LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121923\
Data File : VX039355.D

Acqg On : 19 Dec 2023 14:48

Operator : JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 15 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@39355.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 65 rVB 68768 119850 14.20% 1.650%
2 1.648 89 92 100 rBvV 23877 36851 4.36% 0.507%
3 2.288 191 197 211 rBV 180497 291963 34.58% 4.019%
4 2.715 261 267 276 rBV 22131 47170 5.59% 0.649%
5 2.843 285 288 295 rvB2 5136 9223 1.09% 0.127%
6 2.947 298 305 311 rW 4185 8110 0.96% 0.112%
7 3.447 383 387 388 rBV 225 282 0.03% 0.004%
8 3.995 474 477 478 rBV2 281 288 0.03% 0.004%
9 4.038 482 484 488 rVB2 246 318 0.04% 0.004%
10 4.483 547 557 579 rBV 41830 194716 23.06%  2.680%
11 5.062 640 652 672 rBV2 101484 326698 38.70% 4.497%
12 5.513 724 726 731 rBV2 210 392 0.05% 0.005%
13 5.666 749 751 754 rBB2 220 287 0.03% 0.004%
14 5.964 789 800 817 rBvV2 293163 844284 100.00% 11.622%
15 6.159 830 832 833 rBV2 228 244 0.03% ©0.003%
16 6.281 851 852 857 rVB3 285 303 0.04% 0.004%
17 6.659 911 914 917 rBV2 262 433 0.05% 0.006%
18 6.757 921 930 949 rBV 197839 499182 59.12% 6.871%
19 7.117 984 989 994 rVB4 1359 2589 0.31% 0.036%
20 7.214 1001 1005 1007 rBV 287 473 0.06% 0.007%
21  7.232 1007 1008 1011 rVB 298 252  0.03% 0.003%
22 7.306 1011 1020 1038 rBV 165387 376958 44.65% 5.189%
23 7.482 1044 1049 1050 rBvV2 497 593 0.07% 0.008%
24  8.324 1181 1187 1203 rBV 101391 184248 21.82% 2.536%
25 8.458 1208 1209 1213 rVB3 290 296 0.04% 0.004%
26 8.586 1227 1230 1231 rBV2 214 239 0.03% 0.003%
27  8.647 1234 1240 1256 rBV 413268 656340 77.74%  9.035%
28 8.952 1284 1290 1304 rBV 71660 119317 14.13% 1.642%
29 9.397 1357 1363 1375 rBV 238145 447995 53.06% 6.167%
30 9.671 1407 1408 1411 rVB3 353 347 0.04% 0.005%
31 9.714 1411 1415 1419 rBV3 681 1037 0.12% 0.014%
32 9.897 1442 1445 1447 rBV2 223 300 0.04% 0.004%
33  9.945 1451 1453 1455 rBvV2 230 237 0.03% 0.003%
34 10.055 1465 1471 1483 rBV 414090 609929 72.24%  8.396%
35 10.208 1492 1496 1500 rvB2 532 635 ©0.08% 0.009%
36 10.311 1509 1513 1516 rBV3 426 626 0.07% ©0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121923\
Data File : VX039355.D

