LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acqg On : 17 Feb 2021 14:18

Operator : SY/MD

Sample ¢ M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS vial : 5 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\SOMVLM@20521WMA.M
Title : VOC Analysis

Signal : TIC: VV020344.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 76 83 100 rVB 261255 267477 9.95% 1.068%
2 1.568 157 164 177 rBV 230552 260412 9.69% 1.040%
3 1.976 284 291 302 rVB 19103 26286 ©0.98% 0.105%
4 2.105 320 331 348 rBV 461014 704906 26.23%  2.815%
5 2.342 402 405 409 rvv3 519 467 0.02% 0.002%
6 2.429 428 432 433 rBV2 677 461 0.02% 0.002%
7 2.449 434 438 442 rW4 964 1216 0.05% 0.005%
8 2.513 451 458 467 rVB4 2297 3914 0.15% 0.9016%
9 2.574 476 477 481 rVB2 550 327 0.01% 0.001%
106 2.600 482 485 488 rBv4 1010 889 0.03% 0.004%
11 2.667 502 506 508 rBv2 404 327 0.01% 0.001%
12 2.719 518 522 527 rVB2 412 382 0.01% 0.002%
13 2.757 527 534 537 rBv4 707 781 0.03% 0.003%
14 3.522 767 772 776 rVW5 832 889 0.03% 0.004%
15 3.548 776 780 783 rVB 563 442 0.02% 0.002%
16 3.822 860 865 869 rBv2 333 339 0.01% 0.001%
17 3.892 875 887 919 rBV 154727 472391 17.58% 1.887%
18 4.352 1012 1030 1064 rBV 323976 816696 30.39%  3.262%
19 4.947 1206 1215 1216 rBV 264 328 0.01% 0.001%
20 4.960 1216 1219 1225 rVB3 357 333 0.01% 0.001%
21 5.050 1228 1247 1276 rBV2 801192 2051324 76.34% 8.193%
22 5.413 1357 1360 1366 rBV5 585 395 0.01% 0.002%
23 5.555 1391 1404 1411 rBV5S 3473 8900 ©0.33% 0.036%
24  5.619 1411 1424 1450 rVV 691812 1379091 51.32% 5.508%
25 5.911 1504 1515 1531 rBV 23358 50104 1.86% ©0.200%
26 6.072 1551 1565 1602 rVV 451166 926580 34.48% 3.701%
27 6.210 1606 1608 1610 rVVv2 1144 793 0.03% 0.003%
28 6.236 1614 1616 1622 rVB5 1158 1117 ©0.04% 0.004%
29 6.645 1736 1743 1744 rBV3 1031 1016 0.04% 0.004%
30 6.686 1754 1756 1762 rVB4 538 378 0.01% 0.002%
31 6.764 1775 1780 1782 rBV2 370 332 0.01% 0.001%
32 6.908 1821 1825 1831 rBV3 316 341 0.01% 0.001%
33  6.989 1839 1850 1874 rBV 234680 432139 16.08% 1.726%
34 7.239 1921 1928 1940 rBV4 5833 10243 0.38% 0.041%
35 7.320 1940 1953 1967 rBV 938129 1616963 60.17% 6.458%

36 7.394 1967 1976 2000 rVB 228339 412834 15.36% 1.649%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acqg On : 17 Feb 2021 14:18

