LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072623\
Data File : VV@31770.D

Acqg On : 26 Jul 2023 15:36
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 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\SFAMVLMO72523WMA.M
Title : VOC Analysis

Signal : TIC: VV@31770.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 68 74 91 rVB 207269 233203 14.87% 1.953%
2 1.532 146 153 167 rVB 200796 239362 15.26% 2.004%
3 2.063 309 318 328 rBV 368286 529244 33.75%  4.432%
4 2.764 533 536 539 rvB5 1052 739 0.05% 0.006%
5 2.780 539 541 542 rBV 1145 457 0.03% 0.004%
6 2.790 542 544 550 rVB6 2394 1624 0.10% 0.014%
7 2.819 550 553 556 rVB5 2153 1276 0.08% 0.011%
8 2.838 556 559 563 rBV5 1862 1438 0.09% 0.012%
9 2.883 569 573 578 rBv7 1735 1766 0.11% 0.015%
106 2.921 582 585 589 rVB5 1548 1158 0.07% 0.010%
11  2.944 589 592 593 rBV2 1131 511 0.03% 0.004%
12 3.015 611 614 616 rBV3 1035 618 0.04% 0.005%
13 3.031 616 619 621 rBvV3 1613 888 0.06% 0.007%
14 3.073 629 632 634 rVB2 998 505 0.03% 0.004%
15 3.085 634 636 638 rVB3 944 433 0.03% 0.004%
16 3.105 638 642 645 rBv6 2338 1988 0.13% 0.017%
17 3.188 666 668 671 rBv4 978 674 0.04% 0.006%
18 3.253 685 688 690 rBv4 1201 748 0.05% 0.006%
19 3.294 698 701 702 rBV2 523 203 0.01% 0.002%
20 3.301 702 703 706 rVB3 1166 584 0.04% 0.005%
21 3.317 706 708 710 rBv2 410 242 0.02% 0.002%
22 3.362 720 722 723 rBV2 575 263 0.02% 0.002%
23 3.381 725 728 733 rBv4 1743 991 ©0.06% 0.008%
24 3.400 733 734 737 rVB3 1804 773 0.05% 0.006%
25 3.423 737 741 744 rBV5 1654 1540 0.10% 0.013%
26 3.452 747 750 751 rBvV2 981 587 0.04% 0.005%
27 3.529 772 774 775 rBvV2 579 143 0.01% 0.001%
28 3.568 784 786 789 rBvV4 1176 724 0.05% ©0.006%
29 3.584 789 791 793 rBV3 1239 662 0.04% 0.006%
30 3.793 846 856 886 rBV 136080 402228 25.65% 3.368%
31 4.256 987 1000 1024 rBV 272382 710127 45.29%  5.946%
32 4.552 1089 1092 1095 rBv4 1365 1052 0.07% 0.009%
33 4.661 1124 1126 1129 rBv4 1236 712 0.05% 0.006%
34 4.751 1152 1154 1155 rBvV2 1043 383 0.02% 0.003%
35 4.844 1180 1183 1186 rBvV3 1362 707 0.05% 0.006%
36 4.860 1186 1188 1191 rBV4 1289 671 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072623\
Data File : VV@31770.D

