LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020346.D

Acqg On : 17 Feb 2021 16:43

Operator : SY/MD

Sample ¢ M1414-15ME 4X

Misc : 5.64g/5.0mL/100uL/5.0mL/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: VVO20346.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 77 83 98 rVB 154831 162407 2.58% 0.561%
2 1.568 158 164 174 rVB 130396 144881 2.30% 0.501%
3 2.101 320 330 346 rBV 272100 408069 6.49% 1.410%
4 2.551 467 470 472 rBV 406 278 0.00% 0.001%
5 2.754 529 533 536 rVB 559 360 0.01% 0.001%
6 2.776 536 540 543 rBV 303 165 ©0.00% 0.001%
7 2.796 543 546 550 rBV2 152 150 0.00% 0.001%
8 2.847 560 562 566 rVB 304 159 0.00% 0.001%
9 2.973 598 601 6607 rVB3 471 433 0.01% 0.001%
106 3.040 619 622 628 rVB4 608 581 0.01% 0.002%
11  3.117 642 646 650 rBv 159 1706 0.00% 0.001%
12 3.140 650 653 656 rBv2 223 169 0.00% 0.001%
13 3.239 682 684 690 rVB2 389 226 0.00% 0.001%
14 3.307 703 705 708 rVB 271 164 0.00% 0.001%
15 3.326 708 711 716 rBV2 255 264 0.00% 0.001%
16 3.358 716 721 725 rBV3 321 333  0.01% 0.001%
17 3.445 743 748 749 rBV 300 188 ©0.00% 0.001%
18 3.519 762 771 775 rBv4 1266 1928 0.03% 0.007%
19 3.712 825 831 832 rBV2 231 191 0.00% 0.001%
20 3.809 857 861 863 rBV 231 191 0.00% 0.001%
21 3.889 875 886 934 rBV2 75628 252995 4.02% 0.874%
22 4.165 969 972 979 rBV3 854 647 0.01% 0.002%
23 4.346 1010 1028 1058 rBV 183659 467725 7.44% 1.616%
24  4.532 1083 1086 1088 rBV 564 378 0.01% 0.001%
25 4.590 1100 1104 1106 rBV3 425 301 ©0.00% 0.001%
26 4.702 1137 1139 1145 rVB3 288 244 0.00% 0.001%
27 4.776 1159 1162 1163 rBV2 365 184 0.00% 0.001%
28 4.989 1221 1228 1229 rBV2 310 266 0.00% 0.001%
29 5.043 1229 1245 1276 rBV2 460467 1171634 18.63% 4.049%
30 5.400 1354 1356 1361 rVB4 387 221 0.00% ©0.001%
31 5.423 1361 1363 1366 rvB3 490 245 0.00% 0.001%
32 5.448 1366 1371 1374 rVB2 300 277 0.00% 0.001%
33 5.474 1374 1379 1381 rBV 417 344 0.01% 0.001%
34 5.542 1390 1400 1403 rBV3 2520 3734 0.06% 0.013%
35 5.616 1410 1423 1450 rBV 551711 1110299 17.66% 3.837%
36 5.854 1495 1497 1500 rBV3 377 211 0.00% ©0.001%

SOMVLM@20521WMA.M Thu Feb 18 13:55:24 2021 P1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020346.D

