 39.10 6.44%
5000
120.0
39.0 a
| L 1l Il I
T T T e — —=
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50

SFAMXLM122821WMA.M Mon Jan 03 04:16:28 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 14 Benzene, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.384  29.93 ug/L 339466 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 1689 (11.384 min): VX026143.D\data.ms (-1684) (-~ m/z 105.10 100.00%

105.1
5000
120.1

390 oy 77.0 | 11.00 11.50
e 82180100 10 31.18%
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

g

5000 R R
120.0 11.00 11.50

m/z 91.00 13.54%

39.0
T \1\8‘0\ \ T “ T \5\9‘ (‘)\‘ T f‘ ‘[ T ‘} T ‘ H‘\ T ‘\““ L ’ T
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

11.00 11.50
5000 ITI z 76.95 12.60%
120.0
39.0 77.0
““‘V“MH‘WS%Q“JM“M“H“‘uw““,“
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 11.00 11.50

m/z 106.10 8.96%

5000
120.0
150 390 se0 0 A ‘f\

m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMXLM122821WMA.M Mon Jan 03 04:16:29 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.616 10.77 ug/L 122136 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1727 (11.616 min): VX026143.D\data.ms (-1722) (- m/z 105.10 100.00%

105.1
5000
120.1

39.0 77.0 11.50 12.00
T T \“‘\ \“1 \6‘2\9\ T \m‘“\ \“\‘ ft "H\ it “\ T \1\4’0.\3\ m/Z 120.10 31.89%
m/z--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
c000 AM M ﬂ
11.50 12.00
120.0
. 770 ‘ m/z 77.05 13.23%
51.
\\\‘2\7\0\\“\\“\\“\‘\\\m‘\\‘\\"\‘\\‘\“\\\\’\\
mi/z--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
11.50 12.00
5000 m/z 91.05 12.98%
120.
79.0 0.0
390 830 | |
i e L e
m/z--> 20 40 60 80 100 120 140
Abundance #10694: Mesitylene
105.0 11.50 12.00

m/z 103.10 9.66%

120.0
5000
77.0
39.0
150 7 590 ) /\ A ‘

m/z--> 20 40 60 80 100 120 140 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 Oxirane, 2-methyl-2-phenyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.

11.890 2.87 ug/L 32551 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 64
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 64
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 64
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 59
5 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 59

Abundance Scan 1772 (11.890 min): VX026143.D\data.ms (-1769) (- m/z 105.05 100.00%
5.

105.1
5000
57.1
411 | ‘77"0 134.1 11.50 12.00
el N‘NMJ“M‘M‘N‘uqu‘M“ - m/z 57.10 17.78%
miz--> 20 40 60 80 100 120 140
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
5000 = s
11.50 12.00
77.0 m/z 77.00 16.28%
51.0 | 134.0
LI ‘2\7‘\.0\ T “ T \“\ T ‘ ‘\‘ T \“‘ T ‘\ T ‘ ‘}‘\ T ‘ T \‘\ ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #17622: Benzeneacetaldehyde, .alpha.-methyl-
105.0
11.50 12.00
5000 m/z 71.00  14.13%
77.0
51.0 134.0
Lme me LB
miz--> 20 40 60 80 100 120 140
undance #17624: Benzeneacetaldehyde, .alpha.-methyl- ; T T
Abund Idehyde, .alph hyl : :
105.0 11.50 12.00
m/z 79.05 11.58%
5000
510 77.0 134.0
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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: Cyclic11.945 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.945 3.04 ug/L 34443 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 80
2 Cyclohexane, (2-methylpropyl)- 140 C1eH20 001678-98-4 68
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 64
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 64
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 64

Abundance Scan 1781 (11.945 min): VX026143.D\data.ms (-1777) (- m/z 55.10 100.00%

561 83l ' '
5000
P
- K
\\\‘\\\\ \‘\‘\ \‘\\“H'um\u“\‘\“\‘\‘\\\\‘\\\\‘\ m/Z 83.10 99.38%
miz--> 80 100 120 140
Abundance #13292. Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0
83.0
5000 T
12.00
270 ‘ 111.0 m/z 82.10 67.80%
\\\‘\H\\‘i‘\\\““\‘\\“1\\\‘\\\\‘\\\\‘\\\\\
miz--> 40 60 80 100 120 140
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
LN W "
P e,
12.00
5000 m/z 41.10 65.70%
27.0
TP
""“"M"NJ"w“pl“u“““““}““
miz--> 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl- T
55.0 83.0 12.00
m/z 67.10 45.43%
5000
29.0 140.0
W\;\H\,‘wwlw\M“‘m‘l‘u-P_w\_m ‘ -
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 18 Benzene, 1-methyl-3-(1-meth... Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
11.969 3.28 ug/L 37195 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

2 p-Cymene 134 C10H14 000099-87-6 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 90
4 o-Cymene 134 CleH14 000527-84-4 90
5 o-Cymene 134 C1oH14 000527-84-4 90

Abundance Scan 1785 (11.969 min): VX026143.D\data.ms (-1783) (- m/z 119.05 100.00%
119.

