LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 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\SFAMXLMO70324WMA .M
Title : VOC Analysis

Signal : TIC: VX@42406.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.240 21 25 42 rBV2 51369 98082 12.88%  3.396%
2 1.368 44 46 48 rBV 4076 4098 0.54% 0.142%
3 2.276 190 195 207 rVB 19216 33035 4.34% 1.144%
4 2.715 262 267 274 rBV 8598 17538 2.30% 0.607%
5 2.947 297 305 313 rBV 7407 19749 2.59% 0.684%
6 3.075 322 326 332 rW5 833 1396 ©0.18% 0.048%
7 3.410 378 381 383 rBV3 267 330 0.04% 0.011%
8 3.605 407 413 420 rBvV4 328 835 0.11% 0.029%
9 3.703 424 429 430 rBV 174 244 0.03% 0.008%
106 4.154 500 503 505 rBv2 168 208 0.03% 0.007%
11  4.282 520 524 531 rBV2 213 514 0.07% 0.018%
12 4.379 538 540 543 rVB 194 198 0.03% 0.007%
13 4.501 551 560 577 rBV3 5684 22289 2.93% 0.772%
14 5.050 641 650 666 rBVv3 13903 43167 5.67% 1.494%
15 5.373 700 703 704 rBV2 225 278 0.04% 0.010%
16 5.550 727 732 734 rBV3 450 911 ©0.12% 0.032%
17 5.958 788 799 812 rBV2 42321 120340 15.80% 4.166%
18 6.184 832 836 839 rBvV3 184 274 0.04% ©0.009%
19 6.312 853 857 860 rBvV 184 230 0.03% 0.008%
20 6.379 863 868 875 rBV5S 484 1241 0.16% 0.043%
21  6.757 920 930 947 rBV2 95063 229954 30.19% 7.961%
22 7.129 985 991 998 rVB5 1404 3570 0.47% 0.124%
23 7.214 1001 1005 1006 rBV 433 459 0.06% 0.016%
24 7.306 1013 1020 1028 rBvV2 21362 49023 6.44% 1.697%
25 7.543 1054 1059 1060 rVB 169 240 0.03% 0.008%
26 7.556 1060 1061 1066 rBV2 162 263 0.03% 0.009%
27 8.330 1182 1188 1201 rBV 10884 20360 2.67% 0.705%
28 8.470 1208 1211 1216 rVB2 298 398 0.05% 0.014%
29 8.592 1228 1231 1232 rBV3 381 416 0.05% 0.014%
30 8.647 1233 1240 1248 rW 57023 97721 12.83% 3.383%
31 8.720 1249 1252 1265 rvVvB3 4640 9779 1.28% 0.339%
32 8.909 1280 1283 1287 rBV4 710 994 0.13% 0.034%
33 8.958 1287 1291 1299 rBV 6863 11898 1.56% 0.412%
34 9.092 1311 1313 1318 rBV 186 212 0.03% 0.007%
35 9.275 1338 1343 1348 rBV4 2098 3313  0.44% 0.115%
36 9.397 1358 1363 1376 rBV 17898 43567 5.72% 1.508%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 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\SFAMXLMO70324WMA .M
Title : VOC Analysis
37 9.714 1410 1415 1419 rVB4 1118 1903 0.25% 0.066%
38 9.811 1428 1431 1433 rVWV 386 442 0.06% 0.015%
39 9.964 1453 1456 1459 rBV2 130 226 0.03% 0.008%
40 10.006 1461 1463 1465 rVB2 274 208 0.03% 0.007%
41 10.055 1465 1471 1486 rBV 192256 270007 35.45%  9.348%
42 10.195 1492 1494 1500 rVB2 719 800 0.11% 0.028%
43 10.305 1508 1512 1517 rBV 2703 3286 0.43% 0.114%
44 10.360 1517 1521 1526 rVB5 1657 2418 0.32% 0.084%
45 10.653 1564 1569 1575 rVB4 912 1680 ©.22% 0.058%
46 10.781 1587 1590 1592 rVV2 637 615 ©0.08% 0.021%
47 10.817 1592 1596 1600 rVB2 2055 2646 0.35% 0.092%
48 10.939 1613 1616 1624 rBvV3 5123 7854 1.03% 0.272%
49 11.092 1638 1641 1649 rVB5 876 2018 0.26% 0.070%
50 11.195 1649 1658 1668 rVB 41872 65149  8.55%  2.256%
51 11.311 1674 1677 1682 rBV4 978 1460 ©0.19% 0.051%
52 11.384 1684 1689 1692 rBvV3 443 745 0.10% 0.026%
53 11.482 1697 1705 1714 rVB4 5819 10243 1.34% 0.355%
54 11.610 1723 1726 1728 rBV3 299 418 0.05% 0.014%
55 11.738 1735 1747 1748 rBV6 4514 9175 1.20% 0.318%
56 11.823 1758 1761 1765 rBvV2 3363 4066 ©.53% 0.141%
57 11.933 1775 1779 1783 rBV3 2110 3169 0.42% 0.110%
58 11.976 1783 1786 1789 rvv2 947 1021 0.13% 0.035%
59 12.024 1789 1794 1804 rVvV 208175 272029 35.72% 9.418%
60 12.244 1826 1830 1837 rBV3 1716 2976 0.39% 0.103%
61 12.323 1838 1843 1853 rVB 68539 94707 12.44%  3.279%
62 12.421 1856 1859 1865 rBV2 3998 5408 0.71% 0.187%
63 12.622 1889 1892 1897 rVB2 484 574 0.08% 0.020%
64 12.695 1897 1904 1907 rBV3 671 1239 0.16% 0.043%
65 12.756 1911 1914 1919 rVB2 504 728 0.10% 0.025%
66 12.872 1928 1933 1938 rBV5 1507 3315 0.44% 0.115%
67 12.969 1945 1949 1953 rVB4 644 848 0.11% 0.029%
68 13.116 1968 1973 1976 rBV4 415 529 0.07% 0.018%
69 13.170 1979 1982 1988 rVB2 597 823 0.11% 0.028%
70 13.268 1992 1998 2000 rBV2 1750 2320 0.30% 0.080%
71 13.292 2000 2002 2007 rVB4 1787 2124 0.28% 0.074%
72 13.408 2015 2021 2030 rVB6 1304 2974 0.39% 0.103%
73 13.536 2039 2042 2046 rBV3 266 411 0.05% 0.014%
74 13.591 2048 2051 2056 rBV5S 1463 2042 0.27% 0.071%
75 13.689 2063 2067 2071 rBV3 737 1277 0.17% 0.044%
76 13.725 2071 2073 2077 rBV2 199 283 0.04% 0.010%

