LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/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\SFAMXLM122321WMA.M
Title : VOC Analysis

Signal : TIC: VX@25993.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.374 43 47 54 rVB 110958 139133  1.55% 0.347%
2 1.575 72 80 85 rBvV3 10189 32133 0.36% 0.080%
3 1.648 87 92 99 rvv2 46176 77049 0.86% 0.192%
4 2.276 189 195 207 rVB 250993 391348 4.36% 0.975%
5 2.794 275 280 290 rVW3 17960 37764 0.42%  0.094%
6 3.075 316 326 340 rBvV2 12784 29038 0.32% 0.072%
7 3.422 374 383 393 rW 14776 31536 ©0.35% 0.079%
8 4.507 550 561 590 rBv4 47560 288491  3.22% 0.719%
9 5.062 640 652 674 rBvV 125489 406077 4.53% 1.012%
10 5.489 710 722 731 rVV4 8406 27421 0.31% 0.068%
11 5.812 764 775 787 rVB4 10875 34102 0.38% 0.085%
12 5.970 787 801 819 rBV2 376222 1071997 11.95% 2.672%
13 6.367 856 866 880 rBVS8 6909 26646 0.30% 0.066%
14 6.763 920 931 942 rBV 220847 542727 6.05% 1.353%
15 7.312 1013 1021 1029 rBV2 204251 475187 5.30% 1.184%
16 8.269 1173 1178 1182 rBV3 13307 23216 0.26% 0.058%
17 8.324 1182 1187 1195 rVB 96840 168999 1.88% 0.421%
18 8.433 1200 1205 1215 rBV 16968 31493 0.35% 0.078%
19 8.598 1225 1232 1235 rBV2 16556 30563 0.34% 0.076%
20 8.647 1235 1240 1247 rW 518112 857921 9.56% 2.138%
21 8.720 1247 1252 1258 rVWV 44222 66154 0.74% 0.165%
22 8.958 1286 1291 1306 rVB 65499 128756 1.44% 0.321%
23 9.287 1339 1345 1351 rBv4 11317 26335 0.29% 0.066%
24 9.409 1357 1365 1375 rBV 285464 597015 6.65% 1.488%
25 9.500 1375 1380 1386 rVB3 41044 79865 0.89% 0.199%
26 9.561 1386 1390 1395 rVB2 25152 35907 0.40% 0.089%
27 9.616 1395 1399 1403 rBV 20939 33602 0.37% 0.084%
28 9.762 1415 1423 1427 rBV3 16456 29231 0.33% 0.973%
29 9.829 1428 1434 1438 rVV3 41768 81019 0.90% 0.202%
30 9.903 1442 1446 1451 rVB 91000 136038 1.52% 0.339%

31 10.006 1458 1463 1467 rBV 85188 117532 1.31%
32 10.061 1467 1472 1487 rVB 423694 663575 7.40%
33 10.195 1487 1494 1500 rBV 2194919 2990366 33.33%
34 10.305 1504 1512 1518 rBV 6284265 8972160 100.00% 22.
35 10.354 1518 1520 1532 rVB4 61403 110733 1.23%
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36 10.457 1532 1537 1542 rBV3 16663 26088 ©.29% 0.065%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/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\SFAMXLM122321WMA.M
Title : VOC Analysis
37 10.585 1552 1558 1562 rBV2 131318 208123 2.32% 0.519%
38 10.646 1563 1568 1576 rVV 997912 1422419 15.85%  3.545%
39 10.713 1577 1579 1582 rVB 36473 37591 0.42% 0.094%
40 10.756 1582 1586 1587 rBV2 41853 55677 0.62% 0.139%
41 10.781 1587 1590 1594 rVB 198613 242292 2.70% 0.604%
42 10.829 1594 1598 1599 rBv2 37445 46844 0.52% 0.117%
43 10.854 1599 1602 1606 rVV2 154178 226209 2.52% 0.564%
44 10.896 1606 1609 1613 rVB2 88575 120976 1.35% 0.301%
45 10.963 1613 1620 1624 rBV 183528 287700  3.21% 0.717%
46 11.030 1628 1631 1634 rVV 108364 133215 1.48% 0.332%
47 11.085 1634 1640 1642 rVV3 190435 305795  3.41% 0.762%
48 11.110 1642 1644 1650 rVB 229290 299218 3.33% 0.746%
49 11.195 1650 1658 1666 rBv3 578163 1009805 11.25% 2.517%
50 11.305 1672 1676 1680 rBV 184883 256671 2.86% 0.640%
51 11.384 1685 1689 1695 rBV 408509 747354  8.33% 1.862%
52 11.433 1695 1697 1698 rBV 91419 82239 0.92% 0.205%
53 11.457 1698 1701 1704 rVB 139719 156090 1.74% 0.389%
54 11.616 1722 1727 1734 rBV3 306626 563845 6.28% 1.405%
55 11.683 1735 1738 1741 rVV 123912 155609 1.73% 0.388%
56 11.719 1741 1744 1746 rVV 374622 421219 4.69% 1.050%
57 11.756 1746 1750 1759 rVB 1306054 1823384 20.32% 4.544%
58 11.841 1760 1764 1767 rBV2 149019 233426 2.60% ©.582%
59 11.890 1770 1772 1776 rVB3 124976 143256 1.60% 0.357%
60 11.939 1776 1780 1784 rBV2 243921 374017 4.17% 0.932%
61 11.975 1784 1786 1789 rVB2 120923 118311 1.32% 0.295%
62 12.024 1790 1794 1800 rBV2 561089 933896 10.41% 2.327%
63 12.091 1800 1805 1810 rBV3 364441 755558  8.42%  1.883%
64 12.177 1816 1819 1826 rVB2 250560 353798 3.94% 0.882%
65 12.244 1826 1830 1837 rBV2 537547 918194 10.23%  2.288%
66 12.323 1837 1843 1849 rVB2 842985 1336521 14.90%  3.331%
67 12.420 1856 1859 1864 rVB2 228477 295922 3.30% 0.737%
68 12.469 1864 1867 1873 rVB3 158364 270010 3.01% 0.673%
69 12.536 1874 1878 1879 rBV 158499 180683 2.01% 0.450%
70 12.616 1889 1891 1894 rVB 103350 87398 0.97% 0.218%
71 12.689 1900 1903 1906 rBV3 76101 110417 1.23% 0.275%
72 12.890 1932 1936 1939 rBV2 147945 246622 2.75% 0.615%
73 12.969 1946 1949 1956 rVB3 241250 398121 4.44% 0.992%
74 13.042 1958 1961 1964 rVB2 104553 120999 1.35% 0.302%
75 13.164 1978 1981 1985 rVB3 75547 108520 1.21% 0.270%
76 13.213 1986 1989 1992 rBV2 52122 60649 0.68% 0.151%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/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\SFAMXLM122321WMA.M
Title : VOC Analysis
77 13.268 1993 1998 2000 rVV 290188 388579 4.33% 0.968%
78 13.292 2000 2002 2008 rVB2 273062 359912 4.01% 0.897%
79 13.384 2013 2017 2020 rVV2 107110 174518 1.95% 0.435%
80 13.420 2021 2023 2033 rVB7 119832 259043 2.89% 0.646%
81 13.506 2033 2037 2041 rBV6 39022 70878 0.79% 0.177%
82 13.585 2046 2050 2056 rBV3 90271 166832 1.86% 0.416%
83 13.737 2073 2075 2077 rBV 39657 34679 ©0.39% 0.086%
84 13.780 2077 2082 2088 rVB 1232302 1673535 18.65% 4.171%
85 13.841 2088 2092 2095 rBV3 67011 108441 1.21% 0.270%
86 14.042 2121 2125 2128 rBV 110908 117030 1.30% 0.292%
87 14.079 2128 2131 2133 rBV2 52268 58338 0.65% 0.145%
88 14.219 2150 2154 2163 rVB3 83196 155653 1.73% ©0.388%
89 14.323 2168 2171 2176 rBV 42104 51577 0.57% 0.129%
990 14.640 2216 2223 2226 rBV 195052 327406 3.65% 0.816%
91 14.725 2235 2237 2239 rBV2 27221 29523 0.33% 0.974%
92 14.780 2240 2246 2254 rVB 283452 444159 4.95% 1.107%
93 15.188 2309 2313 2314 rBV 40311 55800 ©0.62% 0.139%
94 15.377 2340 2344 2347 rBV 77002 109029 1.22% 0.272%
95 15.481 2356 2361 2368 rVB 205374 323104 3.60% 0.805%
96 15.615 2378 2383 2386 rBV 187840 276346 3.08% 0.689%
97 15.652 2386 2389 2399 rVB 131154 209220 2.33% 0.521%
98 15.987 2441 2444 2455 rVB4 29091 52798 ©0.59% 0.132%
99 16.084 2456 2460 2468 rVB2 43008 71483 0.80% 0.178%
100 16.658 2550 2554 2568 rVB4 52553 143382 1.60% 0©.357%
Sum of corrected areas: 40127075
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: M5154-09
: 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 17  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

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

: VX025993.D
: 24 Dec 2021 00:56

JC/MD

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

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: VX025993.D\data.ms

1.3741 sm48 2.794 3.075 3.422 4507 5.062 5.489 5.812

Time-->
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TIC: VX025993.D\data.ms
10.805
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0
Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 56
R.T. EstConc Area Relative to ISTD R.T.
1.575 2.96 ug/L 32133 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 9
2 Ethane, 1-chloro-1-fluoro- 82 C2HACI1F 001615-75-4 9
3 Acetic acid, mercapto-, ethyl ester 120 C4H802S 000623-51-8 9
4 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 4
5 Acetic acid, mercapto- 92 C2H402S 000068-11-1 4
Abundance  Scan 80 (1.575 min): VX025993.D\data.ms (-72) (-) m/z 47.05 100.00%
47.0
5000
63.0
Rmaa e e ama
‘ | ‘ 798 1055 1279 120140160180
OF o e e T T m/z 63.00 28.45%
m/z--> 0 20 40 60 80 100 120
Abundance #121: Hydroxylamine, O-methyl-
47.0
5000 L L BURBLIE SR B
320 1.20 1.40 1.60 1.80
m/z 65.05  23.95%
17.0 ‘
O \‘\\\‘\“‘\1H\\‘Hi\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 0 20 40 60 80 100 120
Abundance #1299: Ethane, 1-chloro-1-fluoro-
47.0
R Al
1.20 1.40 1.60 1.80
5000 m/z 35.10 21.08%
27.0
67.0
82.0
ob 280 M b b
miz--> 0 20 40 60 80 100 120
Abundance #10475: Acetic acid, mercapto-, ethyl ester e e
29.0 47.0 1.20 1.40 1.60 1.80
m/z 45.10 16.26%
120.0
5000 74.0
by L%
ol 142 ‘WM S DRSS NS NSNS TN I SV A——
m/z--> 0 20 40 60 80 100 120 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 : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 51
R.T. EstConc Area Relative to ISTD R.T.
2.794 3.48 ug/L 37764  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 80
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
Abundance Scan 280 (2.794 min): VX025993.D\data.ms (-275) (-) m/z 43.10 100.00%
43.1
5000 711 ﬂ j\