Acqg On : 17 Feb 2021 16:43

Operator : SY/MD

Sample ¢ M1414-15ME 4X

Misc : 5.64g/5.0mL/100uL/5.0mL/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 5.905 1504 1513 1535 rvB4 11323 24431 0.39% 0.084%
38 6.069 1550 1564 1598 rBV 254293 524534  8.34% 1.813%
39 6.310 1636 1639 1641 rBV2 358 233 0.00% 0.001%
40 6.323 1641 1643 1647 rVB 412 212 0.00% 0.001%
41  6.349 1647 1651 1652 rBvV2 224 179 0.00% 0.001%
42 6.365 1654 1656 1659 rVB2 374 152 0.00% 0.001%
43 6.419 1669 1673 1679 rVB3 375 354 0.01% 0.001%
44 6.471 1685 1689 1692 rBv4 448 338 0.01% 0.001%
45  6.644 1739 1743 1744 rBV2 690 472 0.01% 0.002%
46 6.699 1758 1760 1767 rVB4 412 444 0.01% 0.002%
47 6.760 1775 1779 1781 rBV3 576 438 0.01% 0.002%
48 6.879 1813 1816 1819 rBvV2 280 176 0.00% 0.001%
49 6.911 1825 1826 1829 rBV2 470 295 0.00% 0.001%
50 6.947 1834 1837 1839 rBV2 313 257 0.00% 0.001%
51 6.989 1839 1850 1871 rBV 126792 236779 3.77% 0.818%
52 7.165 1903 1905 1907 rBV3 351 212 0.00% 0.001%
53 7.316 1940 1952 1966 rBV 532894 920961 14.65% 3.183%
54  7.390 1967 1975 1995 rVB 164265 288429 4.59% 0.997%
55 7.622 2038 2047 2074 rBV 88257 161453 2.57% ©.558%
56 7.776 2093 2095 2097 rBV 349 173 0.00% 0.001%
57 7.834 2109 2113 2114 rBV2 491 220 0.00% 0.001%
58 7.911 2133 2137 2141 rBV3 293 209 0.00% 0.001%
59 7.937 2141 2145 2147 rBV2 305 208 0.00% 0.001%
60 8.046 2176 2179 2184 rVB 214 163 0.00% 0.001%
61 8.095 2184 2194 2238 rBV 241239 582681 9.27% 2.014%
62 8.471 2309 2311 2317 rVB3 541 354 0.01% 0.001%
63 8.535 2328 2331 2334 rBV2 494 333  0.01% 0.001%
64 8.570 2339 2342 2345 rBV3 506 351 0.01% 0.001%
65 8.599 2349 2351 2352 rBV 416 151 ©0.00% 0.001%
66 8.638 2360 2363 2365 rBV3 643 336 0.01% 0.001%
67 8.853 2418 2430 2455 rBV 858941 1387909 22.07% 4.796%
68 9.024 2476 2483 2493 rVB2 6845 10523 0.17% 0.036%
69 9.091 2493 2504 2512 rBV6 8591 15069 0.24% 0.052%
70  9.204 2535 2539 2547 rVB5 1112 1356 0.02% 0.005%
71  9.336 2576 2580 2584 rVB4 373 365 0.01% 0.001%
72 9.387 2589 2596 2601 rBV6 447 567 0.01% 0.002%
73 9.455 2607 2617 2627 rBv8 2215 4181 0.07% 0.014%
74  9.493 2627 2629 2631 rBV2 462 274 0.00% 0.001%
75 9.532 2639 2641 2642 rBV 442 227 0.00% 0.001%
76 9.574 2642 2654 2664 rVvv3 11029 21964 0.35% 0.076%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020346.D

Acqg On : 17 Feb 2021 16:43

Operator : SY/MD

Sample ¢ M1414-15ME 4X

Misc : 5.64g/5.0mL/100uL/5.0mL/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 9.757 2700 2711 2721 rBV3 39564 66087 1.05% ©.228%
78 9.857 2739 2742 2747 rVB3 463 305 ©0.00% 0.001%
79 9.911 2750 2759 2760 rBV5 2336 2712 0.04% 0.009%
80 9.992 2780 2784 2785 rBv2 451 311 0.00% 0.001%
81 10.014 2785 2791 2798 rVB5 3492 5068 0.08% 0.018%
82 10.104 2809 2819 2824 rBV2 13498 21567 0.34% 0.075%
83 10.188 2838 2845 2849 rBV2 158652 222502 3.54% 0.769%
84 10.381 2898 2905 2913 rBV9 6429 11014 0.18% 0.038%
85 10.458 2919 2929 2943 rVB2 112547 183985 2.93% 0.636%
86 10.715 3006 3009 3010 rBV 829 458 0.01% 0.002%
87 10.812 3037 3039 3040 rBV 508 219 0.00% 0.001%
88 10.914 3059 3071 3093 rBvV2 82655 162239 2.58% 0.561%
89 11.066 3107 3118 3120 rBV 518206 698917 11.11% 2.415%
90 11.197 3149 3159 3167 rBV 4382359 6288365 100.00% 21.731%