Acqg On : 26 Jul 2023 15:36
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 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\SFAMVLMO72523WMA.M
Title : VOC Analysis
37 4.876 1191 1193 1194 rBV2 973 440 0.03% 0.004%
38 4.902 1199 1201 1202 rBvV2 1022 328 0.02% 0.003%
39 4.963 1203 1220 1246 rBvV2 586221 1568068 100.00% 13.130%
40  5.330 1331 1334 1336 rVB4 1871 986 0.06% 0.008%
41  5.352 1339 1341 1345 rVB5 2247 1157 0.07% 0.010%
42 5.371 1345 1347 1349 rBvV3 994 706 0.05% 0.006%
43  5.458 1372 1374 1376 rBV3 1395 579 0.04% 0.005%
44  5.542 1388 1400 1425 rBV 392451 824088 52.55% 6.901%
45 5.828 1480 1489 1510 rVB3 59195 122412 7.81% 1.025%
46  5.995 1530 1541 1560 rBV 379464 759915 48.46% 6.363%
47 6.304 1635 1637 1639 rBvV3 1228 493 0.03% 0.004%
48 6.407 1666 1669 1671 rBv4 1597 1207 ©0.08% 0.010%
49 6.796 1788 1790 1792 rBV3 1113 642 0.04% 0.005%
50 6.867 1810 1812 1813 rBV2 643 273 0.02% 0.002%
51 6.918 1818 1828 1844 rBV 158816 299707 19.11% 2.510%
52 7.249 1920 1931 1961 rBV 550898 997447 63.61% 8.352%
53 7.558 2018 2027 2047 rBV2 123337 223076 14.23% 1.868%
54 7.834 2111 2113 2118 rBV6 1004 688 0.04% 0.006%
55 8.031 2164 2174 2189 rBV3 408023 780943 49.80% 6.539%
56 8.500 2318 2320 2324 rBV4 1688 1443 0.09% 0.012%
57 8.590 2345 2348 2351 rBV4 2398 1702 0.11% 0.014%
58 8.661 2366 2370 2377 rBV8 2166 2707 0.17% 0.023%
59 8.728 2389 2391 2393 rBV2 1509 819 0.05% 0.007%
60 8.789 2399 2410 2433 rBV 648182 1085978 69.26% 9.094%
61 9.146 2519 2521 2522 rBV2 911 323  0.02% 0.003%
62 9.156 2522 2524 2527 rVB4 1578 725 0.05% 0.006%
63 9.326 2573 2577 2579 rBV4 1905 1218 ©0.08% 0.010%
64 9.368 2585 2590 2593 rBV5S 1662 1258 0.08% 0.011%
65 9.397 2596 2599 2601 rBV4 2257 1493 0.10% 0.013%
66 9.468 2619 2621 2622 rBv2 947 410 0.03% 0.003%
67 9.696 2691 2692 2693 rBV 1281 388 0.02% 0.003%
68 9.973 2776 2778 2781 rBV4 1546 1122 0.97% 0.009%
69 10.050 2800 2802 2805 rVB4 1195 583 0.04% 0.005%
70 10.159 2824 2836 2855 rBV 497661 795481 50.73% 6.661%
71 10.609 2974 2976 2980 rBV4 1058 668 0.04% 0.006%
72 10.789 3030 3032 3034 rBV3 821 393 0.03% 0.003%
73 10.886 3060 3062 3063 rBV2 961 420 0.03% 0.004%
74 10.969 3085 3088 3091 rVB5 1599 889 0.06% 0.007%
75 11.001 3092 3098 3101 rBVS8 3180 4079 0.26% 0.034%
76 11.136 3133 3140 3146 rBV8 11425 16209 1.03% 0.136%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072623\
Data File : VV@31770.D

Acqg On : 26 Jul 2023 15:36
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 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\SFAMVLMO72523WMA.M
Title : VOC Analysis

77 11.191 3147 3157 3175 rVW 645186 990858 63.19%  8.297%
78 11.368 3209 3212 3214 rBV4 1800 11006 0.07% 0.009%
79 11.493 3243 3251 3262 rBV7 17925 39565 2.52% 0.331%
80 11.567 3263 3274 3289 rVB 680641 1079106 68.82% 9.036%
81 11.944 3384 3391 3406 rVB2 38637 61189 3.90% ©.512%
82 12.252 3481 3487 3497 rVB7 23436 32871 2.10% 0.275%
83 12.718 3630 3632 3635 rBv4 1362 790 0.05% 0.007%
84 12.735 3635 3637 3639 rBV3 1725 785 0.05% 0.007%
85 12.886 3682 3684 3687 rBV4 1742 933 0.06% 0.008%
86 12.982 3707 3714 3717 rBV8 2132 2587 0.16% 0.022%
87 13.178 3769 3775 3778 rBV7 2901 3574 0.23% 0.030%
88 13.873 3984 3991 4010 rVB2 48044 76505 4.88% 0.641%
89 14.352 4138 4140 4145 rVB5 1818 1045 0.07% ©0.009%
90 14.477 4175 4179 4181 rBV4 1908 1465 0.09% 0.012%
91 14.615 4217 4222 4227 rBV9 2805 3824 0.24% 0.032%
92 14.657 4233 4235 4239 rVB4 1360 665 0.04% 0.006%
93 14.943 4320 4324 4326 rBV4 1055 1002 0.06% ©.008%
94 15.136 4383 4384 4386 rBV2 1033 538 0.03% 0.005%
95 15.551 4509 4513 4519 rBV8 2640 3215 0.21% 0.927%