“H‘_‘H“H‘_‘H“

‘ 57‘ 2 ‘ 86.0 2.40 2.60 2.80 3.00 3.20
o"‘_"""H_"w"‘:‘H‘w“!‘_WW_H‘_H m/z 42.10  45.05%

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

Abundance #2048: Pentane, 2-methyl-

43.0
5000 71.0 L ‘uu‘uu‘ﬂuwﬂ\u‘u
2.40 2.60 2.80 3.00 3.20
270 57.0 m/z 71.10 40.20%
O\\\‘\\\\‘]\-\5\(\)‘\\\‘\“\\\\“\}\\‘\\H‘\‘\\\\L\\\\‘ﬁ?\o‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
“H‘_‘H“H‘_‘H“
2.40 2.60 2.80 3.00 3.20
m/z 41.05 38.42%
5000 71.0
57.0
27.0
86.0
PSRN N Y S . oA
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl- bt h g p b
43.0 2.40 2.60 2.80 3.00 3.20

m/z 38.95 16.86%

5000
27.0 71.0
57.0 ‘
ol 20 150 J L | 80
SR M N T S | SR

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 62

R.T. EstConc Area Relative to ISTD R.T.
3.075 2.68 ug/L 29038 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 72
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 39
Abundance Scan 326 (3.075 min): VX025993.D\data.ms (-316) (-) m/z 57.10 100.00%
57.1
41.1
5000
B AR
711 860 ogo 2.80 3.00 3.20 3.40
om‘w_m_m_MHHwm‘wmg“mwmww m/z 56.10  79.52%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
29.0 41.0
5000 \\M\/;\\\\\‘\\\\‘\\\\’\\\\
2.80 3.00 3.20 3.40
m/z 41.10 69.90%
15.0 710 86.0
O \\\‘\\\\‘\\‘\\‘\\}\‘\\\\‘\\\\‘\\‘\}‘\\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0
 EARARSETEE ST
29.0 41.0 2.80 3.00 3.20 3.40
5000 m/z 43.10 30.33%
71.0
0l 20, 220 TR B8
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl- “W““_““‘H‘,“‘
57.0 2.80 3.00 3.20 3.40
m/z 39.10 18.87%
41.0
5000 29.0
. o |l 70 @o
R B B o B B R e R R AR R AR R R R R R R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
3.422 2.91 ug/L 31536 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72
3 n-Hexane 86 C6H14 000110-54-3 72
4 n-Hexane 86 C6H14 000110-54-3 64
5 n-Hexane 86 C6H14 000110-54-3 59

Abundance Scan 383 (3.422 min): VX025993.D\data.ms (-374) (-) m/z 57.10 100.00%

57.1
41.1
5000
86.1 R e
‘ 711 3.00 3.20 3.40 3.60 3.80
oH"""‘H""‘:,":""‘H‘,HH“MM,HH_H m/z 41.10 78.21%
m/z--> 10 20 30 40 60 70 80 90
Abundance #2039.n-Hexane
41.0 57.0
29.0
5000 BB B e e
3.00 3.20 3.40 3.60 3.80
86.0 m/z 43.10 66.21%
15.0 71.0
O\\‘\i‘\\‘\\1\‘\\\i’\}\\‘\\\\’\\\\“\\\\’\\\\‘\\\
miz--> 10 20 30 40 60 70 80 90
Abundance #1948: 2—Ethyl—oxetane
57.0
e e
41.0 3.00 3.20 3.40 3.60 3.80
5000 m/z 56.10 55.16%
29.0 86.0
OH‘HH‘HH‘HH,HH‘ R R R
miz--> 10 60 70 80 90
Abundance #2041: n-Hexane e e
57.0 3.00 3.20 3.40 3.60 3.80
m/z 42.10 34.99%
43.0
5000
86.0
71.0
ot A e i
m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
5.489 2.53 ug/L 27421 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 87
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 86
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 86
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59
Abundance Scan 722 (5.489 min): VX025993.D\data.ms (-710) (-) m/z 43.10 100.00%
43.1
85.1
5000 57.1
A RAREEEaERE SR
| | 1001 5.20 5.40 5.60 5.80
O o e e m/z 41.05 68.99%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4469: Hexane, 2-methyl-
43.0
5000 [,“/J‘
850 5.20 5.40 5.60 5.80
57.0 ' 9
29.0 m/z 85.10 57.81%
0 1.0 15'0 H ‘ | \H 71.0 | 109'0
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\1\‘\\\\’1\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4470: Hexane, 2-methyl-
43.0
A RARSEEEEREEEEE
5.20 5.40 5.60 5.80
5000 m/z 57.10 39.45%
27.0 57.0 85.0
boas | 1| me | o
e e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4467: Hexane, 2-methyl- e
43.0 5.20 5.40 5.60 5.80
m/z 56.10  35.84%
5000
85.0
57.0
29.0
0 50 | | 70 | 1000
e e e e e e S AARRN R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
5.812 3.14 ug/L 34102 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
4 Heptane 100 C7H16 000142-82-5 52
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50
Abundance Scan 775 (5.812 min): VX025993.D\data.ms (-764) (-) m/z 43.10 100.00%
43.1
70.1
5000 57.1 /\
e e R
M ‘ 851 100.1 5.40 5.60 5.80 6.00 6.20
0 e e e m/z 70.1@ 53.86%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0 ‘\A\AH/‘A\\AH\’\HMHH‘H
29.0 5.40 5.60 5.80 6.00 6.20
m/z 71.20 53.77%
15.0 . 850 100.0
O \\\‘\\H‘\\\\’H}\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
_m_m,””mmmu
710 5.40 5.60 5.80 6.00 6.20
5000 m/z 41.10 53.33%
29.0
150 \‘ |- 850 100.0
N M S
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- [‘H““H,““_““‘
43.0 5.40 5.60 5.80 6.00 6.20
m/z 57.10 47.65%
5000 290.0 57.0 71.0
ol 10 15.0 “ L 85.0 100.0 /\ A
R A B e “‘H“H‘W“w“u‘u
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00 6.20

SFAMXLM122321WMA.M Tue Dec 28 01:54:03 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 8 (DEL) Alkane: Cyclic9.500 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
9.500 6.02 ug/L 79865  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 49
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 46
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 43
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 43
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 43

Abundance Scan 1380 (9.500 min): VX025993.D\data.ms (-1375) (-) m/z 57.10 100.00%

57.1
5000 111
83.0 \VAY ‘
H 971 126.2 9.50
0 H_mw_m_m_MH“JW_m_m_MJMW‘WH m/z 41.05 60.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13244: Cyclohexane, 1,1,2-trimethyl-
69.0
41,0 55.0 111.0
5000 o ‘
9.50
m/z 69.10 57.32%
27.0 ‘ ‘ ‘ 830 126.0
O H‘HH‘\HH‘\\H}HH\‘H‘H\‘\HH‘\H‘\‘M!H‘\\\71‘\\\\‘1\\\‘\\!\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
111.0 . ‘
41.0 9.50
5000 ITI/Z 55.10 54.11%
126.0
‘ 84.0
0 H_m_m_m}‘m‘M_H‘!“‘m‘H!H_uu_ww_ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl- T |
55.0 69.0 9.50
m/z 111.10 48.18%
41.0 111.0
5000
270 97.0 126.0
\ i
0‘wu‘wuw_H‘_Hwﬁﬁ_‘Mﬂuwﬂu‘HH_HW‘HWHHMH‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 9 (DEL) Alkane: Cyclic9.561 Concentration Rank 61

R.T. EstConc Area Relative to ISTD R.T.
9.561 2.71 ug/L 35907 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 93
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86

Abundance Scan 1390 (9.561 min): VX025993.D\data.ms (-1386) (-) m/z 83.10 100.00%
3.1

55.0
5000
41.1
1121 JSNIVIVARL :
‘ 671 9.50
o‘Wm‘H‘w‘H;;U‘HNMWmi‘”m‘uluwwwm_ m/z 55.05 68.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 —
e 112.0 950
' m/z 82.10 48.52%
27.0 ‘ 69.0
O\\‘\\H‘\HM‘\H\H‘\H“\‘H\‘H‘\}i\\\‘\“\1\\‘\\\\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl-
83.0
55.0 ‘géo‘ |
5000 ITI/Z 41.10 32.64%
41.0
112.0
27.0 69.0
) NS S G R PN .. £ R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl- T
83.0 9.50
m/z 112.10  24.32%
55.0
5000
41.0
112.0
27.0 69.0 ‘
0 [ ‘ I H‘ H\ | 97.0 ) ‘r\f

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50

SFAMXLM122321WMA.M Tue Dec 28 01:54:04 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 10 (DEL) Alkane: Cyclic9.616 Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
9.616 2.53 ug/L 33602 Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 80
3 1,1,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 80
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
5 p-Fluoroaniline 111 C6H6FN 000371-40-4 53
Abundance Scan 1399 (9.616 min): VX025993.D\data.ms (-1395) (-) m/z 111.10 100.00%
1111
69.0
5000 55.0
41.1
83.0 e ot
‘ ‘ 9.50 10.00
126.0
0 ‘wHH,‘HwHH‘Mm‘m‘M_M:JHm;‘“‘9“7;3m;“uwmm m/z 69.05 70.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 55.0 R Y
41.0 9.50 10.00
83.0 .
‘ m/z 55.05 41.04%
27.0
O ’-126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
—— —
9.50 10.00
5000 41.0 55.0 ITI/Z 41.10 31.32%
83.0
27.0 ‘
oo bl 078 L 260
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13234: 1,1,4-Trimethylcyclohexane T —
69.0 111.0 9.50 10.00
m/z 56.10 19.63%
5000 55.0
41.0
27.0 83.0
ool el 252 U p W W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00

SFAMXLM122321WMA.M Tue Dec 28 01:54:05 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 11 (DEL) Alkane: Cyclic9.829 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
9.829 6.10 ug/L 81019 Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,2,4-trimethyl- 126 CSH18 002234-75-5 86
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 81
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 81

Abundance Scan 1434 (9.829 min): VX025993.D\data.ms ( 1428) (-) m/z 111.10 100.00%
111.

