LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072822\
Data File : VV027067.D

Acqg On : 29 Jul 2022 04:35

Operator : SY/MD

Sample : N3790-14ME

Misc : 3.46g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS Vvial : 37 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\SFAMVLMO72822WMA .M
Title : VOC Analysis

Signal : TIC: VV@27067.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.207 48 52 57 rBV 10304 10050 0.43% 0.059%
2 1.301 74 81 120 rVB 221073 358129 15.21% 2.085%
3 1.558 156 161 185 rVB 104543 150016 6.37% 0.873%
4 2.079 312 323 338 rvB 578213 825926 35.08% 4.808%
5 2.436 424 434 444 rBV 19322 39274 1.67% 0.229%
6 2.609 477 488 503 rVB 19240 38061 1.62% 0.222%
7 2.789 541 544 547 rBV3 578 482 0.02% 0.003%
8 3.021 609 616 623 rVB5 1518 2089 0.09% 0.012%
9 3.182 660 666 671 rBVS5 1366 1749 0.07% 0.010%
10 3.445 746 748 756 rVv2 592 526 ©0.02% 0.003%
11 3.783 848 853 856 rBvV3 425 466 0.02% 0.003%
12 3.899 878 889 947 rBV 112275 550234 23.37% 3.203%
13 4.339 1010 1026 1060 rVB 362084 925934 39.33%  5.390%
14  4.693 1134 1136 1142 rVB3 543 432 0.02% 0.003%
15 4.805 1165 1171 1174 rBV 655 620 0.03% 0.004%
16 4.879 1190 1194 1198 rVB2 468 490 0.02% 0.003%
17 5.037 1226 1243 1279 rBV2 954722 2354527 100.00% 13.706%
18 5.233 1302 1304 1310 rVB4 934 786 0.03% 0.005%
19 5.339 1324 1337 1350 rBV5 12035 31211 1.33% 0.182%
20 5.548 1396 1402 1403 rBV4 1131 1022 0.04% 0.006%
21 5.609 1409 1421 1451 rBV 671582 1404635 59.66% 8.177%
22 5.725 1451 1457 1458 rBv4 4747 4463 0.19% 0.026%
23 5.902 1504 1512 1528 rVB5 18810 37456 1.59% 0.218%
24  6.063 1550 1562 1593 rVB 499578 1052749 44.71% 6.128%
25 6.542 1708 1711 1715 rVB2 609 462 0.02% 0.003%
26 6.635 1732 1740 1752 rBVS8 5095 12559 0.53% 0.073%
27 6.809 1791 1794 1796 rBV3 456 367 0.02% 0.002%
28 6.902 1817 1823 1824 rBV2 605 507 ©0.02% 0.003%
29 6.982 1837 1848 1881 rBV 217167 427979 18.18% 2.491%
30 7.172 1903 1907 1908 rBV2 750 458 0.02% 0.003%
31 7.230 1923 1925 1929 rBV4 591 425 0.02% 0.002%
32 7.313 1938 1951 1978 rBV 1020977 1811196 76.92% 10.543%
33 7.619 2035 2046 2077 rBV 147670 292163 12.41% 1.701%
34 7.789 2095 2099 2111 rwVW7 2180 3918 0.17% 0.023%
35 7.844 2114 2116 2122 rVB5 879 783 0.03% 0.005%
36 7.870 2122 2124 2128 rBV2 625 352 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072822\
Data File : VV027067.D