0.1
5000 M
91.0 Sl i
390 651 ‘ | | ess 12.00
\\\‘\\\\““\\H\ \h“\“\\‘\‘“‘\\‘\H\“‘U\\‘\‘\\\‘\“\”\\‘ m/Z 134.00 29.34%
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 /\Aﬂ i AJ
12.00
91.0 m/z 91.05 22.88%
\1\5\.9 T ‘\1%\0\ by \”‘6?.\0\ \‘”‘ T ‘i‘ T e ‘\‘ l T 1460 T
miz--> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
12.00
5000 ITI/Z 117.05 15.12%
91.0
39.0 65.0 ‘
‘¥%?“"H‘HMHNJH‘M‘uw“W“dl‘}wgg“‘
miz-> 20 40 60 80 100 120 140 A
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- .
119.0 12.00
m/z 120.05 12.88%
5000
39.0 90
- 65.0 4 ﬂ
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 19 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.091 13.97 ug/L 158429 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1805 (12.091 min): VX026143.D\data.ms (-1800) (- m/z 105.10 100.00%

105.1
5000 120.1
390 63.0 77.0 91.0 12.00
H,HH,H‘WH‘ﬁm‘qhuwwh‘_HW_‘wﬂ‘u_hh‘mmbu‘w‘ m/z 120.10  40.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 /\‘ T /‘\ i \
120.0 12.00
770 m/z 77.00 13.16%
\\’]\_\5\.(\)’\H“\’\\3\3‘.‘\0\HN“\HG‘%\.‘(\)\‘H\M‘“H\g\:‘l‘-\.?\\‘\‘\1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
12.00
5000 120.0 m/z 91.05 10.12%
77.0
51.0 91.0
e 2 B0l
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 8.90%
120.0
5000
77.0 91.0
150 380°0640 | 7 |
P e e e e e e et e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 (Z)-1-Phenylpropene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.250 7.26 ug/L 82318 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 89
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 86
3 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 78
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 78
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 70
Abundance Scan 1831 (12.250 min): VX026143.D\data.ms (-1826) (- m/z 117.05 100.00%
117.1
5000 ﬂuwﬂ\
91.0 134.1 K WAV e
37-1 63.0 ‘ ‘ 12.00 12.50
rvernrereepe bbb e bl e myz 105.10 62.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10185: (Z)-1-Phenylpropene
11v.0
5000
91.0 12.00 12.50
510 m/z 119.10 51.32%
H‘\\\\‘%\7\‘()\\\\“\\HHH\M}HH‘\M\‘HH"\\HH‘\H‘HH‘HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0 M
L L UL
12.00 12.50
m/z 118.10  50.94%
5000 910 /
39.0 63.0
O O OO O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #10211: 7-Methylenecycloocta-1,3,5-triene I ‘/\‘/\‘ i f)\/\“}‘k
117.0 12.00 1250
m/z 114.95 41.20%
5000
39.0
,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

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

Peak Number 21 Benzene, 1-methyl-3-propyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.268 7.34 ug/L 83274  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 86
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 86
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 86

Abundance Scan 1834 (12.268 min): VX026143.D\data.ms (-1832) (-
105.1

m/z 105.10 100.00%

5000
134.1 200 2’50
12. 12.5
90 550 [Tt | :
\\\\‘\\\\‘\\\\‘\‘\\\‘\\‘\\‘\‘\\\‘\\\‘\‘\ m/2134.05 18.664
m/z--> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000 /\Aﬂ : AA ‘ A
12.00 12.50
134.0 m/z 106.10  12.91%
39.0 77.0
\\\\‘\‘\\\“‘\\5\‘5\.()‘\‘\\\““\\H\‘H\\‘\“\\\‘\‘\
m/z--> 20 40 60 80 100 120 140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0 f\ )\
: VNI
12.00 12.50
5000 ITIZ 77.10 8.91%
134.0
77.0
as0 80 e20 (T L
m/z--> 20 40 60 80 100 120 140
Abundance #17054: Benzene, 1-methyl-4-propyl-
105.0 1200 1250
m/z 79.00 7.29%
5000
134.0
27.0 51.0 77.0
‘;2"9“1‘”“”‘““““”““‘“H“;“H‘Hm“
m/z--> 20 40 60 80 100 120 140 1200 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.427 7.34 ug/L 83260 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Tetradecane 198 C14H30 000629-59-4 86
3 Undecane 156 C11H24 001120-21-4 83
4 Decane, 2-methyl- 156 C11H24 006975-98-0 80
5 Undecane 156 C11H24 001120-21-4 76