Operator : SY/MD

Sample ¢ M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS vial : 5 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\SOMVLM@20521WMA.M
Title : VOC Analysis
37 7.545 2021 2023 2025 rBV3 756 336 0.01% 0.001%
38 7.625 2037 2048 2070 rBV 167804 292779 10.90% 1.169%
39 7.879 2123 2127 2130 rBV3 560 483 0.02% 0.002%
40 7.944 2141 2147 2149 rBV3 339 383 0.01% 0.002%
41  8.095 2180 2194 2238 rBV 569118 1109616 41.29% 4.432%
42 8.413 2290 2293 2294 rBV 686 335 0.01% 0.001%
43 8.571 2339 2342 2347 rVB4 390 347 0.01% 0.001%
44  8.673 2371 2374 2377 rVB2 463 330 0.01% 0.001%
45  8.696 2377 2381 2382 rBV3 615 479 0.02% 0.002%
46  8.857 2415 2431 2458 rBV 1061320 1712433 63.73% 6.840%
47  9.024 2476 2483 2494 rVB2 9429 15056 ©0.56% 0.060%
48 9.0979 2498 2500 2502 rBV3 615 362 0.01% 0.001%
49 9.146 2512 2521 2537 rBV 14340 25506 0.95% 0.102%
50 9.204 2537 2539 2542 rW4 700 398 0.01% 0.002%
51 9.570 2638 2653 2665 rBV5 11313 27384 1.02% 0.109%
52 9.632 2669 2672 2683 rVV6 2278 3336 0.12% 0.013%
53 9.689 2683 2690 2699 rvv4 1400 2238 0.08% 0.009%
54 9.757 2703 2711 2721 rVB5 6857 10315 0.38% 0.041%
55 9.911 2751 2759 2763 rBV6 1425 1760 0.097% 0.007%
56 9.940 2763 2768 2776 rVB3 1163 1578 0.06% 0.006%
57 10.011 2786 2790 2793 rVB4 418 341 0.01% 0.001%
58 10.107 2813 2820 2824 rBV5 1444 2120 ©0.08% 0.008%
59 10.146 2825 2832 2835 rWV5 5316 6721 0.25% 0.027%
60 10.223 2837 2856 2881 rVB 651247 1094200 40.72% 4.370%
61 10.384 2900 2906 2911 rVB5 1371 1661 ©0.06% 0.007%
62 10.458 2918 2929 2942 rBV2 24079 38667 1.44% 0.154%
63 10.551 2949 2958 2966 rBV8 7145 10529 0.39% 0.042%
64 10.615 2971 2978 2987 rVVe6 6812 10798 0.40% 0.043%
65 10.673 2991 2996 3003 rVV3 2224 2105 ©0.08% 0.008%
66 10.702 3003 3005 3010 rVB2 515 356 0.01% ©0.001%
67 10.763 3022 3024 3026 rVVv2 607 402 0.01% 0.002%
68 10.786 3026 3031 3040 rVB5 2408 2943 0.11% 0.012%
69 10.860 3048 3054 3055 rBV4 538 426 0.02% 0.002%
70 10.918 3058 3072 3093 rBV5 14312 34592 1.29% 0.138%

71 11.091 3108 3126 3144 rBV 960026 1635443 60.86% 6.532%
72 11.197 3148 3159 3167 rVV 709222 1042878 38.81% 4.165%
73 11.252 3167 3176 3197 rVB3 1691357 2687109 100.00% 10.733%
74 11.358 3197 3209 3226 rBV 740680 1177284 43.81% 4.702%
75 11.464 3237 3242 3252 rVB6 7456 13716 ©.51% ©.055%

76 11.541 3256 3266 3276 rVB2 43375 63871 2.38% ©.255%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acqg On : 17 Feb 2021 14:18