SFAMXLMO70324WMA.M Thu Jul 25 14:23:30 2024 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 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\SFAMXLMO70324WMA .M
Title : VOC Analysis
77 13.780 2077 2082 2090 rVV 37278 50456 6.63% 1.747%
78 13.841 2090 2092 2095 rVv3 761 789 0.10% 0.027%
79 13.872 2095 2097 2102 rVB3 548 639 0.08% 0.022%
80 13.963 2109 2112 2115 rVB2 975 1088 0.14% 0.038%
81 14.042 2120 2125 2128 rBV3 1154 1472 0.19% 0.051%
82 14.115 2134 2137 2139 rBV2 319 419 0.06% 0.015%
83 14.213 2151 2153 2156 rBV3 892 805 0.11% 0.028%
84 14.371 2175 2179 2181 rBV2 513 574 0.08% 0.020%
85 14.426 2184 2188 2194 rBV5 1424 2339 0.31% 0.081%
86 14.640 2218 2223 2233 rVB 19111 25374 3.33% 0.878%
87 14.780 2242 2246 2249 rBV 15904 19845 2.61% 0.687%
88 14.817 2249 2252 2257 rVB2 16656 21912 2.88% 0.759%
89 14.896 2261 2265 2269 rBV4 6415 7964 1.05% 0.276%
90 15.140 2303 2305 2308 rBV3 1019 1117 0.15% 0.039%
91 15.207 2313 2316 2320 rVV2 3302 4449 0.58% 0.154%
92 15.316 2330 2334 2340 rBV3 7253 11335 1.49% 0.392%
93 15.377 2341 2344 2347 rVV2 3096 3625 0.48% 0.126%
94 15.481 2356 2361 2367 rBV2 7500 11475 1.51% 0.397%
95 15.585 2373 2378 2385 rBV3 37984 73423  9.64%  2.542%
96 15.658 2386 2390 2396 rVV3 55674 90397 11.87% 3.130%
97 15.743 2399 2404 2409 rVV2 56686 84712 11.12%  2.933%
98 15.871 2419 2425 2435 rVB 472714 761575 100.00% 26.366%
99 16.274 2486 2491 2495 rBV 25564 44070 5.79% 1.526%
100 16.328 2495 2500 2508 rVB 23601 47303 6.21% 1.638%
Sum of corrected areas: 2888437
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX042406.D\data.ms
400000
300000
200000
100000
1.240 2276 5.958
1.368 ' 2715 2.947075  3.4103.60503 4194282379501 5050 5 373 550 61813
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘W’\f\\\‘\\\\‘\\\\Tr\\‘rﬁ\\\‘\\\\‘\\\\‘\\\\‘\\\TY_Y_\\‘\\\\‘\\\\‘ TY_T\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX042406.D\data.ms
400000
300000
200000 10.055
100000 6.757
7306 8.647 11.195
. 397 .
0L379 712914 7.558 8.330 4 po 07 208868000.275 9.71.8190605). 108350 10.@137&7939.99%13%4&
—— T M A e e e e e e e e e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX042406.D\data.ms
15.871
400000
300000
12.024
200000
100000
e 3.780 1528
13.7 .
14.64077807, 162248
G107382R836 12.24R.421 01 GEIBETD A6BAA. 2138726 'n? 5@ 961554088 A8
O - *%&‘r’" I LI . T T [ B T \/\ T T T T T T f T T T T T T T T T
Time--> 12.00 12.50 13.00 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.240 21.33 ug/L 98082 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 25 (1.240 min): VX042406.D\data.ms (-21) (-) m/z 64.00 100.00%