Abundance Scan 1860 (12.426 min): VX026143.D\data.ms (-1854) (- m/z 57.10 100.00%
57.1

5000
85.1
—
12.50
112.1 156.1
m_"‘H:m“_w“m,wlum‘”_m"1“3737'3”3_”””_ m/z 43.10 91.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 T T
85.0 12.50
20.0 m/z 41.10 53.14%
L f mso 1500
Il Tl iy in | L
\\\‘\\\\‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
——
12.50
5000 ITI/Z 71.10 52.43%
85.0
29.0
— ‘M“ Ml ol 4 HE0 1410 1600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane 1
57.0 12.50
m/z 85.10 30.15%
5000
85.0
29.0
“ \‘ H\ \‘ | \11\3'0 15\6'0
R L e e RN —=L
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\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 Benzene, 1-methyl-4-propyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.463 4.54 ug/L 51464 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 93
2 Oxirane, 2-methyl-2-phenyl- 134 CSH1e0 002085-88-3 90
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 90
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90

Abundance Scan 1866 (12.463 min): VX026143.D\data.ms (-1863) (- m/z 105.10 100.00%

106.1
5000
134.0

77.1
510 Ll ‘ 250 g
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\‘\‘\“\\‘\\‘\\‘\\‘\\ m/z 134.06 19.51%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 MA /L[\ T \/\J\\
12.50
134.0 m/z 77.10 12.76%
77.0
270 Il 5170 M ‘ ‘\‘ Ly L
H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
1250
77.0
S oA | T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 1250

m/z 106.10 8.64%

5000
134.0
77.0
150 390 620 0 A

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 24 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.530 4.66 ug/L 52867 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 p-Cymene 134 C10H14 000099-87-6 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94

Abundance Scan 1877 (12.530 min): VX026143.D\data.ms (-1873) (- m/z 119.10 100.00%

119.1
5000
134.1
91.1
300 651 | ‘ 1ol 12.50
H‘HH‘\H\‘\H\H\H\i‘\‘\\\‘\\‘\\‘HH‘HH‘H\\‘\\H‘HH‘HH‘H‘H’\H m/z 134.05 29.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /J\ i ‘/\‘“/\‘ 1
12.50
91.0 134.0 m/z 91.10 17.50%
39.0 65.0 ‘ ‘
\\‘]-\\5\9\\\‘\‘\\\\“‘\H\i‘\‘\\\‘\\H‘H\‘U‘HH‘H\\‘\H‘H‘H‘\‘\l\\\\‘\\‘\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
T
12.50
5000 ITI/Z 105.10 14.44%
91.0 134.0
390 650 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene P AN
119.0 12.50
m/z 120.10 10.83%
5000
91.0 134.0
41.0 65.0
SRS N TSy OO PRSSSPARYY S N LY Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 25 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
12.555 4.13 ug/L 46814 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 86
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 86
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 86
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 86
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 86