Acqg On : 19 Dec 2023 14:48

Operator : JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 15 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 10.646 1565 1568 1576 rBvV2 489 777 0.09% 0.011%
38 10.774 1587 1589 1594 rBvV2 214 250 0.03% 0.003%
39 10.835 1594 1599 1601 rBv2 694 1029 0.12% 0.014%
40 10.939 1611 1616 1625 rVB 50144 72319 8.57% 0.996%
41 11.140 1643 1649 1652 rvV 35671 51912 6.15% ©.715%
42 11.195 1653 1658 1669 rVB 289390 379432 44.94% 5.223%
43 11.488 1698 1706 1720 rVB 112900 163886 19.41% 2.256%
44 11.701 1738 1741 1742 rVV2 2601 2873 0.34% 0.040%
45 11.732 1742 1746 1748 rVV3 8128 11995 1.42% 0.165%
46 11.774 1748 1753 1763 rVV 110618 149322 17.69% 2.055%
47 11.854 1763 1766 1771 rVV5 1781 3167 ©0.38% 0.044%
48 11.933 1775 1779 1781 rVV2 3107 3786 0.45% 0.052%
49 11.969 1781 1785 1788 rVv2 27486 36978 4.38% 0.509%
50 12.024 1788 1794 1803 rVV 485787 686703 81.34%  9.453%
51 12.104 1803 1807 1811 rVB4 3041 3930 0.47% 0.054%
52 12.238 1825 1829 1832 rVV6 1392 1831 0.22% 0.025%
53 12.323 1837 1843 1855 rVV 415847 562313 66.60% 7.740%
54 12.494 1868 1871 1873 rvv3 2918 3355 0.40% 0.046%
55 12.524 1873 1876 1880 rVB4 4251 5488 0.65% 0.076%
56 12.597 1885 1888 1890 rBV3 599 716 ©0.08% 0.010%
57 12.670 1896 1900 1905 rvVvB3 2159 3077 0.36% 0.042%
58 12.762 1910 1915 1920 rvv2 1623 2081 0.25% 0.029%
59 12.817 1923 1924 1927 rBv2 380 334 0.04% 0.005%
60 12.872 1930 1933 1938 rVv3 1216 1678 0.20% 0.023%
61 13.036 1958 1960 1964 rVB2 252 331 0.04% 0.005%
62 13.292 1999 2002 2004 rBV2 237 303 0.04% 0.004%
63 13.402 2016 2020 2025 rBV2 8940 10582 1.25% 0.146%
64 13.463 2028 2030 2034 rVB2 527 651 ©0.08% 0.009%
65 13.585 2045 2050 2058 rVB2 8273 11507 1.36% ©0.158%
66 13.676 2063 2065 2071 rBV2 445 689 0.08% 0.009%
67 13.780 2078 2082 2086 rBV2 608 800 0.09% 0.011%
68 13.829 2086 2090 2093 rVB2 574 782 0.09% 0.011%
69 13.871 2093 2097 2098 rBV 264 271 0.03% 0.004%
70 13.932 2102 2107 2108 rBV 740 999 0.12% 0.014%
71 13.957 2108 2111 2117 rVB4 3248 4573  0.54% 0.063%
72 14.128 2136 2139 2145 rVB 1935 2772 0.33% 0.038%
73 14.426 2184 2188 2192 rBV3 1140 1823 0.22% 0.025%
74 14.524 2202 2204 2208 rVB 275 264 0.03% 0.004%
75 14.573 2211 2212 2215 rBV3 266 266 0.03% 0.004%
76 14.676 2226 2229 2233 rVB2 2995 3547 0.42% 0.049%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121923\
Data File : VX039355.D

Acqg On : 19 Dec 2023 14:48

Operator : JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 15 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 14.786 2245 2247 2251 rBV3 487 586 ©0.07% ©0.008%
78 14.926 2265 2270 2277 rVB2 40361 62049 7.35% 0.854%
79 14.993 2280 2281 2285 rBV 299 348 0.04% 0.005%
80 15.048 2285 2290 2295 rVB3 11414 15189 1.80% 0.209%
81 15.127 2299 2303 2308 rBV4 3414 4032 0.48% 0.056%
82 15.176 2308 2311 2315 rBV3 454 595 0.07% 0.008%
83 15.255 2320 2324 2326 rVV3 1298 2047 0.24% 0.028%
84 15.286 2326 2329 2331 rVWV4 2671 3646 0.43% 0.050%
85 15.316 2331 2334 2338 rVV3 5217 6708 0.79% 0.092%
86 15.353 2338 2340 2342 rW 379 243 0.03% 0.003%
87 15.414 2342 2350 2357 rVB5 7583 14678 1.74% 0.202%
88 15.548 2367 2372 2381 rBVS8 3252 8231 0.97% 0.113%
89 15.737 2394 2403 2413 rVB8 8356 18716 2.22% 0.258%
90 15.816 2413 2416 2417 rBV2 405 484 0.06% 0.007%
91 15.853 2417 2422 2426 rVWV4 9066 14537 1.72% 0.200%
92 15.908 2426 2431 2437 rVB3 27486 44970 5.33% 0.619%
93 15.981 2438 2443 2446 rVV4 14954 24581 2.91% 0.338%
94 16.024 2447 2450 2456 rVB3 21374 33580 3.98% 0.462%
95 16.091 2456 2461 2471 rVB6 8633 17574 2.08%  0.242%
96 16.176 2473 2475 2477 rBV3 811 921 0.11% 0.013%
97 16.261 2484 2489 2497 rVB6 5820 11227 1.33% 0.155%
98 16.395 2506 2511 2517 rBV5S 3656 6394 0.76% ©0.088%
99 16.475 2520 2524 2526 rVV3 441 540 0.06% 0.007%
100 16.609 2544 2546 2549 rBV2 301 312 0.04% 0.004%
Sum of corrected areas: 7264585

SFAMXLM120523WMA.M Fri Dec 22 17:32:23 2023 3



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121923\
Data File : VX@39355.D