Acqg On : 29 Jul 2022 04:35

Operator : SY/MD

Sample : N3790-14ME

Misc : 3.46g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS Vvial : 37 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\SFAMVLMO72822WMA .M
Title : VOC Analysis
37 7.937 2142 2145 2148 rVB3 785 528 0.02% 0.003%
38 7.976 2148 2157 2169 rBvVi1e 3475 5458 ©.23% 0.032%
39 8.098 2184 2195 2198 rBV 260633 404969 17.20% 2.357%
40  8.503 2318 2321 2329 rVB4 818 843 0.04% 0.005%
41  8.599 2346 2351 2361 rVB6 982 1369 ©0.06% 0.008%
42 8.664 2364 2371 2373 rBV6 1363 1568 0.07% 0.009%
43 8.799 2409 2413 2417 rBV4 389 355 0.02% 0.002%
44  8.850 2417 2429 2460 rBV 978077 1738041 73.82% 10.117%
45  9.146 2518 2521 2524 rBV2 511 375 0.02% 0.002%
46  9.368 2587 2590 2594 rVB3 475 370  0.02% 0.002%
47  9.513 2631 2635 2638 rBV3 415 431 0.02% 0.003%
48 9.551 2643 2647 2648 rBvV2 470 377 0.02% 0.002%
49 9.564 2648 2651 2655 rVB3 499 378 0.02% 0.002%
50 9.680 2682 2687 2690 rvB2 485 360 0.02% 0.002%
51 9.757 2704 2711 2720 rVB6 2192 2741 0.12% 0.016%
52 9.902 2746 2756 2768 rVB2 31113 51414 2.18% 0.299%
53 10.027 2792 2795 2799 rBV2 329 350 0.01% 0.002%
54 10.053 2800 2803 2806 rvB2 824 481 0.02% 0.003%
55 10.217 2834 2854 2885 rBV 639304 1127240 47.88% 6.562%
56 10.580 2957 2967 2976 rVW7 11300 18282 0.78% 0.106%
57 10.693 2996 3002 3008 rvVB5 677 933 0.04% 0.005%
58 10.853 3049 3052 3057 rBvV3 1084 911 0.04% 0.005%
59 10.898 3063 3066 3070 rVB 568 363 0.02% 0.002%
60 10.924 3070 3074 3078 rBV 618 472 0.02% 0.003%
61 11.191 3147 3157 3163 rBVS8 2605 3262 0.14% 0.019%
62 11.252 3163 3176 3194 rBV 996676 1573903 66.85% 9.162%
63 11.371 3211 3213 3217 rVB3 802 570 0.02% 0.003%
64 11.455 3234 3239 3243 rVB4 794 772 0.03% 0.004%
65 11.532 3259 3263 3265 rBV2 806 704 0.03% 0.004%
66 11.625 3279 3292 3312 rBV 950885 1503335 63.85% 8.751%
67 11.963 3391 3397 3401 rBV3 482 594 0.03% 0.003%
68 12.242 3476 3484 3498 rVB3 5704 8952 ©.38% 0.052%
69 12.352 3511 3518 3520 rVVé 1695 1755 0.07% 0.010%
70 12.374 3523 3525 3534 rVB5 2270 2943 0.12% 0.017%
71 12.660 3610 3614 3619 rBV3 474 460 0.02% 0.003%
72 12.885 3678 3684 3692 rBV7 2834 3857 0.16% 0.022%
73 12.956 3704 3706 3711 rVB2 450 370  0.02% 0.002%
74 13.004 3716 3721 3723 rBV3 420 385 0.02% 0.002%
75 13.069 3730 3741 3752 rBV6 5222 8253 ©.35% 0.048%
76 13.268 3799 3803 3805 rBV3 533 433  0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072822\
Data File : VV027067.D