64.0
5000 L
BB
1.20 140 1.60
b i m/z 48.00 45.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LI AL L BN B
1.20 140 1.60
m/z 66.00 4.62%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
1.20 140 1.60
5000 m/z 50.00 2.30%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- SR W )
64.0 1.20 140 1.60
m/z 65.00 1.05%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R L e R B L B e
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 Azulene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.780 9.27 ug/L 50456 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 Naphthalene 128 C10H8 000091-20-3 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 2082 (13.780 min): VX042406.D\data.ms (-2077) (- m/z 128.00 100.00%
128.0
5000
—— —
51.0 740 102.0 H 207.0 13.50 14.00
0t bl e e e m/z 127.00 12.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 —r ——
13.50 14.00
m/z 129.05 10.09%
O ‘\\\\‘\5\1“-\-\0‘”\7?}‘.‘?\\\]-\()‘“2\.\0\\‘\‘H\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene
128.0
T ‘ T T ‘ T \/\
13.50 14.00
5000 m/z 102.00 7.61%
o270 510 770 1020 |
L A mmaa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13685: Naphthalene T ——
128.0 13.50 14.00
m/z 125.90 7.19%
5000
64.0
102.0
] S N N S N — —_
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\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 7 Tricyclo[5.4.0.0(2,8)]undec... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.817 4.03 ug/L 21912 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 95
2 Tricyclo[5.4.0.8(2,8)]undec-9-en... 204 C15H24 005989-08-2 94
3 Tricyclo[5.4.08.0(2,8)Jundec-9-en... 204 C15H24 005989-08-2 93
4 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 92
5 .alpha.-Cubebene 204 C15H24 017699-14-8 83
Abundance Scan 2252 (14.817 min): VX042406.D\data.ms (-2249) (|  m/z 119.05 100.00%
119.1
5000 91.0 j\
41.0 1611 2042 e ]
‘ ‘ .y 14.50 15.00
o ML b e iosE | m/z 105,05 66.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80371: Tricyclo[5.4.0.0(2,8)Jundec-9-ene, 2,6,6,9-tetram
119.0
5000 P - b
14.50 15.00
41.0 9110 m/z 133.05 50.80%
‘ ‘ ‘ 1610 2040 /
O ’\\\\“\\\‘h“\“\‘\\H”HJ\‘\UHM‘H\m‘\‘}\\“\\H‘H‘H‘!\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #80368: Tricyclo[5.4.0.0(2,8)Jundec-9-ene, 2,6,6,9-tetram /
119.0
e B gl
14.50 15.00
5000 ITI/Z 91.00 50.52%
161.0
41.0 ‘ ‘ ‘ 204.0
ATTTLY N o C—
m/z--> 20 40 60 80 100120140160180200220240260280 /
Abundance #80370: Tricyclo[5.4.0.0(2,8)Jundec-9-ene, 2,6,6,9-tetram ‘ ‘”/\/“‘ — ‘”W‘/\‘
119.0 14.50 15.00
m/z 93.10 41.31%
50001 41.0
91,0
1610 204.0
m/z--> 20 40 60 80 100120140160 180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 Bicyclo[3.1.1]hept-2-ene, 2... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.585 13.50 ug/L 73423  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[3.1.1]hept-2-ene, 2,6-di... 204 C15H24 017699-05-7 96
2 Bicyclo[3.1.1]hept-2-ene, 2,6-di... 204 C15H24 017699-05-7 95
3 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 91
4 1,3,6,10-Dodecatetraene, 3,7,11-... 204 C15H24 026560-14-5 90
5 (Z)-1-Methyl-4-(6-methylhept-5-e... 204 C15H24 013062-00-5 89

Abundance Scan 2378 (15.585 min): VX042406.D\data.ms (-2373) (- m/z 93.00 100.00%
3.0

3.

