LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32146.D

Acqg On : 20 Sep 2023 14:46

Operator : SY/MD

Sample : 04472-04ME

Misc : 3.69g/5.0mL/100uL/5.0emL/MSVOA_V/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_ V\Method\SFAMVLMO82323WMA.M
Title : VOC Analysis

Signal : TIC: VV@32146.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.185 40 45 50 rBvV2 9410 8814 1.11% ©.138%
2 1.275 67 73 96 rvB 74219 111826 14.04% 1.748%
3 2.034 301 309 332 rVB 156026 225969 28.37%  3.531%
4 2,722 521 523 525 rBV 412 156 0.02% 0.002%
5 2.738 525 528 532 rvB2 461 356 0.04% 0.006%
6 2.838 557 559 560 rBV 627 278 0.03% 0.004%
7 2.921 581 585 587 rBV3 446 419 0.05% 0.007%
8 3.018 613 615 617 rVB2 471 179 0.02% 0.003%
9 3.031 617 619 626 rBv 318 348 0.04% 0.005%
106 3.069 627 631 632 rBvV3 301 179 0.02% 0.003%
11 3.208 670 674 678 rVB2 256 264 0.03% 0.004%
12 3.294 696 701 703 rBV2 241 211 0.03% 0.003%
13 3.571 784 787 790 rBV3 244 178 0.02% 0.003%
14 3.609 796 799 803 rBV 251 162 0.02% 0.003%
15 3.638 803 808 809 rBV 654 460 0.06% 0.007%
16 3.806 851 860 897 rBV 39346 138175 17.35%  2.159%
17 4.162 969 971 976 rBV2 358 283 0.04% 0.004%
18 4.249 981 998 1029 rBV 101216 278830 35.00% 4.357%
19 4.757 1154 1156 1159 rBV 208 140 0.02% 0.002%
20 4.809 1165 1172 1177 rBV5 854 1036 0.13% 0.016%
21  4.953 1201 1217 1246 rBV2 285147 724167 90.91% 11.317%
22 5.535 1386 1398 1426 rBV 270334 587237 73.72% 9.177%
23 5.828 1479 1489 1501 rBV3 8624 19634 2.46% 0.307%
24 5.989 1528 1539 1578 rVB 151394 353992 44.44%  5.532%
25 6.220 1607 1611 1614 rBV3 317 209 0.03% 0.003%
26 6.236 1614 1616 1619 rVv2 370 220 0.03% 0.003%
27 6.269 1622 1626 1628 rVVv2 338 211 0.03% 0.003%
28 6.285 1628 1631 1635 rVv2 550 414 0.05% 0.006%
29 6.304 1635 1637 1642 rVB3 335 197 0.02% 0.003%
30 6.330 1642 1645 1648 rBvV2 236 163 0.02% 0.003%
31 6.384 1660 1662 1668 rvB2 490 414 0.05% 0.006%
32 6.458 1680 1685 1687 rBV2 168 157 0.02% 0.002%
33 6.529 1703 1707 1712 rBV3 274 234 0.03% 0.004%
34 6.561 1712 1717 1719 rBvV2 491 349 0.04% 0.005%
35 6.770 1779 1782 1790 rBV5 698 683 0.09% 0.011%
36 6.847 1799 1806 1816 rBv4 1079 1991 0.25% 0.031%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32146.D