91 11.249 3167 3175 3196 rVB3 3559033 5634593 89.60% 19.472%

92 11.358 3198 3209 3232 rVB 1197178 1915304 30.46% 6.619%
93 11.541 3256 3266 3282 rVB 210042 310792 4.94% 1.074%
94 11.631 3283 3294 3309 rBV 650301 1015531 16.15% 3.509%
95 11.908 3367 3380 3388 rBV 1358713 2042741 32.48% 7.059%
96 12.094 3427 3438 3453 rBV 630866 924159 14.70% 3.194%
97 12.741 3628 3639 3652 rBV 305022 555790 8.84% 1.921%
98 12.963 3700 3708 3713 rBV 117595 176030 2.80% 0.608%
99 13.374 3826 3836 3859 rBV 325965 708635 11.27% 2.449%
100 14.345 4132 4138 4153 rVB3 44231 70663 1.12% 0.244%
Sum of corrected areas: 28936962
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000
0

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve21721\

: VV020346.D

: 17 Feb 2021 16:43

: SY/MD

¢ M1414-15ME 4X

: 5.64g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 5 Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VV020346.D\data.ms
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Time-->
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sl 1051207 o7

8. OO 8.50 9.00 9.50

TIC: VV020346.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020346.D

Acq On : 17 Feb 2021 16:43

Operator : SY/MD

Sample : M1414-15ME 4X

Misc : 5.64g/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 1,3-Cyclohexadiene, 1-methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.066 6.20 ug/L 698917 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1OH16 000099-86-5 96
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 95
3 Cyclohexene, 1-methyl-4-(1-methy... 136 C1OH16 000586-62-9 94
4 (+)-2-Carene 136 C10H16 1000149-94-6 90
5 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 000586-62-9 87

Abundance Scan 3118 (11.066 min): VV020346.D\data.ms (-3107) (- m/z 121.05 100.00%

93.0 121.1
5000
41.0 T T 1
‘ 65.0 ‘ 11.00
[ ‘ | b Ml gl g 18400 9365 9.03%
miz--> 20 60 80 100 120 140 160
Abundance #15872: 1,3 Cyclohexad|ene 1-methyl-4-(1-methylethyl)-
93.0 121.0
5000 —" :
27.0 11.00
91.05 64.22%
‘ 51.0 m/z
\‘ M‘ \H‘ \‘\ 1 ‘ M\ H |
O\\\’\\\\ \‘\\\1\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 100 120 140 160
Abundance #15858 Cydohexene 1rneﬂwl4(1rneﬂwkﬂhyhdene)
93.0
121.0
11.00
5000 m/z 136.00 50.08%
39.0
H 65.0 ‘
0‘¥§O‘W - ‘MM:“u‘wh‘hm‘wh“uﬂ“w“‘
miz--> 20 40 60 80 100 120 140 160
Abundance #15864: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
93.0 121.0 11.00
m/z 77.00 39.98%
5000
41.0
H i B
om,m | wu”mmlw‘Hu“m‘_m_
m/z--> 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 : VV020346.D

Acq On : 17 Feb 2021 16:43

Operator : SY/MD

Sample : M1414-15ME 4X

Misc : 5.64g/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 1
R.T. EstConc Area Relative to ISTD R.T.