41.0
5000
T T
“ ‘ ‘ 15.50
Ot prreeii bkl m/z 119.16  84.48%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #80319: Bicyclo[3.1.1]hept-2-ene, 2,6-dimethyl-6-(4-meth
41.0 93.0

—

5000 —
15.50

m/z 41.05 61.16%

' ﬁo 161.0  204.0
Ly

0 LARRNERAAN RRR RN RRRRN

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80322: Bicyclo[3.1.1]hept-2-ene, 2,6-dimethyl-6-(4-meth
93.0

—

T
15.50

5000, 410 m/z 107.10  55.42%

L0 w0 e
H H H\ 0l H\ bl

m/z--> 20 40 60 80 100120140160180200220240260280

o

=

Abundance #80234: trans-.alpha.-Bergamotene ‘
119.0 15.50
m/z 91.00  48.84%
5000
\‘ H 2470 190
SRR UM N S e B —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 9 1H-Benzocycloheptene, 2,4a,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.658 16.62 ug/L 90397 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 003853-83-6 98
2 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 003853-83-6 97
3 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C1l5H24 003853-83-6 95
4 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 003853-83-6 95
5 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 080923-88-2 95

Abundance Scan 2390 (15.658 min): VX042406.D\data.ms (-2386) (- m/z 93.00 100.00%

93.0
5000{ | , -

15 50 16 00
(o} 119.10  76.68%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80453: 1H-Benzocycloheptene, 2,4a,5,6,7,8,9,9a-octahy
93.0
41.0
5000 204.0

121.0 161.0 15.50 16.00
m/z 91.05 72.03%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80456: 1H-Benzocycloheptene, 2,4a,5,6,7,8,9,9a-octahy
93.0

T
41.0 15 50 16 00
204.0 9
5000 121.0 161.0 105.00 69.32%
01 u‘:“H‘H_hu_H‘l‘u“wm‘mmm‘mwu
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80457: 1H-Benzocycloheptene, 2,4a,5,6,7,8,9,9a-octahy
93.0 15.50 16.00
41.0 m/z 94.00 66.22%
5000 121.0 189.0
161.0
0 N VL
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 .alpha.-Farnesene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.743  15.57 ug/L 84712  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Farnesene 204 C15H24 000502-61-4 95
2 .alpha.-Farnesene 204 C15H24 000502-61-4 93
3 .alpha.-Farnesene 204 C15H24 000502-61-4 91
4 (E,Z)-.alpha.-Farnesene 204 C15H24 1000293-03-2 70
5 (Z)-1-Methyl-4-(6-methylhept-5-e... 204 C15H24 013062-00-5 68

Abundance Scan 2404 (15.743 min): VX042406.D\data.ms (-2399) (] ' m/z 93.00 100.00%

93.0
41.1
5000
123.1

H \‘w \“M wh‘ 16 204.3 15.50 16'06

el Akl b 28 sz 41010 65.88%

m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #80166: .alpha.-Farnesene
410 93.0
— =

5000
15.50 16.00
m/z 107.05 60.96%

H ‘\\\\ T , J161.0 204.0
’\H\“HH“HH“\\H‘HH“W\‘\‘H\H\H‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80176: .alpha.-Farnesene
41.0
93.0

o

o

15.50 16.00
5000 m/z 69.05 54.33%
123.0
Ll e o
Ov*H*W”w*MH\HWWMMWWWWMH*M*H\HH\H*W*HW*H*M‘HM*
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #80182: .alpha.-Farnesene 1 —
93.0 15.50 16.00