69.1
55.0
41.1
5000
84.0 126.2
e P
‘ “ H‘ 9.50 10.00
0 m,w,w,mwupu‘wm:wmmum_Wlm‘w,w m/z 69.10  99.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0
5000 41.0 ! R
126.0 9.50 10.00
' m/z 55.05 81.61%
27.0 ‘ ‘ ‘ 84.0
O \H’HH’H\‘\"\H\‘“H\“\‘\\‘\‘H\‘\‘H\‘\‘NHH‘\H‘\‘\H\‘E\H‘HH’HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
111.0 ! i
41.0 9.50 10.00
5000 ITI/Z 41.10 53.10%
126.0
‘ 84.0
0 ,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1. alpha ,3.alpha. P .
69.0 111.0 9.50 10.00
55.0 m/z 43.05 40.53%
41.0
5000
270 126.0
om,w,w,mwmwH‘HH‘Hwm_m‘wwww,w s SRS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00

SFAMXLM122321WMA.M Tue Dec 28 01:54:05 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.903 10.25 ug/L 136038 Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 64
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 59
4 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
Abundance Scan 1446 (9.903 min): VX025993.D\data.ms (-1442) (-) m/z 43.10 100.00%
43.1
2 i
|| ‘ 1132 9.50 10.00
O e e e e m/z 57.10 44.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14534: Octane, 2-methyl-
430 | 710
5000 ¢ AL
9.50 10.00
113.0 m/z 41.05 42.11%
O \\\‘\‘\‘\\‘i}\\‘ \‘\\l\.O\“\\1\‘\1\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
— .
9.50 10.00
5000 850 m/z 71.10 42.04%
gaso | lep | w0
miz--> 20 40 60 80 100 120 140 160 M /\
Abundance #91843: Carbonic acid, nonyl vinyl ester — O BERa e
43.0 9.50 10.00
m/z 85.10 30.38%
71.0
5000
97.0  126.0
OLM-O — Lol
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00

SFAMXLM122321WMA.M Tue Dec 28 01:54:07 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.006 8.86 ug/L 117532  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 80
2 Heptane, 3-ethyl- 128 C9H20 015869-80-4 68
3 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 64
4 Octane, 3-methyl- 128 C9H20 002216-33-3 59
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 58

Abundance Scan 1463 (10.006 min): VX025993.D\data.ms (-1458) (- m/z 57.05 100.00%

57.0
5000
98.1 L ‘
L \ 126.1 10.00
om_m‘,‘m AT A m/z 41.05  35.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14528: Octane, 3-methyl-
57.0
5000 Pl :
10.00
m/z 43.10 27.13%
29.0 98.0
O\\\‘\‘\‘\\"\\\"\\“\\‘\\\\“\\\\‘1\2\8\0\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14536: Heptane, 3-ethyl-
57.0
T 1
10.00
5000 ITI/Z 56.05 21.88%
29.0
98.0
‘\ 128.0
o‘H‘m‘,"H‘mwmwm_m_m_
m/z--> 60 80 100 120 140 160
Abundance #33099: Octane, 2,5,6-trimethyl- —— ‘
57.0 10.00
m/z 98.10 17.03%
5000
29.0 85.0
oLt A L 1270 1560 Atn Sl
m/z--> 20 40 60 80 100 120 140 160 10.00

SFAMXLM122321WMA.M Tue Dec 28 01:54:07 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 19
R.T. EstConc Area Relative to ISTD R.T.
10.586  15.68 ug/L 208123  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptene, 3-ethyl- 126 CSH18 074764-46-8 46
2 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 46
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 46
4 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 45
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 43
Abundance Scan 1558 (10.585 min): VX025993.D\data.ms (-1552) (-  m/z 97.05 100.00%
553.1 97.0
39 70.0 126.1 el :
0 Y N R Y°Y
0l bl bl TS m/z 55,100 99.28%
m/z--> 20 40 60 80 100 120 140
Abundance #13188: 3-Heptene, 3-ethyl-
55.0
5000 S :
97.0 10.50
m/z 57.10 91.12%
126.0
O T \2‘2.\0\‘}?’\9“{?\\‘1‘\7‘9‘.\0\ “1\\\“ \\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #13233: 2-Hexene, 3,4,4-trimethyl-
97.0
55.0
10.50
5000 m/z 43.10 80.44%
27.0
126.0
L s
ot b bl
miz--> 20 40 60 80 100 120 140
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans- —
55.0 97.0 10.50
m/z 41.10 74.27%
5000
39,0 126.0
81.0
0‘¥5?‘H“MW‘JL“JM‘Hu“ﬂ“‘u“““““ 2
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 58
R.T. EstConc Area Relative to ISTD R.T.
10.714 2.83 ug/L 37591 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 64
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53
3 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3HS5N30 000503-86-6 50
4 Hexanoic acid, anhydride 214 C12H2203 002051-49-2 47
5 3,6-Heptanedione 128 C7H1202 001703-51-1 40

Abundance Scan 1579 (10.713 min): VX025993.D\data.ms (-1577) (- m/z 43.10 100.00%

43.1
99.1
5000
711 — LavA.
H | 271 10.50 11.00
ol Ml b t2r 7 57,100 75.32%
miz--> 20 40 60 80 100 120 140
Abundance #22098: Octane, 2,7-dimethyl-
43.0
5000
270 110 000 10.50 11.00
m/z 99.10 65.09%
0 \‘ ‘\ | \“\ I ‘ ‘\ 127'0142-0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
No, o U Ly
10.50 11.00
5000 ITI/Z 41.10 48.30%
41.0
‘ ‘ 0 99.0
ob il - LIS 1270 1500
miz--> 20 40 60 80 100 120 140
Abundance #3861: 4H-Imidazol-4-one, 2-amino-1,5-dihydro- P ——
3.0 99.0 10.50 11.00
m/z 85.10 35.16%
5000
71.0
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\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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@.756 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
10.756 4.20 ug/L 55677 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 81
2 Cyclohexane, (1-methylethyl)- 126 C9H18 P0P696-29-7 76
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 74
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 53
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 53

Abundance Scan 1586 (10.756 min): VX025993.D\data.ms (-1582) (-~  m/z 83.05 100.00%
55 .

1 83.0
5000
39,
‘ 126.2 USRI TS
10.50 11.00
1111 ‘ 142.0
ob el sl L P 420 8o s 97.18%
miz--> 20 40 60 80 100 120 140
Abundance #13250: Cyclohexane, (1-methylethyl)-
55.0 82.0
5000 o _—
10.50 11.00
3900 126.0 m/z 55.10  95.86%
0 \1\5\.0‘\“\ \‘}H\ \‘\M“ \‘\‘“\ \”‘ \‘ T T T \‘\ L -
miz--> 20 40 60 80 100 120 140
Abundance #13259: Cyclohexane, (1-methylethyl)-
82.0
55.0
O o
10.50 11.00
5000 m/z 41.18  76.59%
27.0 126.0
okl L aes0 |
miz--> 20 40 60 80 100 120 140
Abundance #13251: Cyclohexane, (1-methylethyl)- e ——
55.0 83.0 10.50 11.00
m/z 57.10 59.14%
5000
21.0 126.0
ok W Ll 1000”0 JUWVLY
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\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 12
R.T. EstConc Area Relative to ISTD R.T.
10.781 18.26 ug/L 242292  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 81
3 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 58
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 52

Abundance Scan 1590 (10.781 min): VX025993.D\data.ms (-1587) (- m/z 57.10 100.00%
57.1

- bl M
113.2 1 T T
| | 81‘-1 96.1 ‘ unt 10.50 11.00
0l H; el bl bl L e ST m/z 71.10 65.95%
m/z--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
4110
5000 ) o~
10.50 11.00
113.0 m/z 43.10 57.74%
85.0 '
O\\\‘2\6‘1\\\‘i‘\\\““\\H}\‘}‘\\f‘\\l\‘\\\l\-?z\.o\\
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
— T
41.0 10.50 11.00
5000 m/z 41.10 48.55%
113.0
‘ ‘ 85.0
SIELT N NP N I W3
m/z--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl- T —
57.0 10.50 11.00
m/z 56.10 36.31%
5000
41.0
113.0
85.0
o350 | 120 WM SV I
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\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 50
R.T. EstConc Area Relative to ISTD R.T.
10.829 3.53 ug/L 46844  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 64
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 64
3 Octane, 3,3-dimethyl- 142 C1leH22 004110-44-5 59
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 59
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 59

Abundance Scan 1598 (10.829 min): VX025993.D\data.ms (-1594) (-  m/z 71.05 100.00%
0

