LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\
Data File : VX039425.D

Acqg On : 21 Dec 2023 13:33

Operator : JC/MD

Sample : 05835-20ME

Misc : 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 12 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\SFAMXLM120523WMA.M
Title : VOC Analysis

Signal : TIC: VX@39425.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.368 43 46 60 rBvV 74399 126731 11.57% 1.420%
2 1.648 89 92 99 rBvV 25332 39047 3.56% 0.438%
3 2.288 191 197 209 rBV 199299 332704 30.37% 3.728%
4 2.715 260 267 276 rBV 22831 47491 4.33% 0.532%
5 2.849 284 289 295 rVB 4813 9154 0.84% 0.103%
6 2.947 298 305 315 rW 6861 17419 1.59% 0.195%
7 3.093 327 329 330 rBvV2 428 269 0.02% 0.003%
8 3.123 330 334 337 rVB4 413 557 0.05% 0.006%
9 3.434 381 385 387 rBV 237 343 0.03% 0.004%
10 3.605 408 413 415 rBV2 297 541 ©0.05% 0.006%
11  4.379 538 540 543 rBV2 274 343 0.03% 0.004%
12 4.477 547 556 585 rBv2 61470 288461 26.33% 3.233%
13 5.056 637 651 673 rBV 128381 430299 39.27% 4.822%
14 5.312 692 693 697 rBv2 309 271 0.02% 0.003%
15 5.544 729 731 734 rVW3 383 395 0.04% 0.004%
16 5.964 788 800 825 rBV2 374178 1095645 100.00% 12.278%
17 6.672 911 916 917 rBV2 387 435 0.04% 0.005%
18 6.757 921 930 947 rBV 210035 523926 47.82% 5.871%
19 7.111 980 988 995 rBV5 1729 4444 0.41% 0.050%
20 7.306 1011 1020 1040 rBV 223209 506529 46.23% 5.676%
21 7.489 1047 1050 1053 rBV4 451 581 0.05% 0.007%
22 7.824 1103 1105 1109 rVB2 208 274 0.03% 0.003%
23 7.958 1125 1127 1129 rW 434 452 0.04% 0.005%
24  8.055 1142 1143 1147 rBV2 360 431 0.04% 0.005%
25 8.226 1166 1171 1174 rBV2 233 483 0.04% 0.005%
26 8.263 1174 1177 1181 rVB3 406 579 0.05% 0.006%
27 8.324 1181 1187 1204 rBV 137879 239644 21.87%  2.685%
28 8.501 1215 1216 1218 rBV2 431 339 0.03% 0.004%
29 8.647 1233 1240 1249 rBV 510942 832125 75.95% 9.325%
30 8.952 1284 1290 1309 rBV 97343 158626 14.48% 1.778%
31 9.165 1321 1325 1327 rBV 428 555 0.05% 0.006%
32 9.244 1334 1338 1340 rBV2 295 367 0.03% 0.004%
33 9.281 1340 1344 1346 rBvV2 645 580 0.05% 0.006%
34 9.397 1356 1363 1375 rBV 337645 653425 59.64% 7.322%
35 9.714 1412 1415 1421 rBV4 1012 1327 0.12% 0.015%

36 10.055 1465 1471 1488 rBV 431332 646929 59.05%  7.250%

SFAMXLM120523WMA.M Mon Dec 25 04:07:06 2023 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\
Data File : VX039425.D