Abundance Scan 1881 (12.555 min): VX026143.D\data.ms (-1879) (- m/z 119.10 100.00%
119.1
5000
551 749 911 12.50
380 NI AS T ] 18701542 o ia) 65 13.28%
miz--> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 2 /\[\ A J\ ‘
12.50
m/z 120.05 12.84%
91.0
\J-\S\.O‘ T ‘\ \3)\9".‘(\) T ‘\ \‘6?.\()\ \‘H‘ T \‘\ T “1‘\ \‘\‘L T J' L 1
miz--> 20 40 60 80 100 120 140
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl-
119.0
.Y SVPY
12.50
5000 m/z 91.10 9.32%
39.0 91.0
65.0
""‘M“M‘wb"N"W\“L“N‘HHL‘;‘ﬁp““
m/z--> 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl- r— ‘
119.0 12.50
m/z 97.00 8.06%
5000
91.0
150 390 650 | | . 136
L B s A Ea p P
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 o-Cymene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.616 5.93 ug/L 67245 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 97
4 p-Cymene 134 C10H14 000099-87-6 97
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
Abundance Scan 1891 (12.615 min): VX026143.D\data.ms (-1887) (-~ m/z 119.10 100.00%
119.1
5000
134.0
39.1 65.0 9]‘"0 12.50 13.00
el el Lz 134000 30.12%
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0
5000 = /\AAJ\
12.50 13.00
91.0 134.0 m/z 91.05  15.87%
NI R R
| [IFTIN mn W I Ll I
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
r —
12.50 13.00
5000 m/z 120.10 11.18%
134.0
390 91.0
15‘.0 | ‘ 65.0 | ‘ d
Lol m . I | I
e e e e e
miz--> 20 40 60 80 100 120 140 /\ /\ /\]\ M
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- V.ULIAVa e
119.0 12.50 13.00
m/z 117.10 9.73%
5000
134.0
91.0 ‘
41.0 65.0
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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, (2-methyl-1-propen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.701 7.62 ug/L 86452 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
4 Indan, 1-methyl- 132 C10H12 000767-58-8 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
Abundance Scan 1905 (12.701 min): VX026143.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000 M\ ’J
et N o
91.0
39.1 63.0 1‘30 12.50 13.00
S A I S A o 33201803 11510 32.48%
m/z--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
11v.0
5000 —rt e
91.0 12.50 13.00
m/z 132.00 26.21%
39.0 65.0 1:73.0
\]_\5\“ \‘\ T \“‘\ \“\“\“H‘\ T \H‘ T \‘} T ““\ T “‘ T U\‘\ ‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
ap e VLA e,
12.50 13.00
5000 m/z 91.00 14.43%
91.0
51.0 ‘ 1#3.0
— ‘2‘7“-0‘“‘ ol “1‘ ‘7‘5%‘) el w“‘ I
m/z--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane o T
117.0 12.50 13.00
m/z 118.10 10.07%
5000
91.0
51.0 ‘ 133.0
1 N R TN | N A |1 WSV N
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMXLM122821WMA.M Mon Jan 03 04:16:36 2022

Page:

30



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
: VXe26143.D
: 29 Dec 2021 16:53

JC/MD

: M5233-01DL 50X
: 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 17  Sample Multiplier:

1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 28 Benzene, 1,2,4,5-tetramethyl-

12.926

Hit# of 5

2.97 ug/L

EstConc Area

33657

Tentative ID

Concentration Rank 34

Relative to ISTD R.T.

1,4-Dichlorobenzene-d4

12.024

1 Benzene,
2 Benzene,
3 p-Cymene
4 o-Cymene
5 Benzene,

-tetramethyl-
-tetramethyl-

[N
M
NN
.
w b
-
vl n

2-ethyl-1,4-dimethyl-

134

C10H14
CleH14
C10H14
C10H14
C10H14

Abundance Scan 1942 (12.926 min): VX026143.D\data.ms (-1938) (-
119.1

000095-93-2 94
000527-53-7 94
000099-87-6 93
000527-84-4 93
001758-88-9 91

m/z 119.10 100.00%

5000
——
391  65.0 91“0 135.1 13.00
et W I myz 134,00 46.93%
m/z--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 J\ /\ J\ Tt
13.00
m/z 91.05 13.10%
39.0 65.0 91.0 135.0
\1\5\.0‘\‘\ T \“.‘\ \‘\‘\ “\“.\ T \““ T T “i‘\ \‘iw T \?‘\.‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
—
13.00
5000 ITI/Z 120.10 9.49%
91.0
4%0 \6%0 Ly ‘ W L 1$o
I e B T B A e
m/z--> 20 40 60 80 100 120 140 /\AA WK A
Abundance #16995: p-Cymene B e /
119.0 13.00
m/z 77.10 8.84%
5000
91.0
410 650 | 1350
L 1 L mn n i LL L
R R B R e R S R ——
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.963 7.21 ug/L 81723 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 1948 (12.963 min): VX026143.D\data.ms (-1945) (- m/z 119.05 100.00%
119.1
5000 134.0
91.0 T
391 50 13.00
bl e Ll myz 134,00 42.08%
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0 \ AJ\ .
13.00
m/z 91.05 17.20%
39.0 65.0 91.0
\J-\E‘)\.()‘ T ‘\ T \“‘\ \““\ “i‘.\ T \‘H‘ T \‘\ T ‘W\ \w‘l T \M\ ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
—
13.00
5000 134.0 m/z 133.05 9.24%
390 91.0
: 65.0
\1\5\'0‘\‘\ \ \“‘\ it \““ \ \‘1 e \M — \“\ i
m/z--> 20 40 60 80 100 120 140 /W\
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth o ——
119.0 13.00
m/z 120.05 9.22%
5000 134.0
410 91.0 ﬂA JK
’ 65.0
‘“‘2@9‘NJ‘NW“W“‘““‘M“W“HW‘ ‘L““ /\AA ﬂKMA ‘AA
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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-methyl-1-propen... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.170 4.56 ug/L 51692 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 83
4 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 81
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 80