Operator : SY/MD

Sample ¢ M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS vial : 5 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\SOMVLM@20521WMA.M
Title : VOC Analysis
77 11.631 3282 3294 3312 rBV 1064614 1653337 61.53% 6.604%
78 11.747 3329 3330 3338 rVB4 1063 882 0.03% 0.004%
79 11.792 3338 3344 3347 rBV5 1791 1971 0.07% 0.008%
80 11.905 3366 3379 3387 rBV2 219184 354558 13.19% 1.416%
81 12.094 3427 3438 3454 rVV 190985 289103 10.76%  1.155%
82 12.255 3481 3488 3494 rVV5 1432 1907 0.07% 0.008%
83 12.390 3512 3530 3548 rBV2 36086 68661 2.56% 0.274%
84 12.522 3564 3571 3579 rBV5S 4275 5738 0.21% 0.023%
85 12.738 3626 3638 3651 rBvV2 163918 299558 11.15% 1.196%
86 12.808 3653 3660 3668 rVB2 60653 93176  3.47% ©.372%
87 12.963 3696 3708 3713 rBvV2 98238 159944  5.95% 0.639%
88 13.001 3713 3720 3737 rVB 261167 415933 15.48% 1.661%
89 13.168 3764 3772 3788 rVB2 75704 130313 4.85% 0.520%
90 13.246 3790 3796 3799 rBV6 13621 17859 0.66% 0.071%
91 13.374 3825 3836 3858 rBV 186544 404199 15.04% 1.614%
92 13.480 3860 3869 3880 rvVv 313756 505411 18.81% 2.019%
93 13.538 3882 3887 3905 rVB3 67711 110618 4.12% 0.442%
94 14.204 4089 4094 4097 rBV6 1619 1579 0.06% 0.006%
95 14.345 4131 4138 4151 rVB7 10128 16052 0.60% 0.064%
96 14.834 4287 4290 4291 rBV2 873 426 0.02% 0.002%
97 15.149 4381 4388 4393 rVB9 2097 2430 0.09% 0.010%
98 15.316 4436 4440 4451 rVB9 4664 6053 0.23% 0.024%
99 15.512 4494 4501 4508 rBV10 9221 13071 0.49% 0.052%
100 15.728 4566 4568 4573 rVB4 1187 719 0.03% 0.003%
Sum of corrected areas: 25036915
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV020344.D\data.ms
1600000

1400000
1200000
1000000

800000 5.050

5.619

600000
2.105 6.072

400000
4.352
1.307 1 568
200000 K 3.892
k 197 m&w 3B 3.8£L 4, 5.415 5.911

\
Time--> 1.20 1.40 1.60 1.80 2.00 2 0 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 TIC: VV020344.D\data.ms

1600000

o

11.p52

1400000

1200000
8.857 11.631

1000000 7.320 11.091

800000 1.15%.358
10.223

600000 8.095

400000

6.989 .394

200000 7.625
160888319 7.2 754/& 78'&314 8.418.5BEID 9@%@@4

= — T :
Time--> 7.00 7 5 8. 00 8.50 9 00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV020344.D\data.ms

1600000

1400000
1200000
1000000
800000
600000

400000
13 001 13.480

200000 12. 738 13.37
@3 168 1B3.538

1
12. é@i%oszz M 14.204345  14.834 15.148.31865.5125.728
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.091 30.43 ug/L 1635440 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 90
2 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 70
3 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1OH180 000470-67-7 60
4 Terpinen-4-ol 154 C10H180 000562-74-3 50
5 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 49

Abundance Scan 3126 (11.091 min): VV020344.D\data.ms (-3108) (- m/z 111.10 100.00%

43.0 111.1
71.0
5000
93.0 154.1 A
—r e
‘ ‘ H ‘ ‘ 136,1 11.00
0 ‘HH\‘\\ m ‘\‘M H\H M\H \‘u‘w“”\”\!“”‘\‘“ m/z 43.00 99.99%
miz--> 20 40 80 100 120 140 160
Abundance #26947: 7-Oxab|cyclo[2.2.1]heptane, 1-methyl-4-(1-methy
43.0
111.0
71.0
5000 — :
11.00
27.0 154.0 m/z 71.00 71.84%
O ‘ T ‘H T ‘i‘\ T \‘H \ \w \ “H\H\ \‘ ‘\P‘ T ‘\‘1 T “ \1\3\6“0\ L ‘\ ‘ T
miz—-> 20 40 60 80 100 120 140 160
Abundance #26955: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth j\
43.0
—r o
1.0 111.0 11.00
5000 ITI/Z 55.00 52.83%
27.0 93.0 154.0
0 “lh VIO OO W P ““1‘39‘0‘ -
miz--> 20 40 60 80 100 120 140 160
Abundance #26954: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methy o e
43.0 11.00
m/z 69.10 42.03%
71.0 111.0
5000
154.0
I i1 ‘H“HH‘WWMM‘Hm_m_ ~—L
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_V\Data\VVv021721\
Data File : VV020344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 D-Limonene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.197 19.41 ug/L 1042880 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C10H16 005989-27-5 99
2 D-Limonene 136 C10H16 005989-27-5 94
3 D-Limonene 136 C1OH16 005989-27-5 94
4 D-Limonene 136 C1OH1l6 005989-27-5 93
5 Limonene 136 C10H16 000138-86-3 93