Acqg On : 29 Jul 2022 04:35

Operator : SY/MD

Sample : N3790-14ME

Misc : 3.46g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS Vvial : 37 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\SFAMVLMO72822WMA .M
Title : VOC Analysis
77 13.381 3836 3838 3843 rBV 365 367 0.02% 0.002%
78 13.435 3848 3855 3864 rVV5 4650 6778 ©0.29% 0.039%
79 13.506 3868 3877 3889 rBV 15118 25376 1.08% 0.148%
80 13.693 3927 3935 3936 rBV2 572 521 ©0.02% 0.003%
81 13.747 3949 3952 3956 rVB2 602 507 ©0.02% 0.003%
82 13.776 3956 3961 3962 rBV3 435 393 0.02% 0.002%
83 13.898 3992 3999 4007 rBV4 6926 8758 ©0.37% 0.051%
84 13.963 4014 4019 4020 rBV 679 558 0.02% 0.003%
85 14.336 4129 4135 4138 rBV6 2578 2289 0.10% 0.013%
86 14.413 4149 4159 4177 rBV 111721 166183 7.06% 0.967%
87 14.638 4224 4229 4237 rBV6 3321 4428 0.19% 0.026%
88 14.731 4255 4258 4261 rVB3 703 388 0.02% 0.002%
89 14.818 4280 4285 4297 rBV6 2719 4344 0.18% 0.025%
90 14.985 4332 4337 4342 rBV7 1879 2270 0.10% 0.013%
91 15.104 4372 4374 4377 rBV4 706 495 0.02% 0.003%
92 15.178 4389 4397 4407 rBV4 6427 10274 0.44% 0.060%
93 15.258 4418 4422 4423 rBV3 2326 1510 0.06% 0.009%
94 15.496 4484 4496 4510 rBV3 16150 32138 1.36% 0.187%
95 15.590 4519 4525 4534 rBV8 6356 10343 0.44% 0.060%
96 15.721 4559 4566 4576 rVB9 15327 26559 1.13% 0.155%
97 15.898 4618 4621 4625 rBV3 2827 2994 0.13% 0.017%
98 16.120 4684 4690 4701 rVB7 11938 17578 ©0.75% 0.102%
99 16.178 4702 4708 4715 rBV7 10023 15274 0.65% 0.089%
100 16.300 4740 4746 4757 rVB7 17509 26833 1.14% 0.156%
Sum of corrected areas: 17178811
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072822\
Data File : VV027067.D

Acqg On : 29 Jul 2022 04:35

Operator : SY/MD

Sample : N3790-14ME

Misc : 3.46g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72822WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV027067.D\data.ms
1000000 5.037

800000
5.609
600000 2.079
6.063
400000 4.339

1.301

A\ 1.558 3.899
@ 2.43@.609 7893.022.182 3.445 3783& 469809 | 5.3339% 548.725-202 6.5

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 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: VV027067.D\data.ms
1000000 7.313 8.850 11.252 11625

200000

o

800000

10.217
600000

400000

8.098
6.982
200000 7.619

.635.909 7.12240 7 SRS 8. H8EBY Je 9.1469.3%%198&?7?1%0213 10.56%oamans; 11.19 1114554 11.963
R R R e e e e

0
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV027067.D\data.ms
1000000

800000
600000
400000

200000
14.413

12 22252 12.6602.33B0603.28 33 ERmIEESIH3 14.3%\5 1416823318 985508854 519850735 89864266300
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 T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve72822\
Data File : VV@27067.D

Acqg On : 29 Jul 2022 04:35

Operator : SY/MD

Sample : N3790-14ME

Misc : 3.46g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72822WMA .M
: 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 2 Decanoic acid, methyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.413 5.28 ug/L 166183 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 97
2 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 91
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 83

006287-90-7 78
006287-90-7 78

4 Undecanoic acid, 11-bromo-, meth... 278 C12H23Br02
5 Undecanoic acid, 11-bromo-, meth... 278 C12H23Br02

Abundance Scan 4159 (14.413 min): VV027067.D\data.ms (-4149) (- | m/z 73.95 100.00%
74.0
5000
43.0 143.1 1T
H ‘ 101.0 14.50
Obrrrreeler bl e L 1881 s 87.10  54.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60746: Decanoic acid, methyl ester
74.0
5000 T T
14.50
43.0 143.0 m/z 43.00 21.12%
101.0
0 \1\5\.‘0\‘\‘\ \“H\ T \‘\“\‘\ “M T \h“\ T T \‘\ T \‘\“ TTT \1‘8\6\\0\ RERE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74.0
T ‘ ‘\
14.50
5000 ITI/Z 55.05 20.51%
43.0
43.0
101.0 186.0
O b e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60759: Decanoic acid, methyl ester P
74.0 14.50
m/z 41.00 17.96%
5000
143.0
43.0
wo || w0 | 80
0"NMM‘ﬂh‘wH‘MwﬁH‘w“‘NW‘JH‘iuﬂ‘H“M“W“H —
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\VVv072822\
Data File : VV027067.D

Acqg On : 29 Jul 2022 04:35

Operator : SY/MD

Sample : N3790-14ME

Misc : 3.46g/5.0mL/100ulL/5mL/MSVOA_V/MEOH

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@72822WMA.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 5.3 ug/L 166183 3 11.252 1573900 50.0
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