Abundance Scan 1982 (13.170 min): VX026143.D\data.ms (-1974) (- m/z 117.05 100.00%
117.1

5000
910 A e, INNDSS
51.0 ‘ | ‘ 1480 13.00 13.50
S YU T ‘J““““‘Nw“‘u]‘ m/z 132.00 47.77%
miz--> 20 40 60 100 120 140
Abundance #16172: Benzene, (1rneﬂwll;ropenyb (E)-
17.0
5000 ey f\ v
13.00 13.50
91.0 m/z 115.00  33.03%
1#3.0
T ‘2\7‘\.(\)\“ T \“1“\ “H \7\5\R T T “‘1‘\ \‘“‘ \‘U‘\‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 W
N — —
13.00 13.50
5000 m/z 131.05 22.00%

39.0 l.
L I %#?-0

miz—-> 2 40 60 80 160 120 140 N M/\\ M M
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- pbreegal A A
117.0 13.00 13.50
m/z 105.05 17.45%

5000
91.0
27 0 51.0 #3 0
\‘H L \‘H I i | “ \U /”/\/\/

m/z--> 20 40 80 100 120 140 13 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH
ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 31 2,4-Dimethylstyrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.292 14.21 ug/L 161152 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 83
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 55
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 55
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 55

Abundance Scan 2002 (13.292 min): VX026143.D\data.ms (-1992) (-
11p7.1

m/z 117.10 100.00%

5000
134.1
91.0
390 650 ‘ | 13.00 13.50
\\\’\\\\“i‘\\“\‘“\”“H“\\N““\\‘V\‘W\\H“\‘\H‘\“\‘\\\\ m/Z 119.10 96.47%
miz--> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 T T T T T
91.0 13.00 13.50
30 o m/z 134.05  34.10%
15.0 ‘ ‘ | H ‘ ‘ 1:+3.o
T \‘\ ’ \‘\ T \‘i‘\ \‘U \“‘! T \H‘\H‘ T \‘} T ‘M\ T \M‘ \‘U‘\‘\ ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0 J\
L VY A
13.00 13.50
5000 m/z 132.05  33.24%
91.0
51.0 ‘
133.0
miz-> 20 40 60 80 100 120 140 /\
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- A Loy | p“@/\
117.0 13.00 13.50
m/z 115.10 31.31%
5000
91.0
Cme m0 e o gl UL
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

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

Peak Number 32 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.426 3.70 ug/L 41959 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 86
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 70
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 62
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 62
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 53

Abundance Scan 2024 (13.426 min): VX026143.D\data.ms (-2020) (-

m/z 104.05 100.00%

104.1
5000 132.0
Morrdid\ o Lo
13.50
m/z 132.00 43.93%
miz--> 20 40 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
/\ f\/\/\/\ r
5000 T T T T T
132.0 13.50
m/z 91.00 43.27%
51.0 78.0
28.0 ‘ ‘
\\\\‘\“\\"\\“ ‘\\\H‘\“\\‘\\‘M\\1“\‘1“\‘\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
C
13.50
5000 132.0 m/z 115.00  30.74%
51.0 78.0
S Y OO S
miz--> 20 60 80 100 120 140 160 WM
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro- R
104.0 13.50
m/z 119.10 25.19%
132.0
5000
270 910 780
“‘\““w“m‘q ““Hw“M M‘HMN‘\\\\‘\\\ Sl
m/z--> 20 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 unknown-01 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.

13.585 2.85 ug/L 32350 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 49
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 49
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 49
4 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H1l6 004920-99-4 49
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 43

Abundance Scan 2050 (13.585 min): VX026143.D\data.ms (-2046) (- m/z 133.00 100.00%