Abundance Scan 3159 (11.197 min): VV020344.D\data.ms (-3148) (- m/z 68.05 100.00%

68.0
93.1
5000
39.0 1211 — A ‘/L‘ ‘
‘ ‘ Ll 11.00 11.50
0 Al H45S  m/z 67.85  79.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68.0
93.0
5000 T T T \j\\* T T
1210 11.00 11.50
41.0 ' m/z 93.10 74.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15678: D-Limonene
68.0
93.0 11.00 11.50
5000 m/z 79.00 40.02%
1.0 136.0
NPT W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15680: D-Limonene
68.0 11.00 11.50
m/z 91.05 30.72%
93.0
5000
41.0 136.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve21721\
Data File : VV@20344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO20521WMA .M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Eucalyptol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.358 21.91 ug/L 1177280 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Eucalyptol
2 Eucalyptol
3 Eucalyptol
4 Eucalyptol

154 C10H180
154 C10H180
154 C1eH180
154 C10H180

5 Trifluoroacetyl-.alpha.-terpineol 250

C12H17F302

000470-82-6 99
000470-82-6 98
000470-82-6 95
000470-82-6 94
1000058-17-6 83

Abundance Scan 3209 (11.358 min): VV020344.D\data.ms (-3197) (- m/z 43.00 100.00%

43.0
81.1
5000 108.1
154.1
- ——
1361 11.00 11.50
3 AP T ! 9
0° it el m/z 81.10 65.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26615: Eucalyptol
43.0
81.0
108.0
5000 = ——
154.0 11.00 11.50
m/z 108.10  49.45%
125.0
0\1\5\.(‘)\‘\‘\\‘“1‘\‘1 3 ‘\‘\‘H‘ \‘\H\“\h\\li\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #26624: Eucalyptol
43.0
AN
81.0 11.00 11.50
108.0 o
5000 154.0 ITI/Z 71.10 48.09%
‘ £ H 126.0
ol 280 “‘ 9“\““ ‘ w B M
m/z--> 20 40 100 120 140 160
Abundance #26622.EucaWpuﬂ “ =
43.0 11.00 11.50
81.0 m/z 84.10 45.56%
5000 108.0
139.0
om_“‘w‘w “H&Mm“ ‘/‘\‘ —
m/z--> 20 40 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.905 6.60 ug/L 354558 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 000586-62-9 95
2 2-Carene 136 C10H16 000554-61-0 91
3 Bicyclo[2.2.1]hept-2-ene, 1,7,7-... 136 C10H16 000464-17-5 90
4 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 000586-62-9 90
5 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 90
Abundance Scan 3379 (11.905 min): VV020344.D\data.ms (-3366) (-  m/z 93.10 100.00%
93.1
1211
5000 770
39.0 Af\ o
H\ il M H‘ 1521 =2
om,mw u“mm“uu 0 T m/z 121.10  80.97%
m/z--> 20 80 100 120 140
Abundance #15858: Cyclohexene 1-methyl-4-(1-methylethylidene)-
93.0
121.0
A
5000 ‘ T
mo 12.00
39.0 m/z 91.85 73.15%
O 15?’# ‘Q\H w‘\\‘ \‘\““\\\“‘\\\\
m/z--> 20 80 100 120 140
Abundance #15666.2—Carene
93.0 121.0 A}L
e
12.00
5000 m/z 136.05 68.01%
77,0
41.0
0 15‘0““”‘” 2t M‘u‘“l‘”‘“”l“‘%'qw“
miz--> 20 40 60 80 100 120 140
Abundance  #15842: Bicyclo[2.2.1]hept-2-ene, 1,7,7-trimethyl- A‘ ——
93.0 121.0 12.00
m/z 79.10 63.33%
5000
41.0 77.0 ‘
o s “‘\ 280U H‘ A M!u L1380 JJ\JL AW
m/z--> 60 100 120 140 12.00