Acqg On : 19 Dec 2023 14:48

Operator : JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 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

Abundance TIC: VX039355.D\data.ms
400000
300000 5.964

200000 2.288

100000 5.062
1.374
4.483
1.648 2715
2.88347 3.447 34088 N 5.513.666 6.15%

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\?”'\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\WTFWWW‘\\\\‘\ T TT

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: VX039355.D\data.ms

8.647 10.055
400000

300000 11.195
9.397

200000 6.757
7.306

8.324 11.48

100000 8.952

10.93?1.1 0
0 6.659 7.7 7.482 8.4%85 9%71H0HB945 10.20811 10.6457:B8

— T = — —r—T = T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX039355.D\data.ms
12.024

12.323
400000

300000

200000

100000

11.969 L ) & 14.926
11238 1SR W IBB3.036 13. %ﬁ BBPEEYA. 128 14114&654@158§A'
y—v”—~rjw T T T \%r L T

| T T T

f
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121923\
Data File : VX@39355.D

Acqg On : 19 Dec 2023 14:48

Operator : JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 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 2 .alpha.-Pinene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.939 5.93 ug/L 72319  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 97
2 .alpha.-Pinene 136 C1oH16 000080-56-8 95
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1OH16 007785-70-8 94
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 ClOHl6 004889-83-2 91
5 .alpha.-Pinene 136 C10H16 000080-56-8 90

Abundance Scan 1616 (10.939 min): VX039355.D\data.ms (-1611) (- m/z 93.10 100.00%
3.1
5000
77.1
39.1 : DN
T —
bt Ll T sz 91,10 55.35%
miz-> 20 40 60 80 100 120 140
Abundance #18035: .alpha.-Pinene
93.0
5000 T ﬂ\
770 11.00
41.0 ' m/z 92.10  38.82%
‘ 121.01360
Ot ’2\6‘\0\ \H‘\ \“\ﬁ\S.‘O‘\H} T \‘l‘\ T \‘\ “\“‘\ T \"‘\ T 1.‘ T
miz-> 20 40 60 80 100 120 140
Abundance #18027: .alpha.-Pinene
93.0 /\k
=
11.00
m/z 77.10  33.55%
5000 390 270
15.0 55.0 121.0136.0
o 1 O O W
miz--> 20 40 60 80 100 120 140
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene =
93.0 11.00
m/z 79.00 27.67%
5000
77.0 1210
41.0 ‘ ‘ .
136.0
o150 . [ seoy | [y ] 10 I
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121923\
Data File : VX@39355.D

Acqg On : 19 Dec 2023 14:48

Operator JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 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 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 Bicyclo[2.2.1]heptane, 7,7-... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11146 378 ugll 51912 1,4-Dichlorobenzene-ds  12.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 CloHls 000471-84-1 98
2 Bicyclo[2.2.1]heptane, -dimet... 136 C1@H16 000471-84-1 96

4 Bicyclo[2.

2
2
3 Bicyclo[2.2.
2
5 Bicyclo[2.2

.1]heptane,
.1]heptane,

7
7
1]heptane, 7
2
7

imet... 136 C10H16

7-d
7-d
7-dimet... 136 ClOH16
2-d
7-dimet... 136 CloH1l6

000471-84-1 93
005794-03-6 91
000471-84-1 90

Abundance Scan 1649 (11.140 min): VX039355.D\data.ms (-1643) (- m/z 93.10 100.00%

3.

5000 771 121.1
41.1 /\\
136.1
b ‘ ‘ ‘ 11.00 11.50
0 ‘H_MMJ“‘V"M‘J‘u“‘m“WHWMHW‘ m/z 79.10  78.90%
miz--> 20 40 60 80 100 120 140
Abundance #18232: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene
93.0
5000 41.0 J\ A\ T
77.0 121.0 11.00 11.50
136.0 ITI/Z 91.10 53.57%

Abundance #18233: Bicyclo[Z.Z.l]heptane, 7,7-dimethyl-2-methylene

0 \1\5‘\.0‘ \“H T \‘N\ \“\#V ““ I T T T “\ L
miz-> 20 40 80 100 120 140
93.0 k

e
11.50

11.00
5000 77 121.0 ITI/Z 77.10 48.76%
41.0
136.0
o —L i “W?uw ‘ S T
miz--> 20 40 60 80 100 120 140 K
Abundance #18226: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene Py —
93.0 11.00 11.50
m/z 80.10 44 ,29%
5000 121.0
41.0 136.0
: WL
Mz 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121923\
Data File : VX@39355.D