11.197 55.80 ug/L 6288370 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 95
3 D-Limonene 136 C1OH16 005989-27-5 94
4 D-Limonene 136 C1OH1l6 005989-27-5 94
5 Limonene 136 C10H16 000138-86-3 91

Abundance Scan 3159 (11.197 min): VV020346.D\data.ms (-3149) (- m/z 68.10 100.00%

68.1 ‘
93.1
5000
39.0 121.1

H ‘ ‘ L 11,00 1150
o_m_u‘w‘m ol 1460 m/z 67.10  76.86%
miz--> 20 40 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
64.0
93.0
5000 11,00 11,50
121.0 :

410‘ ‘ m/z 93.10 72.88%

‘\\\\}‘\\h\‘\‘\\ ’2070
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #15680: D-Limonene
68.0

o

11 00 11 50
93.0
5000 m/z 79.05 38.37%
41.0 136.0
0 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15681: D-Limonene
68.0 11.00 11.50
m/z 91.05 27.67%
5000 93.0
41.0 136.0
S A
m/z--> 20 40 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\VVv021721\
Data File : VV020346.D

Acq On : 17 Feb 2021 16:43

Operator : SY/MD

Sample : M1414-15ME 4X

Misc : 5.64g/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 4 Eucalyptol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.358 17.00 ug/L 1915300 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Eucalyptol 154 C10H180 000470-82-6 95
3 Eucalyptol 154 C10H180 000470-82-6 95
4 Eucalyptol 154 C10H180 000470-82-6 95
5 Eucalyptol 154 C10H180 000470-82-6 81

Abundance Scan 3209 (11.358 min): VV020346.D\data.ms (-3198) (- m/z 43.00 100.00%

43.0 ‘
81.1
5000 108.1
154.1
‘ ‘ H 136,0 11.00 1150
o) M M, 4l L | sl L b sz 81,10 69.01%
m/z--> 20 40 100 120 140 160
Abundance #26615.EucaWpKﬂ
43.0
81.0
108.0
5000
154.0 11.00 11.50
m/z 71.00 52.01%
125.0
0 ‘1‘5"(‘)““‘ “i“‘ ‘H‘% 1 il \‘ \‘\‘\H‘ ‘\M : ‘\ ‘h‘ | — uik =
miz--> 20 40 100 120 140 160
Abundance #26625.EucaWpHﬂ
43.0
81.0 1100 1150
5000 108.0 m/z 108.10  50.45%
154.0
1360
0. 4 115 R R
mfz--> 20 40 60 80 100 120 140 160
Abundance #26624: Eucalyptol —
43.0 1100 11.50
m/z 111.10 46.86%
81.0
108.0
5000 154.0
‘ l? H 126.0
0 ‘p ‘ il i1l I |

m/z--> 20 40 120 140 160 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020346.D

Acq On : 17 Feb 2021 16:43

Operator : SY/MD

Sample : M1414-15ME 4X

Misc : 5.64g/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 .gamma.-Terpinene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.541 2.76 ug/L 310792 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Terpinene 136 C10H16 000099-85-4 96
2 .gamma.-Terpinene 136 C1OH16 000099-85-4 95
3 .gamma.-Terpinene 136 C10H16 000099-85-4 94
4 .alpha.-Phellandrene 136 C1OH16 000099-83-2 87
5 (+)-3-Carene 136 C10H16 000498-15-7 81

Abundance Scan 3266 (11.541 min): VV020346.D\data.ms (-3256) (-  m/z 93.10 100.00%

5000
7.0 121.1136.1
4‘1“0 ‘ ‘ | 11.50
O o “5 fﬂ” S N T m/z 91.10  64.24%
miz--> 20 80 100 120 140
Abundance #15711..gannna=TerMnene
93.0
5000 77.0 T }k
121.0136.0 11.50
39, m/z 76.95 39.38%
O \\\‘\‘\‘\ \U\ FPPO L !‘\ “\“‘\ \‘\““\ T \“\
m/z--> 20 100 120 140
Abundance #15709..gannna:Termnene
93.0
11.50
5000 m/z 136.05 34.47%
390 77.0 121.0136.0
bl B s L L
miz--> 20 40 60 100 120 140
Abundance #15710:.ganﬂna:Termnene
93.0 11.50
m/z 121.10  30.96%
5000
77.0
121.0136.0
27 43.0 ‘
0 ‘ﬁ"u“u““H!Mu‘“m‘pmu"
m/z--> 20 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020346.D