Acqg On : 21 Dec 2023 13:33

Operator : JC/MD

Sample : 05835-20ME

Misc : 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 12 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\SFAMXLM120523WMA.M
Title : VOC Analysis
37 10.317 1511 1514 1518 rBV3 729 870 0.08% 0.010%
38 10.579 1555 1557 1561 rvB2 197 262 0.02% 0.003%
39 10.646 1564 1568 1569 rBV 582 428 0.04% 0.005%
40 10.829 1592 1598 1601 rVB3 735 1066 ©0.10% ©0.012%
41 10.878 1604 1606 1611 rBvV2 254 401 0.04% 0.004%
42 10.945 1611 1617 1624 rBV 55080 77161 7.04% 0.865%
43 11.085 1638 1640 1643 rBvV2 202 256 0.02% ©0.003%
44 11.134 1643 1648 1652 rVV 37426 54761 5.00% 0.614%
45 11.195 1653 1658 1668 rVV 425803 546557 49.88% 6.125%
46 11.311 1674 1677 1681 rVV2 1461 1832 0.17% 0.021%
47 11.488 1698 1706 1716 rVV 121087 176390 16.10% 1.977%
48 11.701 1737 1741 1742 rBV2 2543 2886 0.26% 0.032%
49 11.732 1743 1746 1748 rVV3 8269 11226 1.02% 0.126%
50 11.774 1749 1753 1762 rVB 117378 157123 14.34% 1.761%
51 11.860 1764 1767 1771 rVB5 1280 1794 0.16% 0.020%
52 11.939 1776 1780 1781 rVV3 2835 4017 0.37% 0.045%
53 11.969 1781 1785 1788 rVV 31383 40074 3.66% 0.449%
54 12.024 1788 1794 1803 rVV 531142 733434 66.94%  8.219%
55 12.104 1803 1807 1813 rVB7 3151 4511 0.41% 0.051%
56 12.232 1825 1828 1832 rVB4 860 1036 0.09% 0.012%
57 12.323 1837 1843 1860 rVV 584645 773799 70.62% 8.671%
58 12.500 1868 1872 1874 rBV2 2997 4138 0.38% 0.046%
59 12.524 1874 1876 1882 rVB2 4283 4254 0.39% 0.048%
60 12.591 1886 1887 1891 rVB2 639 629 0.06% 0.007%
61 12.671 1896 1900 1904 rVB4 2054 2884 0.26% 0.032%
62 12.762 1910 1915 1919 rBV2 5625 7903 0.72% 0.089%
63 12.823 1922 1925 1928 rBV3 448 495 0.05% 0.006%
64 12.878 1928 1934 1937 rBV4 1363 1895 0.17% 0.021%
65 13.036 1955 1960 1965 rVB2 384 748 0.07% ©0.008%
66 13.073 1965 1966 1968 rBV2 292 266 0.02% ©0.003%
67 13.402 2015 2020 2027 rVB 8223 10170 0.93% 0.114%
68 13.457 2027 2029 2033 rVV3 435 508 0.05% 0.006%
69 13.591 2046 2051 2058 rVB2 11025 14858 1.36% 0.167%
70 13.689 2064 2067 2069 rBV 435 445 0.04% 0.005%
71 13.737 2073 2075 2077 rVB 328 272 0.02% 0.003%
72 13.774 2079 2081 2086 rVvv2 622 813 0.07% 0.009%
73 13.835 2087 2091 2093 rVVv3 496 585 0.05% 0.007%
74 13.926 2103 2106 2108 rBV3 970 957 0.09% 0.011%
75 13.963 2108 2112 2117 rVB4 4567 5701 ©.52% 0.064%
76 14.128 2131 2139 2145 rBV2 7483 10205 0.93% 0.114%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\
Data File : VX039425.D

Acqg On : 21 Dec 2023 13:33

Operator : JC/MD

Sample : 05835-20ME

Misc : 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 12 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\SFAMXLM120523WMA.M
Title : VOC Analysis
77 14.426 2185 2188 2193 rVV2 1019 1586 ©0.14% ©.018%
78 14.676 2225 2229 2233 rVB2 5508 5858 ©.53% 0.066%
79 14.786 2244 2247 2249 rBV2 564 621 0.06% 0.007%
80 14.859 2256 2259 2262 rVB2 329 410 0.04% 0.005%
81 14.926 2265 2270 2276 rVWV 45326 66197 6.04% 0.742%
82 15.048 2286 2290 2296 rVB2 12328 16262 1.48% 0.182%
83 15.127 2299 2303 2306 rBV4 3751 5054 0.46% 0.057%
84 15.249 2319 2323 2325 rW4 2397 3443 0.31% 0.039%
85 15.292 2326 2330 2331 rVVv3 2989 4438 0.41% 0.050%
86 15.316 2331 2334 2339 rw4 5074 7401 0.68% 0.083%
87 15.414 2341 2350 2355 rVB5 9496 17669 1.61% 0.198%
88 15.548 2368 2372 2375 rBV3 3477 5866 0.54% 0.066%
89 15.676 2392 2393 2395 rBV2 273 262 0.02% 0.003%
90 15.737 2395 2403 2414 rVBO 8093 19647 1.79% 0.220%
91 15.810 2414 2415 2417 rBV2 395 318 ©0.03% 0.004%
92 15.853 2417 2422 2426 rBV4 9426 15020 1.37% 0.168%
93 15.908 2426 2431 2437 rVB 28280 45107 4.12% 0.505%
94 15.981 2438 2443 2446 rBV4 15058 24209 2.21% 0.271%
95 16.024 2447 2450 2456 rVB2 20964 32295 2.95% 0.362%
96 16.091 2456 2461 2464 rBV3 8666 12484 1.14% 0.140%
97 16.182 2471 2476 2477 rBV4 1032 1254 0.11% 0.014%
98 16.261 2483 2489 2495 rVB7 5620 11248 1.03% 0.126%
99 16.402 2507 2512 2517 rVB5 3969 6477 0.59% 0.073%
100 16.463 2517 2522 2525 rBV4 643 1182 0.11% 0.013%
Sum of corrected areas: 8923639
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 05835-20ME
: 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 12 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\

