LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072322\
Data File : VV026928.D

Acqg On : 23 Jul 2022 17:40

Operator : SY/MD

Sample : N3766-06ME

Misc : 6.15g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS Vvial : 18 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\SFAMVLMO72222WMA .M
Title : VOC Analysis

Signal : TIC: VV@26928.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.208 48 52 60 rBv2 7992 8589 0.33% 0.043%
2 1.301 74 81 117 rVB 188992 310288 11.80% 1.552%
3 1.532 149 153 155 rBV 19526 16730 0.64% 0.084%
4 1.558 156 161 170 rVB 99220 110235 4.19% 0.551%
5 2.079 313 323 338 rVB 548657 767257 29.18%  3.837%
6 2.433 420 433 446 rBV 70809 140817 5.36% 0.704%
7 2.606 480 487 500 rVB5 4641 9737 0.37% 0.049%
8 2.921 583 585 588 rBv2 610 422 0.02% 0.002%
9 2.953 588 595 596 rBv4 1221 1380 0.05% 0.007%
106 3.182 663 666 671 rVvv3 421 395 0.02% 0.002%
11 3.211 671 675 679 rVW4 503 405 0.02% 0.002%
12 3.281 694 697 704 rBV4 460 494 0.02% 0.002%
13 3.416 734 739 742 rVB2 367 400 0.02% 0.002%
14 3.468 753 755 762 rVB3 474 459 0.02% 0.002%
15 3.741 837 840 847 rBv4 471 498 0.02% 0.002%
16 3.841 866 871 874 rBV2 428 445 0.02% 0.002%
17 3.899 876 889 942 rBV 156264 639826 24.33%  3.200%
18 4.339 1006 1026 1058 rBV 417956 1059403 40.29% 5.298%
19 4.712 1138 1142 1147 rVB4 596 592 0.02% 0.003%
20 4.777 1158 1162 1165 rBV 703 448 0.02% 0.002%
21  4.934 1208 1211 1216 rVB2 538 387 0.01% 0.002%
22 5.034 1223 1242 1273 rBV2 1061821 2629475 100.00% 13.150%
23 5.272 1313 1316 1319 rVB2 772 455 0.02% 0.002%
24 5.294 1319 1323 1327 rBV4 472 499 0.02% 0.002%
25 5.349 1327 1340 1349 rBV1e 3181 6995 0.27% 0.035%
26 5.477 1376 1380 1381 rBV3 634 422 0.02% 0.002%
27 5.513 1388 1391 1392 rBV2 749 514 0.02% 0.003%
28 5.609 1408 1421 1452 rBV 739067 1516621 57.68% 7.585%
29 5.902 1502 1512 1530 rBv2 16095 35397 1.35% 0.177%
30 5.979 1533 1536 1537 rBV3 939 556 ©0.02% 0.003%
31 5.995 1538 1541 1548 rVB5 1658 1714 0.097% 0.009%
32 6.063 1548 1562 1590 rBV 581385 1210609 46.04% 6.054%
33  6.262 1622 1624 1630 rvVB3 871 691 0.03% 0.003%
34 6.297 1634 1635 1640 rVB4 818 378 0.01% 0.002%
35 6.468 1684 1688 1692 rBV6 525 498 0.02% 0.002%
36 6.645 1731 1743 1749 rBV8 3950 8001 0.30% 0.040%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072322\
Data File : VV026928.D