71.
43.1
5000
113.1 [ 7100
10.50 11.00
95,2 140.0
| ““‘ A N Mt A, e 99l sy 43,10 64.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0
5000 - AV
10.50 11.00
m/z 57.05 47.81%
113.0
O \\\2‘4\.-¢\ \“M T \H\“ T \‘} T ’ }9\1\0\‘ T H\ ‘ T \1\4‘1\.0\\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #22097: Octane, 3,3-dimethyl-
71.0
— o
10.50 11.00
5000 43.0 m/z 70.10 35.57%
‘ 113.0
15.0 ‘
0 HW‘“H“Mu\_‘w‘,“”wHl“_m_m_‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #22109: Octane, 3,3-dimethyl- = —T
71.0 10.50 11.00
m/z 41.05 34.65%
43.0
5000
113.0
oszgapm“m“\‘_M‘,“HwH:‘Wuwm“H - e
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\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 19 (DEL) Alkane: Cyclic10.854 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.854 17.04 ug/L 226209 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 81
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 81
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 74
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 74
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 72
Abundance Scan 1602 (10.854 min): VX025993.D\data.ms (-1599) (- m/z 83.10 100.00%
83.1
55.1
- J}AJ
3911 126.2 A e
‘ ‘ ‘ ‘ 109.1 2o 10.50 11.00
] H‘ -l Al u“‘ bbb L9550 m/z s5.10 82.26%
miz--> 20 40 60 80 100 120 140
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0
5000 = ——
10.50 11.00
m/z 82.10 65.01%
3900 ‘ 126.0
O\\\‘\‘\‘\\““\\\‘H\“\{‘\\“1\!\‘\]-%]\“\0‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0 < o)
10.50 11.00
5000 m/z 41.10 57.11%
126.0
29.0
I N S I Y- A
miz--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl- 7 T
55.0 83.0 10.50 11.00
m/z 57.10 46.05%
5000
39.0 126.0
0\1\5\'0‘\‘1‘\\‘{H\\‘\M\“\‘l“\\‘lu\“uu‘mu‘\u oL SVAR
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\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
10.896 9.12 ug/L 120976  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-propyl- 142 C1eH22 003178-29-8 78
2 4-0Octylcyclohexanone 210 C14H260 1000428-94-1 56
3 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 56
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 56
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50

Abundance Scan 1609 (10.896 min): VX025993.D\data.ms (-1606) (- m/z 57.10 100.00%
5

1.1
5000 98.1
41]1
7 P
10.50 11.00
Ol 1808 s 43,10 43.71%
miz--> 20 40 60 80 100 120 140
Abundance #22086: Heptane, 4-propyl-
57.0
5000 -~ AV
410 98.0 1050 11.00
m/z 98.10 39.02%
o LMl o | 1140 1420
\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #87554: 4-Octylcyclohexanone
57.0
- o
10.50 11.00
m/z 41.10 26.04%
5000 21.0 98.0
Ll ‘ | 810 1210 1390
LSRR 4 R v A NSO AN S
miz--> 20 40 60 80 100 120 140
Abundance #22132: Heptane, 4-(1-methylethyl)- — ——
57.0 10.50 11.00
m/z 56.10 11.17%
5000
41,0 98.0
o150 H J__prro | 1140 1420
e e e R e T
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\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.031 10.04 ug/L 133215 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 64
2 Decane 142 C10H22 000124-18-5 50
3 Heptane, 3-ethyl-2-methyl- 142 C1leH22 014676-29-0 50
4 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 49
5 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 053800-08-1 47
Abundance Scan 1631 (11.030 min): VX025993.D\data.ms (-1628) (- m/z 57.10 100.00%
57.1
98.0 VA ‘
39 L ‘ | ‘ irs 11.00
Ot L L1422 1702 4310 69.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 LAV :
11.00
m/z 41.10 38.23%
‘ 84.0
O \\\‘\\\3\9“\\\ ‘\\‘H\\‘H\\\H‘ \1\1\‘3\.0‘\\\\‘1\5\()\.(\)‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22066: Decane
57.0
T \
11.00
5000 m/z 71.05 24.89%
29.0 85.0
“ 113.0 1420
0 ‘H“““ "J‘““H“‘H““H‘\“““H
m/z--> 60 100 120 140 160
Abundance #22131: Heptane, 3-ethyl-2-methyl- F ‘
57.0 11.00
m/z 56.10 24.28%
5000
98.0
29 0
0 A \ \ M7%Q I I 1ﬁ20
S ““““ R e
m/z--> 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.085 16.37 ug/L 305795 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 72
3 1-Butanol, 2-methyl-, trifluoroa... 184 C7H11F302 340034-47-1 50
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 50
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 50

Abundance Scan 1640 (11.085 min): VX025993.D\data.ms (-1634) (- m/z 57.10 100.00%
57.1

5000
98.1
T \
39,1 11.00
125.1142.2 :
(R ‘M: ‘ Lﬂ‘ T L SRR I8k2 sz 43,10 68.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22076: Nonane, 4-methyl-
57.0
5000 AV :
11.00
290 98.0 m/z 70.05 44.07%
O \\\’\‘\‘\ \“‘} T \‘ ?.‘0{‘\ T \“ \q-:\lrs\.‘()\ T \]\.4“2\.\0\ T ’ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #22083: Nonane, 4-methyl-
57.0
T \
11.00
5000 ITI/Z 71.10 43.23%
29.0 98.0
ol bl o9 L w420
m/z--> 20 40 60 80 100 120 140 160
Abundance #59292: 1-Butanol, 2-methyl-, trifluoroacetate e ‘
57.0 11.00
m/z 41.10 37.28%
5000
29.0
99.0
L L e %0 e sso
rrr e e e e e e e —
m/z--> 20 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.1106 16.02 ug/L 299218 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 80
2 Decane 142 C10H22 000124-18-5 78
3 Undecane 156 C11H24 001120-21-4 72
4 Pentadecane 212 C15H32 000629-62-9 64
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 53

Abundance Scan 1644 (11.110 min): VX025993.D\data.ms (-1642) (-  m/z 57.10 100.00%
1.1

5000
85.1
o .
39‘ | 10901271 11.00 11.50
Ot ol JIO90TTT L9920 sz 43.10 89.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22067: Decane
43.0
5000 N e
71.0 11.00 11.50
m/z 41.10 55.79%
Ll ) f e s
O\\\‘\}\\‘i}\\‘\“\\‘\\‘1\\\H‘\\\‘\‘\\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22066: Decane
57.0
— —
11.00 11.50
5000 ITI/Z 71.10 40.88%
20.0 85.0
L Ld L | e w0
0 ‘H“““ "J;“u‘uﬂ“ﬂ““u‘h“““u
m/z--> 60 80 100 120 140 160
Abundance #33079: Undecane T =
57.0 11.00 11.50
m/z 85.10 37.31%
5000 85.0
29.0
“ ‘ 113.0 156.0
0 H“‘i‘w “HM““HW““‘H““‘J““‘ ot s
m/z--> 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 Benzene, propyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.305 13.74 ug/L 256671 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 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 83
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78

Abundance Scan 1676 (11.305 min): VX025993.D\data.ms (-1672) (- m/z 91.10 100.00%

91.1
5000
— —
391 12L L 11.00 11.50
ob gl | 2D 161.21930  249.12811 ., 139 19 21.54%
miz--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000
11.00 11.50
m/z 92.05 10.79%
39.0 L
O\\‘\‘\‘i‘\“\“\‘\“‘%zw‘.\ow‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
U A
11.00 11.50
5000 m/z 65.05 10.61%
39.0
oL Lm0
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl- == Y
91.0 11.00 11.50
m/z 78.10 6.60%
5000
39.0
oL B0 im0
m/z--> 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 : VX@25993.D

Acqg On : 24 Dec 2021 00:56

Operator JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 25 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.384 40.01 ug/L 747354  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 1689 (11.384 min): VX025993.D\data.ms (-1685) (-
105.1

m/z-->

5000

0

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

77.1 J
39.1
S T &w vl ol 122.1 14021571
20 40 80 100 120 140 160
#10719. Benzene, 1-ethyl-2-methyl-
105.0

150 390 500 H I

| QLJZ-O

20 40 60 80 100 120 140 160

#10720: Benzene, 1-eth
10

77.0
39.0
18.0 229 Wl

I-3-methyl-
5.0

20 40 60 80 100 120 140 160

#10722: Benzene, 1-eth
10

39.0 77.0

Ll 999

I-2-methyl-
5.0

m/z 105.10 100.00%

é

11.00 11.50

m/z 120.05 32.09%

3

11.00 11.50

m/z 91.05 12.81%

i.

T
11.00 11.50

m/z 77.10 12.04%

A

T
11.00 11.50

m/z 106.10

-

9.22%

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616  30.19 ug/L 563845 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90

Abundance Scan 1727 (11.616 min): VX025993.D\data.ms (-1722) (- m/z 105.10 100.00%
106.1

=

5000
391 77.0 11.50 12.00
O B0l Ly Ul gpa2 1570 n0 100,10 30.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000

11.50 12.00
m/z 77.05 12.84%

39.0 77.0
0 \\\‘\‘\\\“‘\\“159‘.(‘\)‘\\\““\\‘1\|H‘\\J\-“2\.(\)\\‘\\\\|\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

11.50 12.00
5000 m/z 91.05 12.29%
77.0
olis0 37 590 il il ;Jz.o N— |
miz--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.50 12.00

m/z 79.05 10.10%

5000

39.0

=

79.0
.

m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
11.683 8.33 ug/L 155609 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 59
2 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 59
3 Hexane, 2,2,3,3-tetramethyl- 142 C1eH22 013475-81-5 53
4 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 47
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 46

Abundance Scan 1738 (11.683 min): VX025993.D\data.ms (-1735) (- m/z 57.10 100.00%
57.1

411
5000 85.1 \WWLJJRhfﬁ&RﬁARMNwM
P e
11.50 12.00
113.1 139.2
0156'1 m/z 43.10  85.28%
miz--> 20 40 60 80 100 120 140 160
Abundance #33091: Decane, 5-methyl-
57.0
5000 4L S e
85.0 11.50 12.00
m/z 41.10 47.47%
[OF; T \‘1 T \H} T \“H“ T \H‘\ ™ !‘\ T \“‘ \1\112.\0‘ T \1\49.\0\1\516.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #14603: Pentane, 3-ethyl-2,3-dimethyl-
57.0
e e
11.50 12.00
5000 ITI/Z 85.10 38.50%
410 85.0
0. 25H> Ml ) wse
miz--> 20 40 60 80 100 120 140 160
Abundance #22134: Hexane, 2,2,3,3-tetramethyl- 2R —
57.0 11.50 12.00
m/z 55.10 31.98%
410
- T UMW
0“““‘Mi‘ﬁw“ﬂk“du‘;q;q‘ ‘%??9““““ e e
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00

SFAMXLM122321WMA.M Tue Dec 28 01:54:20 2021

Page:

30



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.841 12.50 ug/L 233426 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 81
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 72
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 59
Abundance Scan 1764 (11.841 min): VX025993.D\data.ms (-1760) (-~ m/z 57.10 100.00%
57.1
5000
85.1
— ——
‘ ‘ ﬂ.ll.l 11.50 12.00
Obrprrrefrtli bl il g 9811821 m/z 43.10  54.64%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 e —
85.0 11.50 12.00
29.0 m/z 71.10 52.91%
‘ 127.0
0 H\’\‘H\“‘M\“‘H‘M\‘\‘H\“\\\\‘\“\\\‘%5\\6‘.\0\\\“\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74012: 3,5-Dimethyldodecane
57.0
T4 —T—
11.50 12.00
5000 m/z 41.10 46.07%
85.0
29.0
. 169.0
0 w‘w””“l%o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132769: 2-Bromo dodecane — —
57.0 11.50 12.00
m/z 56.10 36.17%
5000 85.0
29.0 ‘ 113.0 169.0
R .Y N 1. B Bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.890 7.67 ug/L 143256  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 47
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 47
3 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 47
4 Dodecane, 1-iodo- 296 C12H25T 004292-19-7 43
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 38
Abundance Scan 1772 (11.890 min): VX025993.D\data.ms (-1770) (-~ m/z 57.10 100.00%
57.1
105.1
5000 85.1
127.2 e ——
‘ ‘ ‘ 156.2 11.50 12.00
0brr e 38 Al I b b 82 s 65,10 67.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59059: Undecane, 2,9-dimethyl-
57.0
5000
11.50 12.00
290 85.0 m/z 71.10 57.68%
155.0
miz--> 60 80 100 120 140 160 180
Abundance #59047: Dodecane, 3-methyl-
57.0
T4 T
11.50 12.00
5000 m/z 85.10 48.75%
85.0
29.0
155.0
0 \‘ ‘ J | 1130 | 184.0
“_““‘H R L R T
miz--> 60 80 100 120 140 160 180
Abundance #33105: Octane, 2,2,6-trimethyl- 4 —

57.0 11.50 12.00
m/z 41.10 48.71%

5000

‘ 85.0
fl

29.0
\\ w L | 1130 1410
Y S T R T 20 - M

m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00

=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Cyclic11.939 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.939  20.02 ug/L 374017 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 49
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
3 1-Butanone, 1-cyclohexyl- 154 C10H180 001462-27-7 47
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 46
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 43

Abundance Scan 1780 (11.939 min): VX025993.D\data.ms (-1776) (- m/z 83.10 100.00%

551 83.1
5000
1111
——
‘ 14‘0'2 12.00
0! 3 A m/z 55.10 91.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20732: Cyclohexane, (2-methylpropyl)-
53.0 83.0
5000 U
12.00
m/z 57.10 91.19%
27.0 H mh H ‘ 140.0
O\\\\‘\H\\i‘\\\‘\M\\‘M\\l“\].\1\2.\0‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl-
83.0
——
55.0 12.00
5000 ITI/Z 41.10 80.87%
29.0 154.0
o N . AN
miz--> 20 40 60 80 100 120 140 160
Abundance #31047: 1-Butanone, 1-cyclohexyl- T
83.0 12.00
55.0 m/z 82.10 64.75%
5000
27.0 111.0
154.0
bt Ml M L e
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.091 40.45 ug/L 755558 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1805 (12.091 min): VX025993.D\data.ms (-1800) (- m/z 105.10 100.00%

105.1
5000
391 o, 0 12.00
N 5+ M U AR821411 1712 h; 120.10  41.76%
m/z--> 200 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000
12.00
m/z 77.00 13.00%
77.0
O \\\‘2\7\'0\\“ T \‘M‘\H“\‘\ T \‘H‘ T \‘\ T ‘h‘\ \‘\““\ T ‘ L ‘ L
m/z--> 200 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
=N ‘
12.00
5000 ITI/Z 91.05 10.32%
0 77.0
LN N ) Y R —
m/z--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl- = ‘
105.0 12.00
m/z 119.10 9.22%
5000
39. 77.0
0 ‘1‘5"?“1 ; “‘H “‘15‘9"9‘ ; M - ‘U‘ ‘M‘“H G
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.177  18.94 ug/L 353798 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 72
2 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 72
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 64
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 59

Abundance Scan 1819 (12.177 min): VX025993.D\data.ms (-1816) (-~ m/z 71.10 100.00%

431 4L
5000
126.1
T —
‘ L 98.1 “ 156.2 12.00 12.50
0““H‘Mc‘u _‘1‘MNNHH"an:‘M“‘m{““‘u‘ m/z 57.10  88.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59110: Nonane, 5-(2-methylpropyl)-
57.0
85.0
5000 7 ——
12.00 12.50
29.0 126.0 m/z 43.10 84.03%
O\ T ‘ \‘}‘\ \“‘! T \H“ T \m T “!“\ T }‘0\5\.9\ ‘ \h\ T ‘ \]-\5\4\‘0\ T ‘ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33106: Octane, 5-ethyl-2-methyl-
43.0
— —
71.0 12.00 12.50
5000 ITI/Z 85.10 67.99%
olzed Lo Leso T aseo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59030: Nonane, 5-butyl- 7 —
430 710 12.00 12.50
m/z 41.10 58.53%
5000
126.0
97.0
ow%‘?-‘&%w”nh‘_‘m‘mHh_“““““‘1‘54-9”“1“34;9 — ——
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244 49.16 ug/L 918194  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Indane 118 C9H10 000496-11-7 87
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 76

Abundance Scan 1830 (12.244 min): VX025993.D\data.ms (-1826) (- m/z 117.10 100.00%

117.1
5000
91.0 - A”‘ﬁ U
39.1 63.0 ‘ 12.00 12.50
0o el bl L1880 1700y 198,05 55.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
11y7.0
5000 \
1200 1250
m/z 115.10 33.78%
39.0 559 910 /
o, | ol J
O\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 100 120 140 160
Abundance #10181.Indane
117.0
12.00 12.50
5000 m/z 91.05 18.74%
300 630 91‘0 L“‘
.
m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl- == ™Y
117.0 12.00 12.50
m/z 119.10 11.62%
5000 91.0
39.0 65.0
O W W YN SV
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 34 (DEL) Alkane: Cyclicl2.421 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.421 15.84 ug/L 295922  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43
2 Tridecane 184 C13H28 000629-50-5 42
3 Undecane 156 C11H24 001120-21-4 42
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
Abundance Scan 1859 (12.420 min): VX025993.D\data.ms (-1856) (- m/z 57.10 100.00%
57.1
97.1
5000
——
‘1261 1250
0 37 _Hu_m_H‘:_H‘l?f“l‘ m/z 43.10 92.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 UL
12.50
270 m/z 97.10 77.26%
O\\\‘\‘\‘\\\\‘\“‘\”V\\‘q\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
—
12.50
5000 85.0 m/z 55.10 71.70%
29.0
‘ H ‘ 1120 1410 184.0
Ol et bl 2RO
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33077: Undecane —
57.0 12.50
m/z 41.10 62.72%
5000
85.0
29.0
L] 113.0 156.0
0 ‘H“L“‘m‘“‘JH‘1"W‘H‘M“‘H“““H“““ —
m/z--> 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 35 unknown-02 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.469 14.46 ug/L 270010 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 38
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 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-methyl-4-propyl- 134 C1oH14 001074-55-1 38

Abundance Scan 1867 (12.469 min): VX025993.D\data.ms (-1864) (- m/z 105.10 100.00%

106.1
5000 551
134.1
Tt L] 3382 1020
Ol el sl W L 1 1822 py; 55,10 49.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
5000 T
12.50
134.0 m/z 97.10 47.36%
\\\\‘\\\\“\\\\‘\‘\\\“\\\\‘\‘\\\“\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
—
12.50
5000 ITI/Z 41.10 30.77%
134.0
270 519 770
) SR A i Y SR N —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17050: Benzene, 1-methyl-2-propyl- T
105.0 12.50
m/z 69.10 29.80%
5000
134.0
77.0
0L 180 0 e .
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 o-Cymene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.536 9.67 ug/L 180683 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C1oH14 000099-87-6 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93
Abundance Scan 1878 (12.536 min): VX025993.D\data.ms (-1874) (- m/z 119.10 100.00%
119.1
5000 A
91.0
4ﬁ'1 71.1 ‘ ‘ 1521 12.50
O bl b bl bl 1528 4781 s 134,05 30.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16997: o-Cymene
119.0
5000
12.50
91.0 m/z 91.05 18.75%
41.0 65.0
0 \\\‘\‘\\\“‘\\‘1 \H“\‘\H‘”‘\\‘i‘\‘w\\‘iwH\‘\‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16998: o-Cymene
119.0
U \
12.50
5000 m/z 43.10 16.10%
91.0
olzs0 0 B0 L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16995: p-Cymene T ‘
119.0 12.50
m/z 41.10 14.17%
5000
91.0
41.0 65.0
0 \\\‘H\\\“‘\\‘H‘H‘\H‘”‘\\1‘\“MNHHH\‘HH‘HH‘H\ P
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
12.616 4.68 ug/L 87398 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 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 1891 (12.616 min): VX025993.D\data.ms (-1889) (- m/z 119.10 100.00%
1

119
5000
0y 650 91‘-0 12.50 13.00
Ottt bl L4 1960 1839 n/; 134,05 30.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50 13.00
m/z 91.05 14.58%
91.0
O \]-\5\.‘0\‘\\3\9“‘.\0\‘\ \6‘?-\0\\““ T \‘\ T “\“\ \‘\“l TT \‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
~Y —
12.50 13.00
5000 ITI/Z 120.10 9.17%
91.0
39.0 65.0 ‘
o250 T b M
miz--> 20 40 60 80 100 120 140 160 180 200 MM
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl- e ——
119.0 12.50 13.00
m/z 77.00 8.87%
5000
39.0 65.0 91.0
0 \H‘\M\“V\W\pﬁ\ﬂw\w\‘w\ﬂw\\\uw\\\‘\H\‘\\H‘\\ — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
12.689 5.91 ug/L 110417 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 52
2 Undecane, 4-methyl- 170 C12H26 002980-69-0 52
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 47
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 43
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 38