: VX@39425.D
: 21 Dec 2023 13:33

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
: VOC Analysis

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

Abundance

500000

400000

300000

200000

100000

o

TIC: VX039425.D\data.ms

5.964

2.288

5.056

1.368 4 477

1.648
2.7
]258'494%09& 3.438.605 4. 37 5. 312 5. 544

Time-->

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\TW’\\\\‘\\\\‘\\\\‘\\\\ (I R L B A BN

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 5.20 540 5.60 5.80 6.00 6.20

Abundance

500000

400000

300000

200000

100000

TIC: VX039425.D\data.ms

8.647

10.055 11.195

9.397

6.757 7.306

8.324 11.48

0
Time-->

8.952
10. 94f1 1
6.672 7.111 7 489 7.8249585 8 501 9.96%28; 9.714 10 317 1(1619@(88 1 O 1 311
T ‘ T T T T ‘ T T T T T ‘ T T T T T ‘ T T T T ‘ T T T T ‘ T ‘
6.50 7.00 7. 50 8.00 8. 50 9.00 9.50 10.00 10 50 11. 00

Abundance

500000

400000

300000

200000

100000

Time-->

TIC: VX039425.D\data.ms
12.323

11.774

0 F—

12. 00 12 50 13 00 13.50 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\VX122123\
Data File : VX@39425.D

Acqg On : 21 Dec 2023 13:33

Operator JC/MD

Sample : 05835-20ME

Misc : 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 2 .alpha.-Pinene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.945 5.96 ug/L 77161  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
3 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1OH16 007785-26-4 91
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 ClOHl6 004889-83-2 91
5 (+)-3-Carene 136 C1oH16 000498-15-7 91

Abundance Scan 1617 (10.945 min): VX039425.D\data.ms (-1611) (- m/z 93.10 100.00%
9’2
5000
77.1
it ‘ 1211 1100
136.2 -
R umh SRTIL L T w2 91.18 46.91%
miz--> 20 0 60 8 100 120 140
Abundance #18027: .alpha.-Pinene
93.0
5000 T A\
39.0 77.0 11.00
m/z 92.10 36.57%
15.0 ?F 121.0136.0
0 \\‘\ T }‘\\ \“\H‘ T \w‘\\ ‘\ “\“‘\ T \“‘\ T 1 T
miz--> 20 80 100 120 140
Abundance #18190: (1R)—2,6,6—Tr|methylbicyc|o[3.1.1]hept—2—ene
93.0 jL
e
11.00
5000 m/z 77.10 33.61%
0 7o 121.0
41. .
136.0
o 199 . . 0. ‘Hw A L 207
m/z--> 20 100 120 140
Abundance #18189: (1S)—2,6,6—Tr|methylblcyclo[B.1.1]hept—2—ene =
3.0 11.00
m/z 79.10 25.67%
5000
77.0
a0 ‘ 12101360
ol 2o 1 gm0 T T I
miz--> 20 60 80 100 120 140 11.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\

: VX@39425.D
: 21 Dec 2023 13:33

JC/MD

: 05835-20ME
: 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 12 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M

: VOC Analysis

: C:\Database\NIST20.L
ion 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

R.T. E
11.134 3.
Hit# of 5

1 Bicyclo[2.
2 Bicyclo[2.
3 Bicyclo[2.
4 Bicyclo[2.

3 Bicyclo[2.2.1]heptane, 7,7-...

Concentration Rank 6

stConc Area Relative to ISTD R.T.
73 ug/L 54761 1,4-Dichlorobenzene-d4 12.024
Tentative ID MW MolForm CASH# Qual
2.1]heptane, 7,7-dimet... 136 C1@H16 000471-84-1 97
2.1]heptane, 7,7-dimet... 136 C10H16 000471-84-1 97
2.1]heptane, 7,7-dimet... 136 C10H16 000471-84-1 94
2.1]heptane, 2,2-dimet... 136 C10H16 005794-03-6 91
2.1]heptane, 7,7-dimet... 136 C1@H16 000471-84-1 91

5 Bicyclo[2.

5000

o

Abundance Scan 1648 (11.134 min): VX039425.D\data.ms (-1643) (-

3.