Acq On : 17 Feb 2021 16:43

Operator : SY/MD

Sample : M1414-15ME 4X

Misc : 5.64g/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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.908 18.13 ug/L 2042740 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 98
2 (+)-4-Carene 136 C10H16 029050-33-7 97
3 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1lOH16 000099-86-5 97
4 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 000586-62-9 96
5 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 000586-62-9 95

Abundance Scan 3380 (11.908 min): VV020346. D\data ms (-3367) (- m/z 93.05 100.00%

93.0 21.1 ‘
5000 77.0
39.0
I L) 209
o Hﬁ ‘Q‘H‘H‘}m!"UHMHsu‘_l‘S?‘l‘ m/z 121. 94..09%
miz--> 20 80 100 120 140
Abundance #15858: Cyclohexene 1-methyl-4-(1-methylethylidene)-
93.0
121.0
5000 o 12 00
39.0 m/z 136.85  78.66%
O 150”# ‘Q\H w‘\\‘ \‘\““\\\“‘\\\\
m/z--> 20 80 100 120 140
Abundance #15688. (+)-4-Carene
93.0 121.0
12 00
5000 m/z 91.10 65.83%
77,0
41.0
) S “,H‘ AR%0 Il ‘u‘“l 20—
miz--> 20 60 80 100 120 140 A/\
Abundance #15877: 1,3- Cyclohexadlene 1-methyl-4-(1-methylethyl)-
93.0 121.0 12 00
m/z 79.00 46.71%
5000
77.0
43.0 H
27.0
0 i \H \?0‘9\; MH “‘M\ “ 138.0 N

miz--> 20 100 120 140 12,00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020346.D

Acq On : 17 Feb 2021 16:43

Operator : SY/MD

Sample : M1414-15ME 4X

Misc : 5.64g/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 o-Isopropenyltoluene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.094 8.20 ug/L 924159 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Isopropenyltoluene 132 C10H12 007399-49-7 97
2 Benzene, 1-methyl-4-(1-methyleth... 132 C1@H12 001195-32-0 96
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 93
4 Benzene, 1l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 93
5 Benzene, 1-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 90

Abundance Scan 3438 (12.094 min): VV020346.D\data.ms (-3427) (- m/z 132.00 100.00%

117.1132.0
5000 91.0
39.0 65‘0 ‘ | ‘ 12.00
Oerrrprererheretis et el m/z 127,05 96.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14050: o-Isopropenyltoluene
117.0
132.0
5000 91.0 /L - :
12.00
300 650 m/z 115.60  59.78%
O \\‘].\\5\\0‘\H\‘\H\“\H\}‘“H}‘1“‘\\‘\MM“HH"!\H‘M‘H‘H!\‘\H‘Ui‘\‘\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14099: Benzene, 1-methyl-4-(1-methylethenyl)-
117.0
132.0
L
91.0 12.00
5000 ’ ITI/Z 91.00 44 ,24%
39.0 65.0
ok 230 el el Al
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14066: Benzene, (2-methyl-1-propenyl)- —r
117.0 12.00
m/z 92.05 19.20%
132.0
5000 91.0
oH_Hﬁ?wom“‘w;‘wH‘HZ?‘!_m‘,:m‘mw!lmu“‘m,” A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020346.D

Acq On : 17 Feb 2021 16:43

Operator : SY/MD

Sample : M1414-15ME 4X

Misc : 5.64g/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 Bicyclo[2.2.1]heptan-2-0l, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.741 4.93 ug/L 555790 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-01, 1,3,3... 154 C1@H180 001632-73-1 95
2 Bicyclo[2.2.1]heptan-2-01, 1,3,3... 154 C1@H180 002217-02-9 94
3 Bicyclo[2.2.1]heptan-2-01, 1,3,3... 154 C10OH180 001632-73-1 53
4 Bicyclo[2.2.1]heptan-2-0l1, 1,3,3... 154 C10H180 001632-73-1 53
5 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 50