Abundance Scan 1903 (12.689 min): VX025993.D\data.ms (-1900) (-  m/z 71.10 100.00%

71.1
5000 117.1
1250  13.00
LI il gy 2701 ; '
oF po bt b B b T m/z 43.10 79.11%
m/z--> 0 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — —
12.50 13.00
9.0 m/z 57.10 73.11%
o I} | }#018302250 2950 352
‘\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350
Abundance #45489: Undecane, 4-methyl-
43.0
—— —
12.50 13.00
5000 m/z 85.10 46.49%
5.0
‘ 126.0
ol L, I o0
m/z--> 0 50 100 150 200 250 300 350
Abundance #4481: Pentane, 3,3-dimethyl- — —
43.0 12.50 13.00
m/z 41.10 45.86%
5000
5.0
m/z--> 0 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Cyclic12.890 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.890 13.20 ug/L 246622  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 74
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 53
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 52

Abundance Scan 1936 (12.890 min): VX025993.D\data.ms (-1932) (- m/z 83.10 100.00%

55.1
5000
154.2 [ 1200
H11L11310 1841 12.50 13.00
0! S m/z 55.10 70.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31429: Cyclohexane, pentyl-
83.0
55.0
5000 — ——
12.50 13.00
m/z 82.10 66.48%
29.0 154.0
O\\\‘\‘\‘\\““\\\“1“\‘}“\\“1\\\“]\-J\-]\“\()‘\\\\‘\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0 — —
12.50 13.00
5000 m/z 57.10  48.44%
29.0 ‘ 154.0
ool oo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43577: Cyclohexane, (4-methylpentyl)- “ —
83.0 12.50 13.00
55.0 m/z 41.10 47.69%
29.0
168.
8 0 N =1 S LR s
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 40 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.969 21.32 ug/L 398121 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 93
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 93
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 93
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 76
5 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 76

Abundance Scan 1949 (12.969 min): VX025993.D\data.ms (-1946) (- m/z 119.10 100.00%

119.1
5000
57.1 91.1 ‘13‘00‘
Ol JF\ w‘m‘ bl o ol WL 1520 1851 ) 134,05 46.65%
miz--> 20 60 80 100 120 140 160 180
Abundance #17065. Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
910 m/z 131.00 27.20%
O \\\‘\‘\\\“‘\\““\“\“\\\“\\\\‘\\\U“\\\“\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
.
13.00
5000 ITI/Z 132.05 22.33%
39 0 65 0 91.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- e {
119.0 13.00
m/z 57.10 15.19%
5000
39.0 65.0 91.0
0 HW‘H““H“:M‘“H“‘H‘H‘H‘U“m“wmwm‘m —
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.042 6.48 ug/L 120999 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 87
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 68
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 59
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59

Abundance Scan 1961 (13.042 min): VX025993.D\data.ms (-1958) (-~ m/z 57.10 100.00%
57.1

- o WL/\JL
133.1 I ‘
38 L” (1121 | 1522 1773 1300
[QQEIMENBNBES. . SN M A A M s i LS m/z 43.10  49.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45490: Undecane, 3-methyl-
57.0
5000 s :
85.0 13.00
29.0 m/z 71.10 48.39%
‘ 141.0
112.0 170.0
O\\\‘\‘\\\‘\\\b’u‘\\“}\‘w\\\“\\\\‘\\\\U\\\\‘\\\\‘\
miz--> 20 60 80 100 120 140 160 180
Abundance #45512: Decane, 3,8-dimethyl-
57.0
T T
13.00
5000 85.0 m/z 41.10  47.45%
113.0 141.0
SR 3
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45498: Undecane, 3-methyl- T
57.0 13.00
m/z 85.10 38.50%
5000
85.0
29.0
\‘ “‘ I 1120 1410 4700
om_m‘m S —

m/z--> 20 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 1-Phenyl-1-butene Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
13.164 5.81 ug/L 108520 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 76
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 76
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 76
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 76
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76

Abundance Scan 1981 (13.164 min): VX025993.D\data.ms (-1978) (- m/z 117.10 100.00%
117.

1r.1
5000
91.1 M .
391  65.0 | ‘ 148.1 13.00 13.50
Y S R PSR S P | B L 1082 h/z 1e5.10  54.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 N —~
13.00 13.50
91.0 o
m/z 106.10 48.78%
51.0 ‘
0 ‘2\7‘\.‘(\)\“‘\ \“1”\ “‘1‘ \7\4“1P‘ bl |HU‘\ T H‘ \:‘lﬁ \A\.(‘)\ LA B
miz--> 20 40 60 80 100 120 140 160
Abundance #16120: Benzene, 2-butenyl-
117.0
DO 7
13.00 13.50
5000 ITI/Z 132.05 39.18%
91.0
39.0 65.0 ‘
OF k- “‘u A, ‘H“ S [ M . B
m/z--> 20 40 60 80 100 120 140 160
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl- W AWV
117.0 13.00 13.50
m/z 115.05 24.62%
5000
91.0
39.0 65.0 ‘ ‘
N O N P S
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 43 unknown-03 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
13.213 3.25 ug/L 60649 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 35
2 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 35
3 Benzene, (1-methylbutyl)- 148 C1l1H16 002719-52-0 27
4 Piperazine, 1-[(3-methylphenyl)m... 190 C12H18N2 005321-48-2 27
5 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.... 148 C11H16 000473-00-7 27

Abundance Scan 1989 (13.213 min): VX025993.D\data.ms (-1986) (-~ m/z 105.10 100.00%

105.1
5000 1481
57.1
——— —
“ Jo‘ | ‘ L2 1 13.00 13.50
ob et LB b b L (1821 2322091 o5 4p.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26207: 2-Butanone, 4-phenyl-
105.0
148.0
so00] 430 7 7
13.00 13.50
77.0 m/z 148.05  39.26%
O' \\‘\H‘\\‘\‘\‘\H\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26206: 2-Butanone, 4-phenyl-
105.0 148.0
A 4
13.00 13.50
5000 43.0 ITI/Z 133.05 36.39%
77.0
: |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26371: Benzene, (1-methylbutyl)- . o
105.0 13.00 13.50
m/z 57.10 31.33%
5000
27.0 148.0
51.0 77.0‘
o_:M“‘Mu“wuuu“‘wu,‘:‘m‘mWm‘m‘_m_m_uw — A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

SFAMXLM122321WMA.M Tue Dec 28 01:54:31 2021 Page: 46



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.268 20.80 ug/L 388579 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 86
4 Undecane 156 C11H24 001120-21-4 86
5 Undecane 156 C11H24 001120-21-4 86
Abundance Scan 1998 (13.268 min): VX025993.D\data.ms (-1993) (- m/z 57.05 100.00%
57.0
5000
85.1
e .
1330 1702 13.00 13.50
0 HwHH‘i‘mHW“‘w!m”_muwwH_AH,W?RT‘QWWH m/z 43.10  86.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Dodecane
57.0
5000 — e
85.0 13.00 13.50
m/z 71.10 56.69%
29 0
L || 1120314101700
O \\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
P o
13.00 13.50
5000 m/z 41.10 49.,13%
85.0
29.0
0 \‘ | u‘ \h‘ ‘\11\1 0 154.0 182.0 227.0
HW‘H‘_H e R RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester —— —r—
57.0 13.00 13.50
m/z 85.10 33.21%
5000
85.0
29.0
o | ML0 940016801960 241
! H‘wu‘w‘HW‘HW‘H‘_H‘WH‘_‘HM‘HM‘ 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 : VX@25993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 45 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.292  19.27 ug/L 359912 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 70
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 56
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 55
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55

Abundance Scan 2002 (13.292 min): VX025993.D\data.ms (-2000) (-  m/z 117.10 100.00%
1171
5000
91.1 e oL
5‘5‘1 | ‘ ‘ H 148.1 166 13.00 13.50
O vl Al AT m/z 119.18 75.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T
91.0 13.00 13.50
510 m/z 132.05 36.32%
270 7 ‘ ‘
O \\\‘\\\\‘\\‘U\““H\\h\‘\\H\‘M\\\‘\‘IH\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
117.0
VW Rowa
13.00 13.50
5000 m/z 115.00 32.67%
91.0
51.0
W T N1 N PN Y O
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16113: 2,4-Dimethylstyrene —— ——
117.0 13.00 13.50
m/z 91.10 22.20%
5000
91.0
39.0
63.0
=0 Loidd |
0 ‘H““Hp‘ﬂﬁqw‘wlw‘H‘NW““NJ“‘H“““‘H‘ — -
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.384 9.34 ug/L 174518 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 81
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 74
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 64
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
Abundance Scan 2017 (13.384 min): VX025993.D\data.ms (-2013) (- m/z 57.10 100.00%
57.1
o m
— —
98.0 119.1 1481 1842 13.00 13.50
Obr 380 70 L T 14811842t s 1p 43.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 — e
13.00 13.50
m/z 71.10 39.65%
29.0 8.0
0\\‘\‘\‘\\“\\\‘!‘\\\\‘Q‘\\\“\\}‘\‘\\}\4‘1\.(\)\\‘1\6\9\.(\)‘\\\
miz--> 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
— —
13.00 13.50
5000 m/z 41.10 30.11%
29.0
98.0
0 ‘ Hﬂ 790 | | 1410 169.0
“_“w“‘““w“u“‘H“‘H“H“‘H“‘H
miz--> 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- — —
57.0 13.00 13.50
m/z 56.10 15.01%
- MMM
29.0
85.0
o"_u““‘H“1‘m‘w“‘““‘1‘1:‘3‘?””“1‘5"?‘9”‘1*‘34‘9 e
m/z--> 20 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.420 13.87 ug/L 259043 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 92
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 92
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 92
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 60

Abundance Scan 2023 (13.420 min): VX025993.D\data.ms (-2021) (- m/z 104.10 100.00%

104.1
5000 55.1 132.1
=
‘ | 2‘ ‘ 166.2 13.50
o S I NI E T X R “ “ Ml e 2082y 130,05 45.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0 j\
m/z 91.00 44.94%
27.0 %10 780 /
O\\\‘\‘\\\\“‘\\“U\‘H‘\\H}H‘\\w\[ \\M‘\‘M\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
—r—
132.0 13.50
5000 ITI/Z 55.10 39.60%
39.0 650 | 4
o N PP W N S R —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro- : ‘
T
104.0 13.50
m/z 97.10 37.02%
132.0
5000
51.0 78.0
P L T O ) -
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25993.D