41.1
" 1211
136.2

“\‘\\ezﬁ‘\ \“\ ]

m/z-->

20 80 100 120 140

Abundance #18

5000

232: Blcyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene
93.0

41.0

770 121.0
‘ ‘ ‘ 136.0
miz--> 20 40 80 100 120 140
Abundance #18233: Bicyclo[Z.Z.l]heptane, 7,7-dimethyl-2-methylene
93.0
5000 77 121.0
41.0
136.0
0 260 || 870
miz--> 20 40 60 80 100 120 140

Abundance #18

5000

226: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene
93.0

41.0 136.0

m/z 93.10 100.00%
| s
11.00 11.50

m/z 79.00 76.17%
| )\
11.00 11.50

m/z 91.10 57.71%
L J\
11.00 11.50

m/z 41.10 45.61%
I Jk
11.00 11.50

m/z 80.10 44 .55%

O

m/z-->

80 100 120 140

[ay
[N
o
o
-
[N
a1
o |
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\
Data File : VX039425.D

Acqg On : 21 Dec 2023 13:33

Operator : JC/MD

Sample : 05835-20ME

Misc : 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 .beta.-Pinene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.488 12.02 ug/L 176390 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Pinene 136 C1OH16 000127-91-3 96
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 94
3 .beta.-Pinene 136 C1@H16 000127-91-3 91
4 Cyclohexene, 4-methylene-1-(1-me... 136 C10H16 000099-84-3 91
5 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 91
Abundance Scan 1706 (11.488 min): VX039425.D\data.ms (-1698) (- m/z 93.10 100.00%
93.1
5000 41.1
69.1
[N L |
‘ 12111369 11.50
Ot ““}W‘NM p$h“WM‘ w“wh“,t “J“ m/z 41.10 43.59%
miz-> 20 40 60 80 100 120 140
Abundance #18019: .beta.-Pinene
93.0
41.0
5000
69.0 11.50
m/z 69.10 34.89%
121'0136.0
0 \1\5‘\.0’ \“}‘\ \‘M\ \‘M“‘\ “\“‘}‘\ T “‘\ T \“\ T "\ T
miz-> 20 40 60 80 100 120 140
Abundance #18260: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0
—
11.50
5000 410 m/z 91.10 28.60%
' 69.0
‘ H 121.0 136 o
L P Y RY A A
miz--> 20 40 60 80 100 120 140 A
Abundance #18024: .beta.-Pinene = e i
93.0 11.50
m/z 79.10 28.47%
41.0
5000 69.0
121.0136.0
0‘H,“;‘H‘M“;“w“‘m‘Hlu“HM‘MH,‘H‘1_ L A
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\
Data File : VX039425.D

Acqg On : 21 Dec 2023 13:33

Operator : JC/MD

Sample : 05835-20ME

Misc : 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 3-Carene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.774 10.71 ug/L 157123  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Carene 136 C1OH16 013466-78-9 97
2 .gamma.-Terpinene 136 C10H16 000099-85-4 94
3 3-Carene 136 C1oH16 013466-78-9 94
4 Cyclopropane, 1,1-dimethyl-2-(3-... 136 C1@H1l6 068998-21-0 91
5 .gamma.-Terpinene 136 C10H16 000099-85-4 91
Abundance Scan 1753 (11.774 min): VX039425.D\data.ms (-1749) (- m/z 93.05 100.00%
3.0
5000 77.1 jk
39.0 A
121.2 T T
H 53.0 ‘ ‘ 1972 ‘ 1363 11.50 12.00
0"H‘wu‘qm‘qmﬁmeuu‘Mh‘wwuwmﬂwuwﬁ‘uw‘uw‘u m/z 91.05 53.46%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17992: 3-Carene
93.0 K
5000 T ‘A :
79.0 11.50 12.00
121.0 9
o o 1070 ‘ 136.0 m/z 77.10 39.54%
O \‘\2\\7\9\\\“‘\‘}\\“\‘\‘H‘\\‘\‘\‘\\\1!HH‘\!H‘\‘\}‘\‘HH‘HH‘HH‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18043: .gamma.-Terpinene
93.0
T :
11.50 12.00
5000 m/z 79.05 33.99%
77.0 121.0 136.0
43.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140 M
Abundance #17999: 3-Carene P =
93.0 11.50 12.00
m/z 92.10  28.21%
5000
77.0
o 410 H ‘ 121.0 136.0 K
107.0
o? i .
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\
Data File : VX039425.D

