LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81523\
Data File : VVe31810.D

Acqg On : 15 Aug 2023 14:49

Operator : SY/MD

Sample : 03965-07ME

Misc : 4.09g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 14 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: Vve31810.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.275 68 73 92 rVB 118818 175913 10.85% 1.374%
2 2.034 301 309 323 rVB 318604 467620 28.84% 3.653%
3 2.381 410 417 427 rBV 34331 59068 3.64% 0.461%
4 2.793 543 545 546 rBV2 1320 640 0.04% 0.005%
5 2.834 556 558 559 rBV 932 427 0.03% 0.003%
6 2.870 565 569 572 rBv4 1061 937 0.06% 0.007%
7 2.886 572 574 579 rVB5 1972 917 ©0.06% 0.007%
8 2.915 579 583 588 rBV7 1572 1660 ©0.10% 0.013%
9 2.976 600 602 603 rBvV2 878 348 0.02% 0.003%
10 3.117 644 646 647 rBvV2 1429 679 0.04% 0.005%
11 3.162 658 660 663 rBv2 1137 706 0.04% 0.006%
12 3.175 663 664 668 rBV5 956 541 0.03% 0.004%
13 3.217 675 677 678 rBv2 553 154 0.01% ©0.001%
14 3.246 684 686 688 rBvV3 1424 856 0.05% 0.007%
15 3.391 729 731 733 rBV3 1185 444 0.03% 0.003%
16 3.516 767 770 772 rBV2 1102 743 0.05% 0.006%
17 3.590 791 793 795 rVB3 1485 661 0.04% 0.005%
18 3.600 795 796 798 rVB2 304 117 0.01% 0.001%
19 3.613 798 800 801 rBV2 635 257 0.02% 0.002%
20 3.629 801 805 809 rvVB6 921 775 0.05% 0.006%
21 3.706 825 829 830 rBvV3 1325 1118 0.097% 0.009%
22 3.741 836 840 843 rBV4 1779 1592 0.10% 0.012%
23 3.809 851 861 895 rBV 119682 421993 26.03% 3.297%
24 4.252 983 999 1034 rBV 274704 754235 46.52%  5.893%
25 4.703 1134 1139 1140 rBV4 1068 732 0.05% 0.006%
26 4.767 1157 1159 1162 rBv4 872 606 0.04% 0.005%
27  4.799 1167 1169 1171 rVB2 932 433 0.03% 0.003%
28 4.850 1184 1185 1187 rBV2 700 312 0.02% 0.002%
29 4.953 1202 1217 1245 rBV2 624353 1621391 100.00% 12.668%
30 5.539 1387 1399 1425 rBV 422615 933289 57.56% 7.292%
31 5.992 1529 1540 1564 rVB 377438 802287 49.48% 6.268%
32 6.294 1631 1634 1635 rBV3 920 492 0.03% 0.004%
33  6.336 1645 1647 1649 rBV3 1549 852 0.05% 0.007%
34 6.503 1697 1699 1701 rvVvB3 1515 543 0.03% 0.004%
35 6.828 1798 1800 1801 rBvV2 1103 379 0.02% 0.003%

36 6.921 1818 1829 1858 rBV 160671 335021 20.66% 2.617%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81523\
Data File : VVe31810.D

Acqg On : 15 Aug 2023 14:49

Operator : SY/MD

Sample : 03965-07ME

Misc : 4.09g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 14 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 7.249 1920 1931 1963 rBV 534935 991368 61.14% 7.745%
38 7.561 2019 2028 2052 rBV2 117885 241048 14.87% 1.883%
39 7.979 2156 2158 2159 rBV2 1330 543 0.03% 0.004%
40  8.050 2167 2180 2217 rBV3 354633 989182 61.01% 7.728%
41  8.792 2399 2411 2436 rBV 706231 1248554 77.01%  9.755%
42 9.217 2540 2543 2545 rBV4 1766 1043 0.06% 0.008%
43  9.233 2546 2548 2550 rBV2 1010 525 ©0.03% 0.004%
44  9.323 2573 2576 2578 rBV3 1750 1081 0.07% ©0.008%
45  9.426 2605 2608 2609 rBvV3 939 441 0.03% 0.003%
46 9.461 2617 2619 2626 rVB7 1461 1445 0.09% 0.011%
47  9.558 2647 2649 2653 rVB5 1638 832 0.05% 0.007%
48 9.635 2669 2673 2675 rBv4 933 640 0.04% 0.005%
49 9.680 2686 2687 2689 rBV2 846 286 0.02% 0.002%
50 9.693 2689 2691 2692 rBV 967 389 0.02% 0.003%
51 9.702 2692 2694 2698 rVB4 1263 827 0.05% 0.006%
52 9.725 2698 2701 2707 rVB6 1554 1102 0.07% 0.009%
53 9.751 2707 2709 2714 rVB3 1197 985 0.06% 0.008%
54 9.776 2714 2717 2718 rBV3 1650 929 0.06% 0.007%
55 9.815 2726 2729 2733 rVB5 1214 995 0.06% 0.008%
56 9.966 2774 2776 2778 rBvV3 1323 594 0.04% 0.005%
57 10.014 2789 2791 2793 rVB2 1028 434 0.03% 0.003%
58 10.037 2795 2798 2802 rBV5 1156 1035 ©0.06% 0.008%
59 10.056 2802 2804 2809 rVB6 1122 842 0.05% 0.007%
60 10.082 2810 2812 2817 rVB5 1366 912 0.06% 0.007%
61 10.104 2817 2819 2821 rBV4 533 263 0.02% 0.002%
62 10.124 2821 2825 2826 rBV3 1937 1294 0.08% 0.010%
63 10.162 2826 2837 2860 rVV 593196 995005 61.37% 7.774%
64 10.400 2910 2911 2915 rVB4 1299 552 0.03% 0.004%
65 10.423 2915 2918 2922 rBV4 1434 794 0.05% 0.006%
66 10.477 2933 2935 2936 rBvV2 759 274 0.02% 0.002%
67 10.664 2991 2993 2994 rBV2 824 395 0.02% 0.003%
68 10.734 3013 3015 3016 rBV3 947 265 0.02% 0.002%
69 10.815 3031 3040 3053 rBV4 13146 26376 1.63% 0.206%
70 10.976 3088 3090 3091 rBV2 1352 544 0.03% 0.004%