Acqg On : 24 Dec 2021 00:56

Operator JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 48 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
13.506 3.79 ug/L 70878 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70

3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60

Abundance Scan 2037 (13.506 min): VX025993.D\data.ms (-2033) (- m/z 131.05 100.00%

131.1
5000
T \
13.50
0 m/z 133.00 82.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2- dlmethyl -1-propenyl)-
131.
5000 91.0 350
39.0 m/z 146.05 37.12%
O\‘\\\\‘H\\“}‘\‘HM}\\‘\\}\“H “‘ \LM\‘\“\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 J\
A AAMWWM‘ : :
13.50
5000 ITI/Z 55.10 36.90%
91.0
10w |
0“‘NH‘HHNwﬂM‘J“H“““ | | S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)- —— !
131.0 13.50
m/z 41.10 36.49%
91.0
5000
41.0 65.0 L
11
e EET 8 N e
m/z--> 20 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\VX122321\
Data File : VX@25993.D

Acqg On : 24 Dec 2021 00:56

Operator JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 49 Azulene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.780 89.60 ug/L 1673540 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 2082 (13.780 min): VX025993.D\data.ms (-2077) (- m/z 128.05 100.00%

128.1
5000
— —
51.0 740 102.1 ‘ 13.50 14.00
Ob el bl 1502 1811 2162 5 137,05  13.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13686: Naphthalene
128.0
5000 —T —
13.50 14.00
m/z 129.05 11.18%
51.0 750 102.0 I
O\‘\\\\‘\\“\\‘w‘\w“\\\\“\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13684: Naphthalene
128.0
A =
13.50 14.00
5000 ITI/Z 102.05 9.38%
51.0 74.0 102.0 ‘
SN Y R NN W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13679: Azulene o —T—
128.0 13.50 14.00
m/z 126.10 7.65%
5000
51.0 102.0
270, L
Ot e e e e e e —r— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
13.841 5.81 ug/L 108441 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 89
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
3 Octane, 3-ethyl- 142 C1leH22 005881-17-4 59
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 58
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 53
Abundance Scan 2092 (13.841 min): VX025993.D\data.ms (-2088) (- m/z 57.10 100.00%
57.1
— T
‘ 85‘.1 11ﬁ1133.1 162.2 84.0 13.50 14.00
ol b Ll b 708802070 oy 1 g3.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 — ——
112.0 13.50 14.00
m/z 43.10 66.93%
(OF; T \‘i‘{ T \“M\“ T \‘M \8“51"\0\\ T \‘\ ‘%?,\3\9\]75\\5’0\\ \]\-8’?\0\\ BREE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
— —
13.50 14.00
5000 m/z 41.10 38.99%
29.0 H 98.0
o efordd ity 1410 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22070: Octane, 3-ethyl- “ T
43.0 13.50 14.00
71.0 m/z 56.10 23.41%
5000
112.0
o\uh\wlm I
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
14.042 6.27 ug/L 117030 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 2125 (14.042 min): VX025993.D\data.ms (-2121) (- m/z 57.10 100.00%
57.1

5000
85.1
14.00 |
112.1 141.2 184.2 .
om_Hw‘Hw‘m“luHH_m_HWwwwwwm m/z 43.10  81.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 — ‘
85-0 14.00
290 m/z 71.10 61.38%
\‘ ‘\ L ) 11301410 184.0
O\\\‘\\\\‘}\\\“\\\\“\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
T \
14.00
5000 m/z 41.10 41.78%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ i \\113014101690 226.0
R R AR Em e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane T ‘
57.0 14.00
m/z 85.10 36.91%
5000 85.0
29.0
o by 1180 1410 1690 17,0 2260
“ ‘m"mwm‘mwm‘mwuH‘mwm T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 52 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
14.079 3.12 ug/L 58338 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
Abundance Scan 2131 (14.079 min): VX025993.D\data.ms (-2128) (- m/z 131.05 100.00%
131.1
5000
a1 81 o
182.2 :
0! 2% 1083 L, E0%S SEES 2071 sz 146,15 31.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 —rh :
14.00
m/z 119.10 21.99%
‘39‘0 ‘\637\\ | 910 “\ LM \‘\
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
T \
14.00
5000 91.0 m/z 115.00 15.59%
39.0 50 ‘
P T A S I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- —— ‘
131.0 14.00
m/z 83.10 14.89%
5000
91.0
90 @0 ||
P T O P | e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 53 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
14.219 8.33 ug/L 155653  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 60
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 60
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 60

Abundance Scan 2154 (14.219 min): VX025993.D\data.ms (-2150) (- m/z 131.00 100.00%

131.0
5000
97.1 e o
55.1 Hleo_zl 32 - 14.00 14.50
0 e i 183,2207.12322 40 933 05 43.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 0 AN
14.00 14.50
m/z 146.05 31.90%
39.0 91.0
63.0
O\’\“H\“‘\\“”\‘W\H\“H‘\\“\‘\\“\“\M\H“\H‘\\H‘\H\‘\H\‘\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
— 4
14.00 14.50
5000 ITI/Z 115.05 23.45%
91.0
390 650
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25013: Benzene, (2-methyl-1-butenyl)- e ==
131.0 14.00 14.50
m/z 97.10 20.82%
- 1 WV\NMM
0 680 | | |
Oberetrtreser b et b e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 54 Benzene, pentamethyl- Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
14.323 2.76 ug/L 51577 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 60
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 49
3 Phenol, 2-(2-methyl-2-propenyl)- 148 C10H120 020944-88-1 47
4 6-Methyl-4-indanol 148 C10H120 020294-32-0 47
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 46
Abundance Scan 2171 (14.323 min): VX025993.D\data.ms (-2168) (- m/z 133.05 100.00%
133.1
5000
— —r
a1 770 105 | 160.1 14.00 14.50
Otttk L bl b 2070 ) 145 05 41.09%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
138.0
5000 — —~——
14.00 14.50
91.0 m/z 148.05 30.54%
O \‘\}\5\9\\\3\9‘“?\‘\ \6‘5\\0\\“\\‘\\‘\‘\\w“\“\‘\‘\‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0 h
el AL
14.00 14.50
5000 m/z 115.00 16.69%
150 390 g5 910
R A Y W L N —
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26267: Phenol, 2-(2-methyl-2-propenyl)- = ~
133.0 14.00 14.50
m/z 134.00 13.43%
5000 105.0
77.0
510 17 ‘
0"H‘W‘H‘MHWWNHNMNmﬁNJW‘NM_WH‘H‘W‘H‘_‘H = A
m/z--> 0 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 : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 56 1,4-Methanonaphthalene, 1,4... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.780  23.78 ug/L 444159 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, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 2246 (14.780 min): VX025993.D\data.ms (-2240) (- m/z 142.00 100.00%

142.0
5000
63.1 91.0 . ) 1450 1500
ot 29 4l 4723 2159 2810 ) 141 05  89.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 T T T T T
14.50 1500
m/z 115.05 %
|30 710 130 |
’H\\‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
1450 1500
5000 ITI/Z 143.05 4%
02,7-06,30,11l°
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0 1450 1500
m/z 139.05 11.05%
) M
63.0
0270 I At 1ll0 “

m/z--> 20 40 60 80 100120140160180200220240260280 1450 1500
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 57 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
15.188 2.99 ug/L 55800 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 94
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 93
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 91
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 91
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 90

Abundance Scan 2313 (15.188 min): VX025993.D\data.ms (-2309) (- m/z 145.00 100.00%
145.0

—

5000
115.0
391 ggq 910 L 15.00 15.50
0’ : W 140911921 s 160.20  35.91%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
5000 BALENAL WS iaal
15.00 15.50
150 m/z 128.00 17.33%
O\\\‘\\\\‘\\\\6‘5\\0\\‘\9}\\0“\‘\\‘\“\\1“1\\‘\‘\\\!\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

é

15.00 15.50
5000 ITI/Z 146.00 14.32%
91.0 115.0
39.0 '
150 7" 830, || |
0L bbbl Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl- e ——
145.0 15.00 15.50
m/z 132.05 12.84%
5000
910 115.0
180 30 650, [ [
oH‘_m‘MMHH‘HH‘uuwmmH_Mw_w —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 58 Naphthalene, 1-ethyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
15.377 5.84 ug/L 109029 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 90
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 90
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 81

Abundance Scan 2344 (15.377 min): VX025993.D\data.ms (-2340) (- m/z 141.00 100.00%
0

141.
5000
115.1
— =
39.0 63‘.0 91.0 e 17TL1 ous 1500 15.50
O e bl gl B il L ST m/z 156.05  42.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000
15.00 15.50
115.0 m/z 115.05 29.25%
27.0 63.0 89.0 ‘ N
O\\\‘\‘\H\\“\\“\\““1\\Ml“\\‘.\\“\\\i‘\“\‘\\‘i\\‘W\“\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
— ——
15.00 15.50
5000 m/z 128.00 14.54%
115.0
510 76.0 ‘ ‘
O 290 2 ik e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl- — ——
141.0 15.00 15.50
m/z 142.05 14.37%
5000
115.0
76.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 59 Naphthalene, 2,7-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.481 17.30 ug/L 323104 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, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 2361 (15.481 min): VX025993.D\data.ms (-2356) (- m/z 156.10 100.00%

156.1
5000
g1 770 1151 ’ 15.50
0 : 22 28L m/z 141,05 63.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 1
15.50
m/z 155.05 32.33%
77.0
as0 - 1150 ||
O\H‘H\\‘H‘\\"H‘H“HH‘HH‘\‘\‘H“‘H ‘\H\’HH‘HH‘H\\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
15.50
5000 m/z 115.05 14.66%
77.0 115.0
39.0
0‘H‘H‘“m‘,wHl“_‘H‘H“‘“‘1“““Hw"m,"‘Wm‘mwmwm‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33134: Naphthalene, 1,7-dimethyl- ——
156.0 15.50
m/z 153.00 13.56%
5000
115.0
39.0 o
0! EENINSaIaE A e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50