Acqg On : 20 Sep 2023 14:46

Operator : SY/MD

Sample : 04472-04ME

Misc : 3.69g/5.0mL/100uL/5.0emL/MSVOA_V/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_ V\Method\SFAMVLMO82323WMA.M
Title : VOC Analysis
37 6.918 1817 1828 1853 rBV2 81334 167583 21.04% 2.619%
38 7.130 1892 1894 1896 rBvV2 308 177 0.02% 0.003%
39 7.246 1919 1930 1965 rBV 320602 589256 73.97% 9.209%
40 7.506 2002 2011 2017 rBV5 1727 2824 0.35% 0.044%
41  7.558 2019 2027 2062 rVB 54245 114119 14.33% 1.783%
42 7.831 2110 2112 2114 rBV2 281 144 0.02% 0.002%
43 7.979 2155 2158 2160 rBV3 332 202 0.03% 0.003%
44  8.053 2164 2181 2214 rBV2 101709 310148 38.93% 4.847%
45  8.500 2316 2320 2323 rBV5 1546 1633 0.20% 0.026%
46  8.603 2349 2352 2354 rBV3 965 571 0.07% 0.009%
47  8.719 2383 2388 2389 rBV3 545 456 0.06% 0.007%
48 8.789 2398 2410 2436 rBV 418012 744722 93.49% 11.638%
49 9.272 2557 2560 2562 rVB2 457 205 0.03% 0.003%
50 9.317 2572 2574 2578 rBv2 161 131 0.02% 0.002%
51 9.400 2596 2600 2602 rBvV2 397 273 0.03% 0.004%
52 9.497 2620 2630 2639 rBV4 2806 4676 0.59% 0.073%
53 9.567 2650 2652 2656 rBvV2 262 157 0.02% 0.002%
54 9.641 2671 2675 2676 rBvV3 558 362 0.05% 0.006%
55 9.715 2693 2698 2700 rBvV2 499 434 0.05% 0.007%
56 9.731 2700 2703 2704 rBV 443 265 0.03% 0.004%
57 9.796 2717 2723 2730 rVB5 677 863 0.11% 0.013%
58 9.879 2744 2749 2753 rBvV2 437 512 0.06% 0.008%
59 9.928 2762 2764 2768 rBV3 255 152 0.02% 0.002%
60 10.162 2823 2837 2859 rBV 198771 339152 42.58%  5.300%
61 10.346 2892 2894 2899 rBV2 212 187 0.02% 0.003%
62 10.950 3080 3082 3085 rVB 307 154 0.02% 0.002%
63 10.969 3085 3088 3094 rBV4 635 726 0.09% 0.011%
64 11.037 3104 3109 3112 rVB2 658 523 0.07% 0.008%
65 11.088 3123 3125 3132 rVB4 810 620 0.08% 0.010%
66 11.136 3138 3140 3143 rBV2 376 279 0.04% 0.004%
67 11.191 3146 3157 3176 rBV 507153 796592 100.00% 12.449%
68 11.522 3256 3260 3262 rBV2 351 243  0.03% 0.004%
69 11.567 3262 3274 3294 rBV 350150 561722 70.52% 8.778%
70 11.735 3318 3326 3336 rBV6 3821 6071 0.76% ©.095%
71 12.027 3410 3417 3423 rBV4 383 655 ©0.08% 0.010%
72 12.088 3433 3436 3437 rBV2 286 179 0.02% 0.003%
73 12.140 3448 3452 3455 rBV3 209 182 0.02% 0.003%
74 12.153 3455 3456 3461 rVB3 280 164 0.02% 0.003%
75 12.259 3487 3489 3492 rVB2 425 189 ©0.02% 0.003%
76 12.352 3513 3518 3519 rBV3 668 514 ©0.06% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32146.D

Acqg On : 20 Sep 2023 14:46

Operator : SY/MD

Sample : 04472-04ME

Misc : 3.69g/5.0mL/100uL/5.0emL/MSVOA_V/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_ V\Method\SFAMVLMO82323WMA.M
Title : VOC Analysis
77 12.397 3530 3532 3534 rBV2 305 166 0.02% ©0.003%
78 12.490 3558 3561 3566 rBV4 359 320 0.04% 0.005%
79 12.535 3572 3575 3580 rVB3 490 404 0.05% 0.006%
80 12.609 3594 3598 3601 rBV2 282 262 0.03% 0.004%
81 12.673 3614 3618 3621 rBV 286 208 0.03% 0.003%
82 12.731 3630 3636 3637 rBV2 435 337 0.04% 0.005%
83 12.802 3655 3658 3660 rBV 359 220 0.03% 0.003%
84 12.834 3660 3668 3676 rVB5 5354 7910 0.99% 0.124%
85 13.104 3750 3752 3755 rBV 339 201 0.03% 0.003%
86 13.204 3782 3783 3786 rBV3 326 185 ©0.02% ©0.003%
87 13.262 3797 3801 3805 rBV3 500 534 0.07% 0.008%
88 13.310 3813 3816 3818 rBV2 249 169 ©0.02% 0.003%
89 13.368 3831 3834 3836 rBV 465 325 0.04% 0.005%
90 13.448 3854 3859 3870 rBV2 4157 5728 ©.72% 0.090%
91 13.632 3913 3916 3918 rBV3 384 218 0.03% 0.003%
92 13.648 3918 3921 3923 rBV3 457 280 0.04% 0.004%
93 13.696 3930 3936 3940 rBV6 489 584 0.07% 0.009%
94 13.747 3949 3952 3953 rBV 336 149 0.02% 0.002%
95 13.847 3976 3983 3991 rVB3 6050 7711  0.97% 0.121%
96 14.165 4080 4082 4085 rBV2 371 174 0.02% ©0.003%
97 14.291 4119 4121 4124 rBV2 656 335 0.04% 0.005%
98 15.281 4421 4429 4439 rBV2 14686 23554  2.96% 0.368%
99 15.535 4499 4508 4525 rVB2 88785 142285 17.86% 2.224%
100 16.104 4678 4685 4695 rBV 66722 100135 12.57% 1.565%

Sum of corrected areas: 6398946
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve92023\