Abundance Scan 3639 (12.741 min): VV020346.D\data.ms (-3628) (- m/z 81.05 100.00%
81.0

]

5000
41.0 j\
AN
| 12‘1'1 1522 12,50 13.00
0 b 1922 2069 L, g 05 61.64%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #26872: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethyl-
81.0
5000 —— e
12.50 13.00
41.0 m/z 41.880 29.37%
11.0
I u‘\m ‘ ‘\ 139 0
O' \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26950: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethyl-, (1R-el

43.0 81.0

%ﬁ

12.50 13.00
5000 m/z 69.10  26.53%

111.0

139.0
0! \H‘\}u“‘“““‘\H"‘H“HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #26871: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethyl- =1
81.0 12.50 13.00

m/z 92.95 24.35%

-

5000

11T-0 1390
‘u\ ‘\

0! T ——
miz> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

AN
w
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020346.D

Acq On : 17 Feb 2021 16:43

Operator : SY/MD

Sample : M1414-15ME 4X

Misc : 5.64g/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 Isoborneol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.374 6.29 ug/L 708635 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoborneol 154 C10H180 000124-76-5 86
2 endo-Borneol 154 C10H180 000507-70-0 81
3 Isoborneol 154 C10H180 000124-76-5 76
4 endo-Borneol 154 C10H180 000507-70-0 74
5 endo-Borneol 154 C10H180 000507-70-0 72

Abundance Scan 3836 (13.374 min): VV020346.D\data.ms (-3826) (- m/z 95.10 100.00%

95.1
5000
41.0
| 67.0 ‘ 1211 1490 13.00 13.50
) I 1 e T uj LT miz 9305 21.50%
mlz--> 20 40 60 80 100 120 140 160
Abundance #26626: Isoborneo
95.0
5000 = —
41.0 13.00 13.50
570 1210 m/z 40.95 17.84%
15.0 | ‘ ‘ 139.0
0- “\WH\‘\\\\“\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #26642: endo-Borneo
95.0
— —
13.00 13.50
5000 ITI/Z 110.05 17.79%
41.0
‘ 67.0 121.0139.0
o“¥5?‘U‘ ek JM‘uMM‘WWMWE‘nWH‘M“EM“““
miz--> 20 40 60 80 100 120 140 160
Abundance #26629: Isoborneol ‘ ‘/\jw —
95.0 13.00 13.50
m/z 67.00 13.61%
5000
41.0
67.0
150 | H b 01390
O“““ 1 “““”W‘Nll‘wu“h“lh“““ — -
m/z--> 60 80 100 120 140 160 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021721\
Data File : VV020346.D

Acqg On : 17 Feb 2021 16:43

Operator : SY/MD

Sample ¢ M1414-15ME 4X

Misc : 5.64g/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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1,3-Cyclohexadi... 11.066 6.2 ug/L 698917 3 11.255 5634590 50.0
D-Limonene 11.197 55.8 wug/L 6288370 3 11.255 5634590 50.0
Eucalyptol 11.358 17.0 ug/L 1915300 3 11.255 5634590 50.0
.gamma. -Terpinene 11.541 2.8 ug/L 310792 3 11.255 5634590 50.0
Cyclohexene, 1-... 11.908 18.1 ug/L 2042740 3 11.255 5634590 50.0
o-Isopropenylto... 12.094 8.2 ug/L 924159 3 11.255 5634590 50.0
Bicyclo[2.2.1]h... 12.741 4.9 ug/L 555790 3 11.255 5634590 50.0
Isoborneol 13.374 6.3 ug/L 708635 3 11.255 5634590 50.0
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