Acqg On : 23 Jul 2022 17:40

Operator : SY/MD

Sample : N3766-06ME

Misc : 6.15g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS Vvial : 18 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\SFAMVLMO72222WMA .M
Title : VOC Analysis
37 6.699 1757 1760 1764 rBV4 622 420 0.02% 0.002%
38 6.722 1764 1767 1770 rBV5 691 527 0.02% 0.003%
39 6.809 1788 1794 1797 rBV3 763 915 0.03% 0.005%
40 6.825 1797 1799 1805 rVB2 552 512 0.02% 0.003%
41  6.982 1832 1848 1875 rBV 256189 495180 18.83% 2.476%
42 7.310 1938 1950 1978 rBV 1106642 1964418 74.71% 9.824%
43  7.619 2036 2046 2080 rBV 176748 335828 12.77% 1.680%
44  7.937 2141 2145 2149 rVV3 1000 998 0.04% 0.005%
45  7.976 2152 2157 2163 rVB7 1410 1430 0.05% 0.007%
46 8.095 2182 2194 2227 rBV2 427804 1351519 51.40% 6.759%
47  8.471 2309 2311 2317 rBV4 693 544 0.02% 0.003%
48 8.661 2364 2370 2378 rVB7 1612 2336 0.09% 0.012%
49 8.850 2414 2429 2466 rBV 1103011 1904260 72.42% 9.524%
50 9.014 2477 2480 2482 rBvV3 1120 779 0.03% 0.004%
51 9.133 2513 2517 2520 rBV4 827 846 0.03% 0.004%
52 9.153 2521 2523 2529 rVB6 1491 951 0.04% 0.005%
53  9.233 2545 2548 2553 rVB4 781 697 0.03% 0.003%
54 9.291 2561 2566 2568 rBvV2 723 666 0.03% 0.003%
55 9.342 2578 2582 2589 rBvV2 340 373  0.01% 0.002%
56 9.828 2730 2733 2735 rBvV2 805 489 0.02% 0.002%
57 9.905 2751 2757 2761 rVWV4 743 758 0.03% 0.004%
58 9.953 2766 2772 2775 rBV6 814 919 0.03% 0.005%
59 10.040 2793 2799 2802 rBvV3 489 448 0.02% 0.002%
60 10.217 2841 2854 2878 rBV 818753 1412973 53.74% 7.067%
61 10.381 2894 2905 2920 rVB 88988 148389 5.64% 0.742%
62 10.548 2954 2957 2961 rVvV3 577 514 0.02% 0.003%
63 10.580 2962 2967 2977 rVB6 1648 2638 0.10% 0.013%
64 11.033 3105 3108 3111 rBV2 572 406 0.02% 0.002%
65 11.249 3163 3175 3196 rBV 1086787 1721767 65.48% 8.611%
66 11.429 3229 3231 3237 rVB3 1066 769 0.03% 0.004%
67 11.625 3279 3292 3320 rBV 1138863 1779304 67.67% 8.899%
68 11.786 3338 3342 3350 rVB4 2995 4199 0.16% 0.021%
69 11.837 3353 3358 3368 rVBO 2005 2465 0.09% 0.012%
70 11.902 3374 3378 3385 rVB4 928 939 0.04% 0.005%
71 11.940 3386 3390 3393 rVB4 686 501 ©0.02% 0.003%
72 12.249 3475 3486 3499 rVB 68215 111716 4.25% 0.559%
73 12.377 3514 3526 3537 rVB2 9393 15338 0.58% 0.077%
74 12.496 3559 3563 3566 rBV3 608 512 0.02% 0.003%
75 12.570 3582 3586 3588 rBV2 766 567 0.02% 0.003%
76 12.599 3590 3595 3599 rV4 707 796 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072322\
Data File : VV026928.D