133.0
L
91.0 e
39.0 ‘ 13.50
63.1 160.0 '
T T \“‘\ \HM “\M\ ‘1”\“”‘ e ‘HH-:\L T \‘1\‘\ T i T \1\8“1\\7\ m/Z 131.00 54.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000 j\[L\’jL\J\ — \/"\\/\\J\/\f
105.0 13.50
m/z 148.05 33.58%
77.0 ‘
\:I-\S\.‘O\‘\‘\L\l%l‘-‘.\()\‘\\“i‘\HM‘H \\“\‘\ \‘i“i\\‘\‘\‘\\‘\ L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26355: Benzene, pentamethyl-
138.0 A A A
GRS g
13.50
5000 m/z 115.05 25.80%
91.0
39.0 .
150 30, 880 LA b
m/z--> 20 40 60 80 100 120 140 160 180 AAAJ\VwVNAA«f
Abundance #26394: Benzene, 1-ethyl-4-(1-methylethyl)- R
133.0 13.50
m/z 146.00 23.79%
105.0
5000
77.0 A M
51.0 ‘ A
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 34 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.664 2.83 ug/L 32051 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 83
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 74
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 74
Abundance Scan 2063 (13.664 min): VX026143.D\data.ms (-2061) (-  m/z 131.05 100.00%
131.1
- M”M A
115.0 «\ MJL\\
91.0 146.1 AN A L VA
390 045 ‘ I ‘ 13.50 14.00
\‘\\\\““\\“N\“‘\‘”\W‘\“‘\\‘}\“‘\H\\!“‘\“l‘!\‘\}\\ m/Z 115.00 25.96%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 ; M
13.50 14.00
o 146.0 m/z 146.10  20.68%
39.0 64.0 91.0 . ‘
\2‘4\'9\\“‘\\“\‘\‘W.\‘\\“\\\\“\‘\\H‘\‘U‘!\‘\“\\\
miz--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 /\
A A P
13.50 14.00
5000 m/z 91.05 18.46%
91.0 146.0
’ 115.0
39.0 640 ‘ |
el \“H A T M T \‘HH L
m/z--> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- —— —
131.0 13.50 14.00
m/z 133.00 13.61%
5000
910 146.0
24.0 ‘ by | . ‘U‘ \‘M r ;\\ VAT a ‘/L

m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 35 Azulene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.780 8.04 ug/L 91145 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Azulene 128 C10HS8 000275-51-4 91
4 Azulene 128 C10HS8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91

Abundance Scan 2082 (13.780 min): VX026143.D\data.ms (-2077) (-
1

128
5000
51.0 74.0 102.0
e Tl 1453
m/z--> 20 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000
51\'0 i 720 1080 \H
\\\\‘\\\\‘\\‘\\‘\\\H{“‘\\\\[‘\\\\‘\\\‘\\\
m/z--> 20 60 80 100 120 140
Abundance #13679: Azulene
128.0
5000
51.0 102.0
oSl el
m/z--> 20 60 80 100 120 140
Abundance #13681: Azulene
128.0
5000
51.0 102.0
280 | 75.0 | |
\\\\‘\‘1.\\“‘\\‘1\“H\\H““\\\\“‘\\\\‘\H\\‘\\\
m/z--> 20 60 80 100 120 140

SFAMXLM122821WMA.M Mon Jan 03 04:16:40 2022

m/z 128.05 100.00%

13.50 14.00
m/z 127.10  11.63%

A n W//\‘ At S
13.50 14.00
m/z 129.00 9.00%

oA

13.50 14.00
m/z 102.60  8.80%
/\ﬂ/\‘MA PP
13.50 14.00
m/z 51.60  8.02%
13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 Benzene, (1-methyl-1-butenyl)- Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
13.926 2.57 ug/L 29112 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 60
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 58
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 53
4 2-Propenal, 2-methyl-3-phenyl- 146 C10H100 000101-39-3 50

5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 50

Abundance Scan 2106 (13.926 min): VX026143.D\data.ms (-2100) (- m/z 131.05 100.00%
131.1

o MNJJLM
Pl
14.00
m/z 117.10 71.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25012: Benzene, (1-methyl-1-butenyl)-
131.0
5000 91.0 \ —
14.00
390 650 m/z 145.05 57.66%
\\\‘ \‘\‘\ \‘i‘\ \“f“\ “M‘f \H‘JL‘ \‘\‘1 T ‘d}‘]TO\. \‘ \‘\ T ’ L ‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 NJNM
pon e
14.00
5000 ITI/Z 115.10 45.53%
105.0
A e L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)- —
131.0 14.00
m/z 146.05 43.60%
91.0
5000
51.0
T |
S N | V[l
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.219 3.65 ug/L 41442  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 81
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 76
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 68
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 68
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 68
Abundance Scan 2154 (14.219 min): VX026143.D\data.ms (-2149) (- m/z 131.05 100.00%
131.1
- /V\J\/\\
51.1 72 ° “O M 160.2 14.00 14.50
S MR - S YO el msz 132,95 26.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000 AT W{\/\W
14.00 14.50
51.0 m/z 146.20  25.36%
27.0 ‘ #’ J‘
I T \‘\‘\ \“i‘\ M\ “‘1“7ﬁ‘1 “ b “‘\’1\1\ \J‘(‘)\‘H! ™7 \“\ L
miz--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 /\ m
Vs [l g,
14.00 14.50
5000 m/z 115.05 22.55%
39.0 910
0 630 ‘
o LS0 mao | wso
m/z--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- Al A
131.0 14.00 14.50
m/z 129.00 18.99%
5000
91.0
so Ll
““""“‘M“W"Jq‘ul“w“w“ml“Jh“,“‘ A e ‘Awﬁ“&
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH
ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 38 Naphthalene, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.640 13.02 ug/L 147680 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94