SFAMXLM122321WMA.M Tue Dec 28 01:54:41 2021 Page: 61



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 60 Naphthalene, 2,3-dimethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
15.615 14.80 ug/L 276346 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 2383 (15.615 min): VX025993.D\data.ms (-2378) (-

m/z 156.10

100.00%

156.1
5000
115.1
. 15.50 16.00
39.1 ‘ .
Y I Y Y R m“‘“ ‘e ‘Mu 894 28l. /7 141.05  87.48%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 P =
15.50 16.00
m/z 155.05  27.94%
9.0 76.0
04 ‘\. ,“H““l“h‘\ o J’-‘lpr(\)‘“\ ‘\ ‘M\ L B B B B B B
m/z--> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
15.50 16.00
5000 m/z 115.05 22.61%
39.0 76.0 115.0 m
A F W T Y E—
m/z--> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl- P —
156.0 15.50 16.00
m/z 128.00 17.06%
5000
77.0 1150
390 .4 !
ol ‘W\‘N‘ R R —— —
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 61 Naphthalene, 1,6-dimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

15.652  11.20 ug/L 209220 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 2389 (15.652 min): VX025993.D\data.ms (-2386) (- m/z 156.10 100.00%
6.1

156
5000
1870 15.50 16.00
0 9 2192 /7 141.05  85.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 A= L
15.50 16.00
115.0 ITI/Z 155.10 41.96%
510 /7.0
O \\\‘2\7‘\-\()\“\\“\ T “h \‘\HU“ \H\‘\ T “\\\‘i ‘ \“!‘\ \“‘\\JM‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.10 24.13%
115.0
270 510 710 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33166: Naphthalene, 1,5-dimethyl- —— ——
156.0 15.50 16.00
m/z 128.05 20.97%
5000
510 76.0 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 62 Naphthalene, 1,3-dimethyl- Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
15.987 2.83 ug/L 52798 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 91
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 90
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 89
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 89
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 87

Abundance Scan 2444 (15.987 min): VX025993.D\data.ms (-2441) (- m/z 141.05 100.00%

1411
5000
115.0 i
39.1 77.0 16.00
Ot b WL MBOSZISTY ) 156,10 70.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000 — 1
16.00
115.0 m/z 115.00  23.59%
27.0 5%0M \h ‘ Il w
O \\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
——
16.00
5000 m/z 155.00 12.87%
510 76.0 115.0
P oS RRNONNN VYN Y SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl- .
141.0 16.00
m/z 152.05 11.90%
5000
115.0
510 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 63 1,1'-Biphenyl, 4-methyl- Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
16.084 3.83 ug/L 71483  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 93
2 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 87
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 86
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 86
5 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 86

Abundance Scan 2460 (16.084 min): VX025993.D\data.ms (-2456) (- m/z 168.10 100.00%
1. .

91.0 168.1
5000
39.1 119.1 . A |
. . 218.2 16.00
65.0 ) 3
0 : m/z 91.05 96.24%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #43640: 1,1'-Biphenyl, 4-methyl-
168.0
5000 —
16.00
m/z 167.05 69.36%
;90 B30 150141 |
O\‘\H\‘HH‘\\HH"\‘\‘\‘\“\\‘H“\\H‘\}H“\H‘\HH‘HH‘HH‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #43635: 1,1'-Biphenyl, 3-methyl-
168.0
16.00
5000 ITI/Z 165.10 29.65%
39.0
Lo 7 50 MH0uo W
0Lttt e bl
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #43637: 1,1'-Biphenyl, 3-methyl- T
168.0 16.00
m/z 152.00 25.75%
5000
390 830 115.01414
b il u'\‘ /
Ot et b el Shea

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 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 64 Naphthalene, 1,6,7-trimethyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
16.657 7.68 ug/L 143382 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94

Abundance Scan 2554 (16.658 min): VX025993.D\data.ms (-2550) (-  m/z 170.10 100.00%
1

170
5000
R A A
391 761 12?'”‘” H ' 16.40 16.60
ol g L UL 2090 2810 g q55.10 88.91%
miz--> 50 100 150 200 250
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 L B L I B B
16.40 16.60
m/z 152.05 20.80%
115.0 m
O\\\\“\7\6“.\9‘\‘\“\‘\U“\MH\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
R T
16.40 16.60
5000 m/z 153.00  20.29%
115.0
63.0 ‘ ‘ JH ‘
oL : i‘ “\u‘\H‘u\m“ " “‘M \‘L ‘ ‘M‘ — ——
miz--> 50 100 150 200 250
Abundance #45538: Naphthalene, 2,3,6-trimethyl- A
170.0 16.40 16.60
m/z 169.10 17.49%
) MJK
128.0
76.0
miz--> 50 100 150 200 250 16.40 16.60

SFAMXLM122321WMA.M Tue Dec 28 01:54:44 2021 Page: 66



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025993.D

Acqg On : 24 Dec 2021 00:56

Operator : JC/MD

Sample : M5154-09

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 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 1.575 3.0 ug/L 32133 1 6.763 542727 50.0
(DEL) Alkane: S.. 2.794 3.5 ug/L 37764 1 6.763 542727 50.0
(DEL) Alkane: S.. 3.075 2.7 ug/L 29038 1 6.763 542727 50.0
(DEL) Alkane: S.. 3.422 2.9 ug/L 31536 1 6.763 542727 50.0
(DEL) Alkane: S.. 5.489 2.5 ug/L 27421 1 6.763 542727 50.0
(DEL) Alkane: S.. 5.812 3.1 ug/L 34102 1 6.763 542727 50.0
(DEL) Alkane: C.. 9.500 6.0 ug/L 79865 2 10.061 663575 50.0
(DEL) Alkane: C.. 9.561 2.7 ug/L 35907 2 10.061 663575 50.0
(DEL) Alkane: C.. 9.616 2.5 ug/L 33602 2 10.061 663575 50.0
(DEL) Alkane: C.. 9.829 6.1 ug/L 81019 2 10.061 663575 50.0
(DEL) Alkane: S.. 9.903 10.3 ug/L 136038 2 10.061 663575 50.0
(DEL) Alkane: S.. 10.006 8.9 ug/L 117532 2 10.061 663575 50.0
(DEL) Alkane: S.. 10.586 15.7 ug/L 208123 2 10.061 663575 50.0
(DEL) Alkane: S.. 10.714 2.8 ug/L 37591 2 10.061 663575 50.0
(DEL) Alkane: C.. 10.756 4.2 ug/L 55677 2 10.061 663575 50.0
(DEL) Alkane: S.. 10.781 18.3 ug/L 242292 2 10.061 663575 50.0
(DEL) Alkane: S.. 10.829 3.5 ug/L 46844 2 10.061 663575 50.0
(DEL) Alkane: C.. 10.854 17.0 ug/L 226209 2 10.061 663575 50.0
(DEL) Alkane: S.. 10.896 9.1 ug/L 120976 2 10.061 663575 50.0
(DEL) Alkane: S.. 11.031 10.0 ug/L 133215 2 10.061 663575 50.0
(DEL) Alkane: S... 11.085 16.4 ug/L 305795 3 12.024 933896 50.0
(DEL) Alkane: S... 11.110 16.0 ug/L 299218 3 12.024 933896 50.0
Benzene, propyl- 11.305 13.7 ug/L 256671 3 12.024 933896 50.0
Benzene, 1l-ethy... 11.384 40.0 ug/L 747354 3 12.024 933896 50.0
Benzene, 1l-ethy... 11.616 30.2 ug/L 563845 3 12.024 933896 50.0
(DEL) Alkane: S... 11.683 8.3 ug/L 155609 3 12.024 933896 50.0
(DEL) Alkane: S... 11.841 12.5 ug/L 233426 3 12.024 933896 50.0
(DEL) Alkane: S... 11.890 7.7 ug/L 143256 3 12.024 933896 50.0
(DEL) Alkane: C... 11.939 20.0 ug/L 374017 3 12.024 933896 50.0
Benzene, 1,2,3-... 12.091 40.5 ug/L 755558 3 12.024 933896 50.0
(DEL) Alkane: S... 12.177 18.9 ug/L 353798 3 12.024 933896 50.0
Indane 12.244 49.2 ug/L 918194 3 12.024 933896 50.0
(DEL) Alkane: C... 12.421 15.8 ug/L 295922 3 12.024 933896 50.0
unknown-02 12.469 14.5 ug/L 270010 3 12.024 933896 50.0
o-Cymene 12.536 9.7 ug/L 180683 3 12.024 933896 50.0
Benzene, 1l-ethy... 12.616 4.7 ug/L 87398 3 12.024 933896 50.0
(DEL) Alkane: S... 12.689 5.9 ug/L 110417 3 12.024 933896 50.0
(DEL) Alkane: C... 12.890 13.2 ug/L 246622 3 12.024 933896 50.0
Benzene, 1,2,3,... 12.969 21.3 ug/L 398121 3 12.024 933896 50.0
(DEL) Alkane: S... 13.042 6.5 ug/L 120999 3 12.024 933896 50.0
1-Phenyl-1-butene 13.164 5.8 ug/L 108520 3 12.024 933896 50.0
unknown-03 13.213 3.3 ug/L 60649 3 12.024 933896 50.0
(DEL) Alkane: S... 13.268 20.8 ug/L 388579 3 12.024 933896 50.0
Benzene, 2-ethe... 13.292 19.3 ug/L 359912 3 12.024 933896 50.0
(DEL) Alkane: S... 13.384 9.3 ug/L 174518 3 12.024 933896 50.0
Naphthalene, 1,... 13.420 13.9 ug/L 259043 3 12.024 933896 50.0
Benzene, (1,2-d... 13.506 3.8 ug/L 70878 3 12.024 933896 50.0
Azulene 13.780 89.6 ug/L 1673540 3 12.024 933896 50.0
(DEL) Alkane: S... 13.841 5.8 ug/L 108441 3 12.024 933896 50.0
(DEL) Alkane: S... 14.042 6.3 ug/L 117030 3 12.024 933896 50.0
1H-Indene, 2,3-... 14.079 3.1 ug/L 58338 3 12.024 933896 50.0
Naphthalene, 1,... 14.219 8.3 ug/L 155653 3 12.024 933896 50.0
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