SOMVLMO20521WMA.M Thu Feb 18 13:54:53 2021 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1-methyl-4-(1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.095 5.38 ug/L 289103 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 96
2 o-Isopropenyltoluene 132 C1eH12 007399-49-7 95
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 90
4 Benzene, 1-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 90
5 Benzene, 1-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 87
Abundance Scan 3438 (12.094 min): VV020344.D\data.ms (-3427) (- m/z 132.05 100.00%
132.1
115.0
5000 91.0
T \
39.0 65"0 ‘ ‘ ‘ 12.00
Ol gl Al 1480 1y 117,05 98.01%
miz-> 20 40 60 80 100 120 140
Abundance #14099: Benzene, 1-methyl-4-(1-methylethenyl)-
117.0
91.0
5000 -
12.00
39.0 65.0 m/z 115.00  58.35%
133.0
O \].\5‘\.? \‘! } \“i‘\ \“U \‘ ‘m‘\ \H}““ \‘\‘! T ‘H“\ T !“ \‘1ﬁ\‘\ ‘ UL
miz--> 20 40 60 80 100 120 140
Abundance #14050: o-Isopropenyltoluene
117.0 k
— ‘
12.00
5000 91.0 m/z 91.05 44.32%
39.0 650
133.0
MIECT I N I 1
miz--> 20 40 60 80 100 120 140
Abundance #14085: 1H-Indene, 2,3-dihydro-2-methyl- —r4 ‘
117.0 12.00
m/z 92.10 20.01%
5000
91.0
39.0 65.0 ‘ ‘ 1430
) A R PO W NP M et AN
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Fenchol, exo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.738 5.57 ug/L 299558 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchol, exo- 154 C10H180 022627-95-8 98
2 Bicyclo[2.2.1]heptan-2-01, 1,3,3... 154 C10H180 001632-73-1 96
3 Bicyclo[2.2.1]heptan-2-01, 1,3,3... 154 C10OH180 001632-73-1 95
4 Bicyclo[2.2.1]heptan-2-0l1, 1,3,3... 154 C10H180 002217-02-9 55
5 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 47
Abundance Scan 3638 (12.738 min): VV020344.D\data.ms (-3626) (-  m/z 81.10 100.00%
81.1
5000
41.0
121.1 RN RN
12.50 13.00
0 “‘,““wuhwb Qﬂ%&01391 m/z 80.10 58.15%
m/z--> 20 80 100 120 140 160
Abundance #26656.FenchoLexo-
81.0
5000 TN SRS
12.50 13.00
111 m/z 41.00 29.96%
\‘ M\‘\ I \ 139.0
O\\\’\\\\"‘ \}m‘\\\\“\\\\‘\\\\‘\

m/z--> 20 80 100 120 140 160
Abundance  #26860: B|cyc|o[2.2.l]heptan—2—o|, 1,3,3-trimethyl-