Abundance Scan 2223 (14.640 min): VX026143.D\data.ms (-2215) (-

m/z 142.05 100.00%

142.1
5000
1151
b e
391 630 890 | 207 2 14.50 15.00
b bl S m/z 141,05 88.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 —— ——
115.0 14.50 15.00
m/z 115.10 34.99%
0 939, 890 I
L 1L | 1 L ik n
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
P e
14.50 15.00
5000 ITI/Z 139.05 11.91%
115.0
500 10 920 | |
P e eSS e
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ
Abundance #22142: Naphthalene, 1-methyl- — e
142.0 14.50 15.00
m/z 143.00 11.29%
5000 115.0
63.0
‘H?g"(‘)ﬂh““‘m“mf%-‘qwM,‘MHHWmwm,‘m R /\W o
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.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 Naphthalene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.780 6.43 ug/L 72974  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94

Abundance Scan 2246 (14.780 min): VX026143.D\data.ms (-2242) (- m/z 142.00 100.00%

142.0
5000
115.0
63.1 14 50 15 00
39.1 89.1
e S 1740 es 88 77%
miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000
115.0 14 50 15 00
m/z 115.00 37.23%
390 090 890 I
1 L 1T
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’1\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-
142.0
Ly S
14.50 15.00
5000 ITI/Z 143.05 11.74%
115.0
390 030 890 I
I il I N 1 mi
L L I IS S
m/z--> 20 40 60 80 100 120 140 160
Abundance #22150: Naphthalene, 2-methyl-
142.0 14.50 15.00
m/z 139.05 10.78%
5000
115.0
510 710 890 I /\
‘\\\\‘\\\\‘\\‘\\‘\\\\’\\\\’\\\\’\\\\‘\\\\ \‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 40 Naphthalene, 2,7-dimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
15.481 3.36 ug/L 38067 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 2361 (15.481 min): VX026143.D\data.ms (-2356) (- m/z 156.05 100.00%

156.1 ‘
5000 A« /\
115.0 R
511 7.0 || 15.50
‘H_"wH‘M“!uwﬂ‘mw‘H‘,n‘m“,‘HM‘W_W%QH m/z 141.65  75.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
A
5000 T T T T T
15.50
m/z 155.00 43.13%
0 1150
\\\‘2\\\\‘\\‘\\“1\\H“\\\\‘\\\‘\’\‘1‘\\"‘\\‘\H‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0 A
ST . W
15.50
5000 ITI/Z 115.00 17.00%
115.0
510
m/z--> 20 40 60 80 100 120 140 160 180 200 J
Abundance #33149: Naphthalene, 2,3-dimethyl- 1 i
156.0 1550
m/z 128.05 16.59%
5000
6.0 115.0 WM//\/\
51.0 .
200, ) Ll by w'

m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

SFAMXLM122821WMA.M Mon Jan 03 04:16:43 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 41 Naphthalene, 1,5-dimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.615 3.92 ug/L 44424  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95

Abundance Scan 2383 (15.615 min): VX026143.D\data.ms (-2378) (- m/z 156.10 100.00%

156.1 ‘
5000 A«
115.1 L \/\\ It
399 /61 ‘ ‘ H‘ J81- 15.50 16.00
’HH‘H“H‘h\‘\‘\HU“\‘\‘HUH\M\“\‘\\“\ ‘\\\‘\‘\\\?‘0\\7\.\0‘\\\\‘\\\\‘HH“\.\. m/Z 141.05 83.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33165: Naphthalene, 1,5-dimethyl-
156.0
5000 /\
15.50 16.00
m/z 155.10 29.68%
77.0 115.0
’\\3\\‘\\\\‘H\U“HH‘H\‘\‘\‘}\\“‘HU‘“H\\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0 /\b\
T T \/\A T
15.50 16.00
5000 ITI/Z 115.05 19.63%
76.0 115.0
I N A 1
m/z--> 20 40 60 80 100120140160180200220240260280 J\
Abundance #33160: Naphthalene, 1,4-dimethyl- R 11l f\‘”/‘\
156.0 15.50 16.00
m/z 128.00 18.41%
) AMM
115.0
77.0
390\ [ ‘ \‘\ \‘ \H\‘ WJ\/\N L ‘Nj‘\/\/\m

m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122921\
Data File : VX026143.D