Acqg On : 21 Dec 2023 13:33

Operator : JC/MD

Sample : 05835-20ME

Misc : 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 D-Limonene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.969 2.73 ug/L 40074 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 97
2 D-Limonene 136 C1OH16 005989-27-5 94
3 D-Limonene 136 C1OH16 005989-27-5 93
4 D-Limonene 136 C1OH16 005989-27-5 93
5 Limonene 136 C1OH1l6 000138-86-3 93
Abundance Scan 1785 (11.969 min): VX039425.D\data.ms (-1781) (- m/z 68.10 100.00%
68.1
93.0
5000
41.0
121.1 /\ ‘/\/\‘ e
Ll 8
o‘H_W}MHM‘HJ“ : Mw_‘AHM‘_m_m_m m/z 67.18  68.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
93.0
5000 U A
121.0 .
41.0 m/z 93.05 63.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18008: D-Limonene
68.0
R
12.00
5000 93.0 m/z 53.10 32.66%
41.0 136.0
M 0 O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18005: D-Limonene e
68.0 12.00
m/z 79.05 32.36%
93.0
5000
410 136.0 j\j\ j\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\
Data File : VX@39425.D

Acqg On : 21 Dec 2023 13:33

Operator JC/MD

Sample : 05835-20ME

Misc : 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 7 1,2,4-Metheno-1H-indene, oc... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.926 4.51 ug/L 66197 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 93
-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 91
asS,8aR)-1-Isopropyl-4,7-dim... 204 C15H24 020085-19-2 90
,9-Tetramethyl-3,4,5,6,7,8-... 204 C15H24 026783-22-2 64
aR,8aS)-1-Isopropyl-7-methy... 204 C15H24 006980-46-7 64

-b\.o-b-b-b

Abundance Scan 2270 (14.926 min): VX039425.D\data.ms (-2265) (-
105.2

m/z 105.20 100.00%

5000
A Ape )
15.00
0 m/z 91.10 76.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80563: 1,2,4-Metheno-1H-indene, octahydro-1,7a-dimet
105.0
161.0
5000 A wMMf
15.00
m/z 119.10 72.83%

O,
m/z--> 20 40 60
Abundance #80562: 1,2,4- Metheno—lH indene, octahydro-1,7a-dimet

Y,
161.0 15.00
5000 204.0 m/z 41.10  63.44%
133.0
0! by

80 100 120 140 160 180 200

miz--> 20 40 80 100 120 140 160 180 200 A A /ﬁ
Abundance #80376: (1R,4aS,8aR)—1—Isopropyl—4,7—d|methy|—1,2,4a,5, \[\M\ ‘ A L1
105.0 15.00
m/z 161.20 58.63%
5000 161.0
204.0
410 79.0 133.0 ‘ /\ f
m/z--> 20 40 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\
Data File : VX039425.D

Acqg On : 21 Dec 2023 13:33

Operator : JC/MD

Sample : 05835-20ME

Misc : 3.06g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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 Naphthalene, 1,2,4a,5,6,8a-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.908 3.08 ug/L 45107 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 98
2 .alpha.-Muurolene 204 C15H24 010208-80-7 97
3 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 95
4 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 95
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 95
Abundance Scan 2431 (15.908 min): VX039425.D\data.ms (-2426) (- m/z 105.05 100.00%
105.1
5000
161.2
41.0
L AU Ay
16.00
0! m/z 93.05 39.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80467: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
105.0
5000 410 161.0 \ /\/\m AL VAN 8
810 204.0 16.00
1. o
133.0 m/z 91.05 38.18%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80184: .alpha.-Muurolene
105.0 A Mj\
J’M /
16 00
5000 1610 m/Z 161.15 37.5300
204.0
41.0 81.0 133.0
0““HM‘JM‘MM$H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 /”\/\
Abundance #80466: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
105.0 16.00
m/z 41.00 32.52%
161.0
5000 204.0
410 81.0
‘ 133.0
o bt AL NLWAVILRLY W]
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122123\
Data File : VX039425.D

Acqg On : 21 Dec 2023 13:33

Operator : JC/MD

Sample : 05835-20ME

Misc : 3.06g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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|
.alpha.-Pinene 10.945 6.0 ug/L 77161 2 10.055 646929 50.0
Bicyclo[2.2.1]h... 11.134 3.7 ug/L 54761 3 12.024 733434 50.0
.beta.-Pinene 11.488 12.0 ug/L 176390 3 12.024 733434 50.0
3-Carene 11.774 10.7 ug/L 157123 3 12.024 733434 50.0
D-Limonene 11.969 2.7 ug/L 40074 3 12.024 733434 50.0
1,2,4-Metheno-1... 14.926 4.5 ug/L 66197 3 12.024 733434 50.0
Naphthalene, 1,... 15.908 3.1 ug/L 45107 3 12.024 733434 50.0
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