81.0 J\ﬂ

e

12.50 13.00
5000 ITI/Z 69.10 26.95%
43.0
| desdl b 20
w50 ool L ) 0w
miz--> 20 40 60 80 100 120 140 160
Abundance  #26872: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethyl- P P
81.0 12.50 13.00
m/z 93.10 25.48%
5000
41.0
m/z--> 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.963 2.98 ug/L 159944  1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(3,4-Dibromo-4-methylcyclohexy... 312 C1@H18Br20 110202-13-6 47
2 2,2-Dimethyl-hexahydro-benzo[1,3... 184 C10H1603 1000187-24-1 37
3 2,2-Dimethyl-4-hydroxymethyl-5-(... 198 C11H1803 1000284-41-5 35
4 trans-2,7-Dimethyl-4,6-octadien-... 154 C10H180 1000281-69-5 25
5 2-Hydroxymethyl-5-(1-hydroxy-1-i... 184 C10H1603 097762-06-6 25

Abundance Scan 3708 (12.963 min): VV020344.D\data.ms (-3696) (-  m/z 59.00 100.00%
59

.0
5000 95.1
e
‘ 138.1 13.00
ol il I M‘ wL 28 m/z 81.00 46.61%
miz--> 50 100 150 200 250 300
Abundance #153887: 2-(3,4-Dibromo-4-methylcyclohexyl)propan-2-ol
59.0
95.0
5000 T
13.00
m/z 95.10 44.03%
02?70\“‘ ey \H\ \13?0‘ 174.0 2170 299.0
T T T [ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #48333: 2,2-Dimethyl-hexahydro-benzo[1,3]dioxin-4-one
59.0 /\,\A
e
13.00
5000 m/z 67.05 29.13%
27.0‘ ‘ h 109.0 169.0
‘\M ‘H \‘H u\‘ O ‘
ob bbbl 44w
miz--> 50 100 150 200 250 300
Abundance #59407: 2,2-Dimethyl-4-hydroxymethyl-5-(2,4-pentadieny =
59.0 13.00
m/z 55.10 28.06%
5000 131.0
POl | |50 183.0
oL w\\‘\‘\\\‘\\\\w\‘\\w“ ‘m‘m\“‘ T 1 R AR A
m/z--> 50 100 150 200 250 300 13.00

SOMVLMO20521WMA.M Thu Feb 18 13:54:55 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Limonene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.001 7.74 ug/L 415933  1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Limonene 136 C10H16 000138-86-3 62
2 D-Limonene 136 C1OH16 005989-27-5 60
3 D-Limonene 136 C1OH16 005989-27-5 52
4 Limonene 136 C1OH1l6 000138-86-3 49
5 3-Carene 136 C10H16 013466-78-9 46

Abundance Scan 3720 (13.001 min): VV020344.D\data.ms (-3713) (- m/z 93.10 100.00%

93.1
68.0
5000
43.0 136.1

=
13.00

0! m/z 68.00 67.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15663: Limonene
68.0
5000 93.0 T
13.00
39.0 136.0 m/z 67.10 55.15%
O\\\“\‘\\\“U‘\\\“‘\“\H\\ \‘\“1\\“‘\\\J“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68.0
93.0
T
13.00
5000 ITI/Z 71.00 47.76%

121.0
41.0 ‘
0 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 ijR
Abundance #15678: D-Limonene f&vﬂ‘ﬂ

68.0 13.00

93.0
5000

410 136.0

15.0 ‘ ‘ ‘
osor oA bt L1 S

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Isoborneol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.374 7.52 ug/L 404199 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoborneol 154 C10H180 000124-76-5 94
2 endo-Borneol 154 C10H180 000507-70-0 81
3 Bicyclo[2.2.1]heptan-2-01, 1,7,7... 154 C1OH180 000464-45-9 72
4 (+)-Borneol 154 C10H180 1000150-76-3 64
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 58

Abundance Scan 3836 (13.374 min): VV020344.D\data.ms (-3825) (-  m/z 95.10 100.00%