Acqg On : 19 Dec 2023 14:48

Operator JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 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 4 .beta.-Pinene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.488 11.93 ug/L 163886 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Pinene 136 C1OH16 000127-91-3 91
2 .beta.-Pinene 136 C1OH16 000127-91-3 91
3 Cyclohexene, 4-methylene-1-(1-me... 136 C1l@H16 000099-84-3 91
4 .alpha.-Pinene 136 C1OH16 000080-56-8 87
5 .beta.-Pinene 136 C1OH16 000127-91-3 87

Abundance Scan 1706 (11.488 min): VX039355.D\data.ms (-1698) (- m/z 93.10 100.00%
5000 411 s.1
| N L L
‘ ‘ ‘ ‘ ‘ 121.1136.1 11.50
0] B | 2} pﬁw“w“l“‘ﬂu“qm‘ ‘1“ m/z 41.10 45.82%
miz--> 20 40 60 80 100 120 140
Abundance #18019: .beta.-Pinene
93.0
41.0 /\\ JJK
5000 \ T T T \/\\/‘/\
69.0 11.50
m/z 69.10 35.66%
121'0136.0
0 \1\5‘\-0’\“}‘\\‘M\\“‘\“\“\“ H‘ \“\‘\“\\\"\\\1‘\
miz--> 20 40 100 120 140
Abundance #18023. .beta.—Plnene
93.0
—
11.50
5000 41.0 m/z 91.10  32.77%
69.0
121.0136.0
(] — ,29‘79 A ‘u‘ H‘ u!‘u SRVINSIN N W
m/z--> 20 40 100 120 140 k
Abundance #18182: Cyclohexene 4- methylene 1-(1-methylethyl)- A T A
93.0 11.50
m/z 79.10 31.98%
5000
77.0
136.0
Pl b 2T
om,‘m_m_m N VRN S /LN L A
m/z--> 20 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121923\
Data File : VX@39355.D

Acqg On : 19 Dec 2023 14:48

Operator : JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 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 10.87 ug/L 149322  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Carene 136 C1OH1l6 013466-78-9 95
2 3-Carene 136 C1OH16 013466-78-9 95
3 3-Carene 136 C1@H16 013466-78-9 94
4 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 Cl@H1l6 007785-70-8 91
5 Cyclopropane, 1,1-dimethyl-2-(3-... 136 C1@H16 068998-21-0 91
Abundance Scan 1753 (11.774 min): VX039355.D\data.ms (-1748) (- m/z 93.10 100.00%
93.1
5000 771 A
39.0 1211 L ‘,/\‘M‘
H 53.0 ‘ 107.2 ‘ 136.2 11.50 12.00
0 ‘_m_H‘_‘m“J‘Jum“‘_m‘ww‘”_whwH“wwwm m/z 91.10  55.12%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17992: 3-Carene
93.0 Jk
5000 A SN
79.0 11.50 12.00
121.0 9
o o 1070 ‘ 136.0 m/z 77.10 39.02%
O \‘\2\\7\9H\“‘\MH“\‘\‘H‘\\‘\‘\‘H\1!\\\\‘\!H‘\‘\}‘\‘\\H‘HH‘HH‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17999: 3-Carene
93.0
—T <
11.50 12.00
5000 m/z 79.05 37.92%
77.0
270 410 121.0 136.0
Lo e
0"H‘wu‘w‘Hwwﬁ‘_ﬁh_‘H_‘H‘ﬂu‘uwwu‘qwuw‘uu_‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17998: 3-Carene e e
93.0 11.50 12.00
m/z 92.10 28.74%
5000
41.0
27.0 77.0
121.0 136.0
| o
0‘_H“_H‘;mw‘:“H_u“U_‘H_‘H_1H_H“wwwwm e A
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\VX121923\
Data File : VX@39355.D

Acqg On : 19 Dec 2023 14:48

Operator : JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 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 2.69 ug/L 36978 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 96
2 D-Limonene 136 C10H16 005989-27-5 93
3 D-Limonene 136 C1OH16 005989-27-5 93
4 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 93
5 Cyclohexene, 1-methyl-5-(1-methy... 136 C1@H16 013898-73-2 86
Abundance Scan 1785 (11.969 min): VX039355.D\data.ms (-1781) (- m/z 68.05 100.00%
68.0
93.1
5000 391
bl
| “ 146.1 12.00
0 wu“l‘m;u‘J“_‘\H_wam m/z 67.10 80.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
93.0
5000 iﬁod
121.0 -
41.0 m/z 93.10 71.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18008: D-Limonene
68.0
12.00
5000 93.0 m/z 39.10 37.98%
41.0 136.0
M 0 O
m/z--> 20 40 60 80 100 120 140 160 180 200 j\/\ A
Abundance #18005: D-Limonene e 1
68.0 12.00
m/z 78.95 36.04%
93.0
5000
210 136.0
01150 -
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\VX121923\
Data File : VX@39355.D