: VWe32146.D

: 20 Sep 2023 14:46

: SY/MD

. 04472-04ME

: 3.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
12

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.M
: VOC Analysis

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

Abundance
500000

400000

300000

200000

100000

0

TIC: VV032146.D\data.ms

4.953 5.535

2.034 5.989

4.249
1.275

3.806

1.18 162 4480

\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘\‘!_!_F“V‘VH‘HH“ ‘HH‘HH‘HH‘HH‘HHTV‘F‘H‘HH‘HH‘HH‘HH‘HH‘HH' TH

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 6.40

Abundance
500000

400000

300000

200000

100000

TIC: VV032146.D\data.ms

11.191

8.789

11.567
7.246

10.162

8.053

6.918
7.558

0
Time-->

GBMJLL? 13 75{)\(1 7.8309 8551693l oPPPMITEMERIS | |10.346 IMIERTS 11.J 1.735 129D
: PO o SR lde o A
7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
500000

400000

300000

200000

100000

Time-->

TIC: VV032146.D\data.ms

15.535 16.104

BT 13 ITRRAS TG4 14.16901 15.281

*—v—‘v—v—‘—v— T T T T T T T T T I T T T T T T T T T

12.50 13 00 13 50 14. 00 l4 50 15.00 15.50 16.00 16.50

T ‘ T T ‘ T
17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32146.D

Acqg On : 20 Sep 2023 14:46

Operator : SY/MD

Sample : 04472-04ME

Misc : 3.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Caryophyllene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.535 8.93 ug/L 142285 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 99
2 Caryophyllene 204 C15H24 000087-44-5 99
3 Caryophyllene 204 C15H24 000087-44-5 99
4 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 96
5 Caryophyllene 204 C15H24 000087-44-5 95
Abundance Scan 4508 (15.535 min): VV032146.D\data.ms (-4499) (- m/z 93.05 100.00%
41.0 93.0
133.1
5000
e e
189.1 ‘ 15.50
Obrrrprrofbd 8L m/z 40.95 91.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80121: Caryophyllene
93.0 133.0
41.0
5000 o :
15.50
189.0 m/z 90.95 83.82%
O TTT ‘ \U\ T N\ \‘M"‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80125: Caryophyllene
41.0
93.0 Aol b,
e ar ey el
133.0 15.50
5000 m/z 68.95 83.50%
‘ 189.0
0 ‘HW“‘}“H‘M‘,“‘lm
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80127: Caryophyllene o A‘ ‘ ey
93.0 133.0 15.50
41.0 ' m/z 79.00 74.36%
5000
189.0
0 ool \ s
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32146.D

Acqg On : 20 Sep 2023 14:46

Operator : SY/MD

Sample : 04472-04ME

Misc : 3.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 3 Spiro[5.5]undeca-1,8-diene,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.104 6.29 ug/L 100135 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro[5.5]undeca-1,8-diene, 1,5,... 204 C15H24 019912-83-5 80
2 Cyclohexene, 4-ethenyl-4-methyl-... 204 C15H24 020307-84-0 60
3 1,3-Cyclopentadiene, 1,2,3,4,5-p... 136 C1lOH1l6 004045-44-7 60
4 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 53
5 1,3-Cyclopentadiene, 1,2,3,4,5-p... 136 C1lOH16 004045-44-7 53
Abundance Scan 4685 (16.104 min): VV032146.D\data.ms (-4678) (- m/z 136.05 100.00%

136.1
5000 91.0
41.0

- 1600 1650

204.1 . .

75.2 :

0 Mmmﬁ“5_”““”“”“_‘“_%‘?‘1‘1- m/z 121.05  68.26%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #80280: Spiro[5.5]undeca-1,8-diene, 1,5,5,9-tetramethyl-
121.0

\..

5000 93.0 R ——
41.0 16.00 16.50

m/z 91.00 42.74%

‘\\ \H Ll Hh ‘h M\ MH H“ 61.0 20‘40

’\\H‘\\\r‘|\\u“\\u|‘u‘u‘u\"\‘H\“HH‘H‘H‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #80435: Cyclohexene, 4-ethenyl-4-methyl-3-(1-methyleth

93.0 121.0 M\/\/\
nv ¥ ¥ ‘/\A‘!\ AL b /\‘!

o

e
16.00 16.50
5000, 410 m/z 67.80  37.98%
161.0
sl by | o
bbbt bl e
m/z--> 20 40 60 80 100120140160180200220240260280 J\m
Abundance #18186: 1,3-Cyclopentadiene, 1,2,3,4,5-pentamethyl- s tph AL oy
121.0 16.00 16.50
m/z 161.10 36.31%
5000
93.0
39.0 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092023\
Data File : VV@32146.D

Acqg On : 20 Sep 2023 14:46

Operator : SY/MD

Sample : 04472-04ME

Misc : 3.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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|
Caryophyllene 15.535 8.9 ug/L 142285 3 11.191 796592 50.0
Spiro[5.5]undec... 16.104 6.3 ug/L 100135 3 11.191 796592 50.0

SFAMVLMO82323WMA.M Thu Sep 21 17:49:03 2023 7