95.1 ‘
5000
M

41.0
67.0 121.1
“‘ \‘\‘\ h‘\‘\h H\‘H\ ‘\‘\ ‘\ \u_J\ 1391 13 00 13 50

bl Ly L “ﬂ“‘lu“““ m/z 93.05 22.18%

mlz--> 20 40 60 80 100 120 140 160
Abundance #26629: Isoborneo
93.0

o

5000
41.0 13. 00 13 50
67.0 m/z 41.00 18.53%
150 | H o L[ 20m990
O\\\\‘\ } “HH\‘M \‘\}‘\\‘\\\\“\\\\‘\
m/z--> 0 100 120 140 160
Abundance #26642.endo—Borneo
95.0
13. 00 13 50
5000 m/z 110.10 17.69%
41.0
| 67.0 121.0139.0
o“¥5?‘U‘ e JM‘uMM‘WWMWE‘nWH‘M“EM“““
m/z--> 20 40 60 80 100 120 140 160
Abundance #26951: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-el ‘ ‘/k‘ s
95.0 13.00 13.50

m/z 67.05 13.51%

5000
41.0
‘ 67. 121.0 139.0
0 LI LLI \ \ Ll H‘! l | N

m/z--> 60 80 100 120 140 160 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve21721\
Data File : VV@20344.D

Acq On : 17 Feb 2021 14:18

Operator : SY/MD

Sample : M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO20521WMA .M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.480 9.40 ug/L 505411 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 90
2 .alpha.-Terpineol 154 C10H180 000098-55-5 72
3 Cyclohexene, 1-methyl-4-(1-methy... 136 C1OH16 000586-62-9 70
4 (+)-4-Carene 136 C1OH16 029050-33-7 64
5 (+)-3-Carene 136 C10H16 000498-15-7 60

Abundance Scan 3869 (13.480 min): VV020344.D\data.ms (-3860) (-
3.0

3

m/z 93.05 100.00%

-

59.0 121.1
5000
77,0
41.0
I B s
0l Al ‘l Al T myz s9.ee 55.32%
miz--> 20 4 60 80 100 120 140
Abundance #15852: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 k“ T
13.50
77.0 m/z 121.05 54.32%
41.0 ‘ 121.0
O \J-\S\.O‘\‘\‘\\““\\‘\ﬁ\’\‘\\\‘h‘\\ ‘\‘\“\\\‘\\1\3\7‘0\\\\
miz--> 20 100 120 140
Abundance #26677 mpha -Terpineo
59.0 93.0
5
121.0 13.50 .
5000 ITI/Z 68.00 53.90%
43.0
7
70 | Ll
R A TN T Y
miz-> 20 60 80 100 120 140
Abundance #15858: Cydohexene 1-methyl-4-(1-methylethylidene)- T
93.0 13.50
121.0 m/z 67.60 50.65%
5000 77,0
39.0
137.0
0 ‘1‘5‘?‘ L H‘ | “,MH A A mw“h v E— NS
m/z--> 80 100 120 140 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020344.D

Acqg On : 17 Feb 2021 14:18

Operator : SY/MD

Sample ¢ M1414-14ME 10X

Misc : 5.03g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
7-Oxabicyclo[2.... 11.091 30.4 ug/L 1635440 3 11.255 2687110 50.0
D-Limonene 11.197 19.4 ug/L 1042880 3 11.255 2687110 50.0
Eucalyptol 11.358 21.9 wug/L 1177280 3 11.255 2687110 50.0
Cyclohexene, 1-... 11.905 6.6 ug/L 354558 3 11.255 2687110 50.0
Benzene, 1-meth... 12.095 5.4 ug/L 289103 3 11.255 2687110 50.0
Fenchol, exo- 12.738 5.6 ug/L 299558 3 11.255 2687110 50.0
unknown-01 12.963 3.0 ug/L 159944 3 11.255 2687110 50.0
Limonene 13.001 7.7 ug/L 415933 3 11.255 2687110 50.0
Isoborneol 13.374 7.5 ug/L 404199 3 11.255 2687110 50.0
(1R)-2,6,6-Trim... 13.480 9.4 ug/L 505411 3 11.255 2687110 50.0
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