Acqg On : 19 Dec 2023 14:48

Operator : JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 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 7 1,2,4-Metheno-1H-indene, oc... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.926 452 ug/l 62049 1,4-Dichlorobenzene-dd  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

»2,4-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 95
2,4-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 94
R,4aS,8aR)-1-Isopropyl-4,7-dim... 204 C15H24 020085-19-2 78
aphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 010219-75-7 70
aphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 70

uhwNneR
ZZ~FR R
[EEN

Abundance Scan 2270 (14.926 mln) VX039355 D\data.ms (-2265) (- m/z 105.20 100.00%

161.2
5000
204.4

133.1 B! Ade 0]

15.00

0 AL myz 9110 77.83%
miz-> 20 40 80 100 120 140 160 180 200

Abundance #80562: 1, 2 4 Metheno-lH indene, octahydro-1,7a-dimet

41.0
161.0 )ﬂ
204.0
5000 T /\\ T ‘/Kw/\ T M T
133.0 15.00
' m/z 94.10 69.92%
0 T U“\Hl ‘ \‘M TT "\ TT \ ’ T \‘ TT ‘ \‘ TTT

miz—-> 20 40 80 100 120 140 160 180 200
Abundance #80563: 1,2,4—Methen0—1H—|ndene, octahydro-1,7a-dimet
105.0 /\
161.0 e
: 15.00

5000 m/z 119.20 61.41%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #80376: (1R,4aS,8aR)-1-Isopropyl-4,7-dimethyl-1,2,4a,5, ~ : ‘/'\‘/‘ L ‘ﬂ
105.0 15.00
m/z 41.05 57.43%

5000 161.0

204.0

410 79.0 1
R L o R M N Y YWY,

m/z--> 20 40 60 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\VX121923\
Data File : VX@39355.D

Acqg On : 19 Dec 2023 14:48

Operator : JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 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 (1R,4aS,8aR)-1-Isopropyl-4,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.908 3.27 ug/L 44970  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4aS,8aR)-1-Isopropyl-4,7-dim... 204 C15H24 020085-19-2 93
2 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 ©31983-22-9 93
3 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 ©31983-22-9 90
4 .alpha.-Muurolene 204 C15H24 010208-80-7 83
5 .alpha.-Muurolene 204 C15H24 010208-80-7 83
Abundance Scan 2431 (15.908 min): VX039355.D\data.ms (-2426) (- m/z 105.10 100.00%
105.1
5000 161.2
ae o Lo A o
16.00
0 - m/z 91.05 46.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80376: (1R,4aS,8aR)-1-Isopropyl-4,7-dimethyl-1,2,4a,5,
105.0
5000 161.0 | 1600
204.0 o
410 770 330 ‘ m/z 161.20  46.16%
OT
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80466: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
105.0 mj‘\
m/z 93.00 40.72%
5000 204.0 /
41.0
‘ ‘ ‘ ‘1330
o‘m‘\‘HJ‘WW‘HHW‘ ‘h‘ H“‘w“‘w‘&‘lw“”Wm_Mwwwww
m/z--> 20 40 60 80 100120140160180200220 240260280 /k\
Abundance #80467: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime L M‘/v\‘“/‘
105.0 16.00
m/z 94.10  38.90%
204.0
77.0
L
S PTY 1 N N ) N W v
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121923\
Data File : VX@039355.D

Acqg On : 19 Dec 2023 14:48

Operator : JC/MD

Sample : 05835-20

Misc : 3.06g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 15 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 10.939 5.9 ug/L 72319 2 10.055 609929 50.0
Bicyclo[2.2.1]h... 11.140 3.8 ug/L 51912 3 12.024 686703 50.0
.beta.-Pinene 11.488 11.9 ug/L 163886 3 12.024 686703 50.0
3-Carene 11.774 10.9 ug/L 149322 3 12.024 686703 50.0
D-Limonene 11.969 2.7 ug/L 36978 3 12.024 686703 50.0
1,2,4-Metheno-1... 14.926 4.5 ug/L 62049 3 12.024 686703 50.0
(1R,4aS,8aR)-1-... 15.908 3.3 ug/L 44970 3 12.024 686703 50.0
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