Acqg On : 29 Dec 2021 16:53

Operator : JC/MD

Sample : M5233-01DL 50X

Misc : 10.51g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122821WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 5.623 2.6 ug/L 24534 1 6.769 472044 50.0
(DEL) Alkane: S... 5.830 2.6 ug/L 24842 1 6.769 472044 50.0
Butane, 2-azido... 6.257 3.6 ug/L 33610 1 6.769 472044 50.0
(DEL) Alkane: S... 6.617 4.6 ug/L 43240 1 6.769 472044 50.0
(DEL) Alkane: S... 10.360 10.9 wug/L 114748 2 10.055 523899 50.0
(DEL) Alkane: C... 10.592 4.3 ug/L 45126 2 10.055 523899 50.0
(DEL) Alkane: S... 10.781 6.9 ug/L 71925 2 10.055 523899 50.0
Cyclohexanone, ... 10.860 5.8 ug/L 60641 2 10.055 523899 50.0
(DEL) Alkane: S... 10.896 2.6 ug/L 27104 2 10.055 523899 50.0
(DEL) Alkane: S... 11.085 3.3 ug/L 37009 3 12.024 567065 50.0
(DEL) Alkane: S... 11.110 3.6 ug/L 41034 3 12.024 567065 50.0
Benzene, propyl- 11.305 6.9 ug/L 78591 3 12.024 567065 50.0
Benzene, 1-ethy... 11.384 29.9 wug/L 339466 3 12.024 567065 50.0
Benzene, 1l-ethy... 11.616 10.8 wug/L 122136 3 12.024 567065 50.0
Oxirane, 2-meth... 11.890 2.9 ug/L 32551 3 12.024 567065 50.0
(DEL) Alkane: C... 11.945 3.0 ug/L 34443 3 12.024 567065 50.0
Benzene, 1-meth... 11.969 3.3 ug/L 37195 3 12.024 567065 50.0
Benzene, 1,2,3-... 12.091 14.0 wug/L 158429 3 12.024 567065 50.0
(Z)-1-Phenylpro... 12.250 7.3 ug/L 82318 3 12.024 567065 50.0
Benzene, 1-meth... 12.268 7.3 ug/L 83274 3 12.024 567065 50.0
(DEL) Alkane: S... 12.427 7.3 ug/L 83260 3 12.024 567065 50.0
Benzene, 1-meth... 12.463 4.5 ug/L 51464 3 12.024 567065 50.0
Benzene, 2-ethy... 12.530 4.7 ug/L 52867 3 12.024 567065 50.0
Benzene, 1-ethy... 12.555 4.1 ug/L 46814 3 12.024 567065 50.0
o-Cymene 12.616 5.9 ug/L 67245 3 12.024 567065 50.0
Benzene, (2-met... 12.701 7.6 ug/L 86452 3 12.024 567065 50.0
Benzene, 1,2,4,... 12.926 3.0 ug/L 33657 3 12.024 567065 50.0
Benzene, 1,2,3,... 12.963 7.2 ug/L 81723 3 12.024 567065 50.0
Benzene, (1-met... 13.170 4.6 ug/L 51692 3 12.024 567065 50.0
2,4-Dimethylsty... 13.292 14.2 wug/L 161152 3 12.024 567065 50.0
Naphthalene, 1,... 13.426 3.7 ug/L 41959 3 12.024 567065 50.0
unknown-01 13.585 2.9 ug/L 32350 3 12.024 567065 50.0
1H-Indene, 2,3-... 13.664 2.8 ug/L 32051 3 12.024 567065 50.0
Azulene 13.780 8.0 ug/L 91145 3 12.024 567065 50.0
Benzene, (1-met... 13.926 2.6 ug/L 29112 3 12.024 567065 50.0
1H-Indene, 2,3-... 14.219 3.6 ug/L 41442 3 12.024 567065 50.0
Naphthalene, 2-... 14.640 13.0 ug/L 147680 3 12.024 567065 50.0
Naphthalene, 1-... 14.780 6.4 ug/L 72974 3 12.024 567065 50.0
Naphthalene, 2,... 15.481 3.4 ug/L 38067 3 12.024 567065 50.0
Naphthalene, 1,... 15.615 3.9 ug/L 44424 3 12.024 567065 50.0
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