71 11.194 3147 3158 3177 rBV 831705 1284041 79.19% 10.032%

72 11.474 3242 3245 3250 rBV5 1658 1116 ©0.07% 0.009%
73 11.496 3250 3252 3258 rBV7 1125 1282 ©0.08% 0.010%
74 11.567 3263 3274 3297 rBV 789250 1258162 77.60% 9.830%
75 12.066 3426 3429 3430 rBV3 1376 642 0.04% 0.005%
76 12.168 3459 3461 3463 rBV3 1205 635 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81523\
Data File : VVe31810.D

Acqg On : 15 Aug 2023 14:49

Operator : SY/MD

Sample : 03965-07ME

Misc : 4.09g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 14 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\SFAMVLM@O72523WMA.M
Title : VOC Analysis

77 12.181 3463 3465 3466 rBV3 1536 622 0.04% 0.005%
78 12.480 3555 3558 3559 rBV3 1473 780 0.05% 0.006%
79 12.551 3577 3580 3583 rVB5 996 757 0.05% 0.006%
80 12.580 3583 3589 3590 rBV6 1622 1615 ©.10% 0.013%
81 12.815 3659 3662 3664 rBV3 1433 948 ©0.06% ©0.007%
82 12.860 3674 3676 3680 rVB5 1491 1082 0.07% 0.008%
83 12.882 3680 3683 3686 rBV5 838 672 0.04% 0.005%
84 12.911 3686 3692 3693 rBV4 1437 1362 0.08% 0.011%
85 13.021 3718 3726 3736 rBvV3 14836 24532 1.51% 0.192%
86 13.316 3816 3818 3821 rBV3 1283 628 0.04% 0.005%

87 14.365 4128 4144 4161 rBV 62434 120151 7.41% ©.939%

Sum of corrected areas: 12799559
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81523\

: Vve31810.D

: 15 Aug 2023 14:49

: SY/MD

: 03965-07ME

: 4.09g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
14

Sample Multiplier: 1

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

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

TIC: VV031810.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81523\
Data File : VV@31810.D

Acqg On : 15 Aug 2023 14:49

Operator : SY/MD

Sample : 03965-07ME

Misc : 4.09g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 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
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Peak Number 2 Undecanoic acid, methyl ester  Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.365 4.68 ug/L 120151 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 90
2 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 86
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 83
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 83
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 78

Abundance Scan 4144 (14.365 min): VV031810.D\data.ms (-4128) (- m/z 73.90 100.00%

73.9
5000
42.9 - —
142.9 14.00 14.50
100.8 ‘
Obrrrrrrellbll il ey L 1788 2077 2928, 86,00 54.41%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #75771: Undecanoic acid, methyl ester
74.0
5000 — S
14.00 14.50
41.0 m/z 54.90  23.96%
143.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #75770: Undecanoic acid, methyl ester
74.0
14.00 14.50
5000 m/z 42.90  23.44%
43.0 1010 143.0
AT T N e L
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #60759: Decanoic acid, methyl ester
74.0 14.00 14.50
m/z 40.85 20.83%
5000
143.0
43.0
H 101.0 ‘ ‘ 186.0
oHu_uhm,‘HJ‘_M,w1‘u‘h‘H_J"_‘H‘_‘H_M_WH_W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81523\
Data File : VVe31810.D

Acqg On : 15 Aug 2023 14:49

Operator : SY/MD

Sample : 03965-07ME

Misc : 4.09g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 14 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|

Undecanoic acid... 14.365 4.7 wug/L 120151 3 11.194 1284040 50.0
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