Acqg On : 23 Jul 2022 17:40

Operator : SY/MD

Sample : N3766-06ME

Misc : 6.15g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS Vvial : 18 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\SFAMVLMO72222WMA .M
Title : VOC Analysis
77 12.677 3615 3619 3626 rVB3 825 854 0.03% 0.004%
78 12.757 3640 3644 3648 rVB3 435 389 0.01% 0.002%
79 12.876 3678 3681 3682 rBV2 1141 553 0.02% 0.003%
80 13.069 3733 3741 3749 rBVS 3692 5175 0.20% 0.026%
81 13.230 3788 3791 3794 rBV2 514 424 0.02% 0.002%
82 13.435 3848 3855 3862 rBV7 2424 3360 0.13% 0.017%
83 13.522 3879 3882 3885 rBV3 781 555 0.02% 0.003%
84 13.850 3981 3984 3987 rBV3 591 401 0.02% 0.002%
85 14.043 4035 4044 4053 rBV2 7443 11105 0.42% 0.056%
86 14.165 4080 4082 4086 rBV3 755 585 0.02% 0.003%
87 14.188 4086 4089 4091 rVB3 873 426 0.02% 0.002%
88 14.348 4131 4139 4143 rBV4 1429 1679 ©0.06% 0.008%
89 14.413 4148 4159 4174 rVV 79024 117001 4.45% 0.585%
90 14.615 4219 4222 4226 rVB4 787 562 0.02% 0.003%
91 14.789 4273 4276 4279 rBV4 845 618 0.02% 0.003%
92 15.011 4339 4345 4351 rBVS5S 6779 8200 0.31% 0.041%
93 15.133 4379 4383 4387 rBV5 859 956 0.04% 0.005%
94 15.336 4438 4446 4453 rBV7 7466 10903 0.41% 0.055%
95 15.712 4559 4563 4564 rBV3 1347 1032 0.04% 0.005%
96 15.892 4613 4619 4620 rBV4 3532 3135 0.12% 0.016%
97 16.062 4667 4672 4680 rVBS8 8837 11125 0.42% 0.056%
98 16.123 4685 4691 4693 rBV5 2536 2769 0.11% 0.014%
99 16.200 4706 4715 4727 rVB 34058 50940 1.94% 0.255%
100 16.538 4817 4820 4824 rBV 19459 10977 0.42% 0.055%
Sum of corrected areas: 19995362
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve72322\

: VV026928.D

: 23 Jul 2022 17:40

: SY/MD

: N3766-06ME

: 6.15g/5.0mL/100uL/5mL/MSVOA_V/MEOH
: 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@72222WMA .M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV026928.D\data.ms
5.034
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Abundance TIC: VV026928.D\data.ms
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2. 37 T3 B 763.069.2303143522  13.8504. 0488, 34814.618.7895.0511385.336
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072322\
Data File : VV026928.D

Acqg On : 23 Jul 2022 17:40

Operator : SY/MD

Sample : N3766-06ME

Misc : 6.15g/5.0mL/100ul/5mL/MSVOA_V/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72222WMA.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 Decanoic acid, methyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.413 3.40 ug/L 117001 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 93
2 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 91
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 91
4 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 86
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 80
Abundance Scan 4159 (14.413 min): VV026928.D\data.ms (-4148) (-] ' m/z 74.00 100.00%
74.0
5000
43.0 L —
1430 14.50
[ I Ko e A - X
\\\‘\H\“‘\\\”U‘\‘\”\‘\“‘HHh‘\H‘\‘\\‘H‘HH“HH‘H'H‘HH m/Z 87.00 51.4100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60746: Decanoic acid, methyl ester
74.0
5000 LN
14.50
43.0 143.0 m/z 55.10 20.12%
101.0
\1\5\.?\‘\‘\ \“H\ T T \“\‘\ “\h} T \h“\ TTT ‘ T \‘\ T ‘ TTT \“ TTT \]_‘8\6\.\()\ ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
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74.0
1 ‘n : ‘ y \n ‘n m‘f\‘
14.50
5000 m/z 43.00 19.49%
43.0 143.0
18.0 101.0 186.0
o L o  AEmAREE TS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60757: Decanoic acid, methyl ester ulp o —odah g g oy
74.0 14.50
m/z 41.05 16.35%
5000
43.0
143.0
h‘ \‘\‘ ‘\H ‘\ ‘ I \10\10 ‘ 1860
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\‘\\‘\\\\“\\\\‘\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@72322\
Data File : VV026928.D

Acqg On : 23 Jul 2022 17:40

Operator : SY/MD

Sample : N3766-06ME

Misc : 6.15g/5.0mL/100ulL/5mL/MSVOA_V/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@72222WMA.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|

Decanoic acid, ... 14.413 3.4 ug/L 117001 3 11.252 1721770 50.0
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