Sum of corrected areas: 11942304
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve72623\

: VWe31770.D

: 26 Jul 2023 15:36
: SY/MD

: 03754-17

: 5.0mL/MSVOA_V/WATER
17

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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500000

400000
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200000

100000

0

TIC: VV031770.D\data.ms
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1.278 1532

3.793
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072623\
Data File : VV@31770.D

Acqg On : 26 Jul 2023 15:36
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.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 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.944 3.09 ug/L 61189 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 64
2 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 64
3 Cyclopentanemethanol, .alpha.,.a... 128 C8H160 001462-06-2 59
4 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 56
5 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 45
Abundance Scan 3391 (11.944 min): VV031770.D\data.ms (-3384) (- m/z 58.85 100.00%
58.9
5000
Pt
38‘% ‘ M 82.8 122.9 12.00
Ol Wl bl njz a2.9e  33.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32935: 7-Octen-2-ol, 2,6-dimethyl-
T WWJ\VH
5000 j\‘w
12 OO
39 m/z 54.95 25.82%
83.0 123.0
O T ‘ T ‘F \h‘“i \“H‘\ T “H\ T \%?3\\0\ T “\ T ’ \]-\5\4\.‘0\]\_7\5\’0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
iy i gy
12.00
5000 m/z 40.85 21.90%
83.0 123.0
0 15.0 39.0
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14505: Cyclopentanemethanol, .alpha.,.alpha.-dimethyl- vt
59.0 12.00
m/z 66.70 20.20%
5000
39”) 95.0
m/z--> 20 40 60 80 100 120 140 160 180 12.00

SFAMVLMO72523WMA.M Thu Jul 27 19:03:06 2023 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072623\
Data File : VV@31770.D

Acqg On : 26 Jul 2023 15:36
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.873 3.86 ug/L 76505 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Citral 152 C10H160 005392-40-5 42
2 8-Methyl-6-nonenoic acid 170 C10H1802 021382-25-2 38
3 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 38
4 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 38
5 Neral 152 C1eH160 000106-26-3 38

Abundance Scan 3991 (13 873 min): VV031770.D\data.ms (-3984) (- m/z 68.90 100.00%

68.9
5000
38,9 107.9

‘ “ 500 206.7 sg6. 13.50 14.00
o m‘w_mm‘,H‘u‘,www_WH_WH m/z 40.90 60.98%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #29041: Citral
69.0
5000 oy
13.50 14.00

m/z 54.85 27.59%

137.0
‘HH‘H\“\H‘\“\"H‘U‘H‘h"]"‘\“””""}W‘H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
69.0

o

13.50 14.00
5000 ITI z 93.85 23.09%
390 108.0137.0 170.0
O e el e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6590: Methanone, dicyclopropyl- Mg R
69.0 1350 1400
m/z 107.90 22.66%
5000
39.0
110.0
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072623\
Data File : VV@31770.D

Acqg On : 26 Jul 2023 15:36
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@72523WMA.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|
7-Octen-2-0l, 2... 11.944 3.1 ug/L 61189 3 11.191 990858 50.0
unknown-01 13.873 3.9 ug/L 76505 3 11.191 990858 50.0
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