m/z 91.00 52.21%

41.0
5000 123.0
“\\‘hﬂ‘w I 6\01890

m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 (4aS,9aR)-3,5,5,9-Tetrameth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.871 139.98 ug/L 761575 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4asS,9aR)-3,5,5,9-Tetramethyl-2,... 204 C15H24 053111-25-4 99
2 cis-(-)-2,4a,5,6,9a-Hexahydro-3,... 204 C15H24 1000104-20-1 99
3 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 92
4 .alpha.-Guaiene 204 C15H24 003691-12-1 58
5 Alloaromadendrene 204 C15H24 025246-27-9 58
Abundance Scan 2425 (15.871 min): VX042406.D\data.ms (-2419) (- | m/z 93.05 100.00%
93.0 133.0
5000
— ==
15.50 16.00
0 m/z 133.00 87.23%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80380: (4aS,9aR)-3,5,5,9-Tetramethyl-2,4a,5,6,7,9a-he
93.0 133.0
41.0
5000 204.0 — ——
15.50 16.00
m/z 91.05 86.65%
0 \H‘\‘\‘\\L“Hh‘”"\“}‘\\ PF’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80356: cis-(-)-2,4a,5,6,9a-Hexahydro-3,5,5,9-tetramethy
93.0 133.0
41.0
- ——
204.0 15.50 16.00
5000 m/z 105.10 78.44%
‘ 175.
0 N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80544: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-0ctz 4 =
105.0 161.0 204.0 15.50 16.00
m/z 119.05 63.40%
5000
0 [N Y W —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 1,1'-Biphenyl, 4-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.274 8.10 ug/L 44070 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 98
2 1,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 98
3 1,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 97
4 1,1'-Biphenyl, 2-chloro- 188 C12H9C1 002051-60-7 96
5 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 96
Abundance Scan 2491 (16.274 min): VX042406.D\data.ms (-2486) (| m/z 188.00 100.00%
188.0
152.0
5000
76.0 — S—
16.00 16.50
390 . ‘
ol L d128 }‘ A 2808 hyz 152.00  58.02%
miz-> 50 100 150 200 250
Abundance #62867: 1,1'-Biphenyl, 4-chloro-
188.0
A AW
5000 ot WA
152.0 16.00 16.50
6.0 m/z 190.00  34.42%
O T T \\?’9\ O“ \“ \“‘\ T ‘]_1\3 \q\ T ““ T T T ‘\‘ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #62873: 1,1'-Biphenyl, 4-chloro-
188.0
‘ ‘ —
16.00 16.50
5000 152.0 m/z 153.05 23.90%
76.0
o0, | mao | |
miz--> 50 100 150 200 250
Abundance #62871: 1,1'-Biphenyl, 4-chloro- e ; &
188.0 16.00 16.50
m/z 76.00  19.54%
152.0
5000
76.0 ‘
oLb— ‘39\‘0“ ‘\‘ ‘\“\‘\ \\‘\HM ‘\"\‘ . }‘\‘ . “\ — — ‘N‘
m/z--> 50 100 150 200 250 16,00 16,50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 1,4-Ethenonaphthalene, 1,4-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.328 8.69 ug/L 47303 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 74
2 Acenaphthene 154 C12H10 000083-32-9 74
3 Acenaphthene 154 C12H1e 000083-32-9 68
4 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 59
Abundance Scan 2500 (16.328 min): VX042406.D\data.ms (-2495) (- m/z 153.00 100.00%
153.0
5000
76.0 W‘H‘_‘H‘th‘u‘
1011 289 ( 16.0016.2016.4016.60
o390l 15 W okl 2520 m/z 154.10 94.20%
miz-> 50 100 150 200 250
Abundance #31489: Acenaphthene
154.0
5000 L L L B R
16.0016.2016.4016.60
76.0 m/Z 152.05 52.69%
39.0
O T T T T i‘ \“‘ T M\ T 11!_5\ Q\ T M T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #31487: Acenaphthene
154.0
VJ\,\\‘\\\\‘\\\\‘\\\\‘\\\\‘
16.0016.2016.4016.60
5000 m/z 76.00 19.57%
76.0
39.0 | “ .
o3 Ae
miz--> 50 100 150 200 250 J\
Abundance #31486: Acenaphthene ﬁ‘u““‘u“‘WW“‘w
153.0 16.0016.2016.4016.60
m/z 151.00 14.21%
5000
76.0
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042406.D

Acqg On : 19 Jul 2024 16:56

Operator : JC/MD

Sample : P3215-04ME

Misc : 5.29g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.240 21.3 ug/L 98082 1 6.757 229954 50.0
Azulene 13.780 9.3 ug/L 50456 3 12.024 272029 50.0
Tricyclo[5.4.0.... 14.817 4.0 ug/L 21912 3 12.024 272029 50.0
Bicyclo[3.1.1]h... 15.585 13.5 ug/L 73423 3 12.024 272029 50.0
1H-Benzocyclohe... 15.658 16.6 ug/L 90397 3 12.024 272029 50.0
.alpha.-Farnesene 15.743 15.6 ug/L 84712 3 12.024 272029 50.0
(4as,9aR)-3,5,5... 15.871 140.0 ug/L 761575 3 12.024 272029 50.0
1,1'-Biphenyl, ... 16.274 8.1 ug/L 44070 3 12.024 272029 50.0
1,4-Ethenonapht... 16.328 8.7 ug/L 47303 3 12.024 272029 50.0
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