LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070624\
Data File : VX042220.D

Acqg On : 05 Jul 2024 18:49

Operator : JC/MD

Sample : P3100-20ME

Misc : 5.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 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_ X\Method\SFAMXLMO70324WMA .M
Title : VOC Analysis

Signal : TIC: VX@42220.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.258 23 28 38 rBV 19642 24705 4.13% 0.487%
2 1.416 43 54 68 rvB2 15919 71940 12.03% 1.417%
3 2.270 188 194 212 rVB 83922 160510 26.85% 3.161%
4 2.721 262 268 286 rBV 49414 128979 21.57%  2.540%
5 3.184 341 344 346 rBV 193 188 ©0.03% 0.004%
6 3.239 352 353 356 rBV 136 140 0.02% ©0.003%
7 3.416 376 382 387 rBv4 708 1491 0.25% 0.029%
8 3.599 406 412 415 rBvV3 965 1976 0.33% 0.039%
9 3.715 430 431 435 rBv2 139 181 0.03% 0.004%
106 4.276 519 523 526 rVB3 220 355 0.06% 0.007%
11 4.501 552 560 578 rBV 30177 112246 18.77%  2.211%
12 5.056 640 651 666 rBv 65809 214402 35.86% 4.223%
13 5.562 727 734 735 rBV3 413 861 0.14% 0.017%
14 5.800 771 773 778 rBV2 166 175 ©0.03% 0.003%
15 5.958 789 799 814 rBV2 209643 597852 100.00% 11.776%
16 6.379 862 868 879 rBV6 1270 4001 0.67% 0.079%
17 6.452 879 880 884 rVB2 298 183 ©0.03% 0.004%
18 6.757 921 930 958 rBV 193741 475959 79.61% 9.375%
19 7.220 1000 1006 1012 rBVS 1710 4414 0.74% 0.087%
20 7.305 1012 1020 1041 rVB 117409 275300 46.05% 5.422%
21 7.543 1056 1059 1062 rBV2 119 153 0.03% 0.003%
22 7.976 1124 1130 1136 rBVS5S 897 1690 0.28% 0.033%
23 8.061 1142 1144 1146 rVB2 190 153 0.03% 0.003%
24  8.263 1171 1177 1178 rBV2 308 454 0.08% 0.009%
25 8.324 1182 1187 1206 rBV 62715 110066 18.41% 2.168%
26 8.555 1223 1225 1227 rVB2 187 164 0.03% 0.003%
27 8.592 1229 1231 1232 rBV2 289 261 0.04% 0.005%
28 8.647 1233 1240 1251 rBV 305415 481888 80.60% 9.491%
29 8.872 1274 1277 1278 rBV2 218 198 0.03% 0.004%
30 8.909 1281 1283 1285 rBvV2 358 367 ©0.06% 0.007%
31 8.951 1285 1290 1302 rBV 44378 72303 12.09% 1.424%
32 9.281 1338 1344 1348 rVB4 1285 2010 0.34% 0.040%
33 9.397 1357 1363 1381 rBV 127765 301784 50.48%  5.944%
34 9.714 1411 1415 1421 rBV2 3398 5242 0.88% 0.103%
35 9.817 1428 1432 1434 rBV2 234 341 0.06% 0.007%
36 9.903 1442 1446 1450 rBv2 361 479 0.08% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070624\
Data File : VX042220.D

Acqg On : 05 Jul 2024 18:49

Operator : JC/MD

Sample : P3100-20ME

Misc : 5.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 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_ X\Method\SFAMXLMO70324WMA .M
Title : VOC Analysis
37 10.006 1461 1463 1465 rVB 219 162 ©0.03% 0.003%
38 10.055 1465 1471 1481 rBV ~ 386958 543876 90.97% 10.712%
39 10.195 1492 1494 1499 rVB 515 648 0.11% 0.013%
40 10.244 1500 1502 1508 rVB3 878 1201 0.20% 0.024%
41 10.305 1508 1512 1519 rBvV2 3428 5071 ©0.85% 0.100%
42 10.530 1548 1549 1553 rVB2 117 142 0.02% 0.003%
43 10.646 1564 1568 1576 rVB2 1554 2622 0.44% 0.052%
44 10.780 1587 1590 1591 rBV3 207 249 0.04% 0.005%
45 10.829 1596 1598 1602 rVB3 216 3106 0.05% 0.006%
46 10.872 1602 1605 1606 rBV 198 267 0.04% 0.005%
47 10.896 1606 1609 1614 rVB4 530 681 0.11% 0.013%
48 10.969 1616 1621 1627 rBv4 1804 2924 0.49% 0.058%
49 11.091 1638 1641 1648 rVB4 501 786 0.13% 0.015%
50 11.195 1652 1658 1668 rBV 240311 313864 52.50% 6.182%
51 11.317 1673 1678 1683 rvB2 5109 7271 1.22% 0.143%
52 11.390 1683 1690 1692 rBv2 180 367 0.06% 0.007%
53 11.433 1695 1697 1698 rBV 182 150 0.03% 0.003%
54 11.451 1698 1700 1701 rvv2 308 214 0.04% 0.004%
55 11.482 1701 1705 1713 rVB2 1920 3188 ©0.53% 0.063%
56 11.585 1720 1722 1724 rBV 131 138 0.02% 0.003%
57 11.701 1736 1741 1743 rBV 7871 11791 1.97% 0.232%
58 11.731 1743 1746 1749 rVWV 24329 29887 5.00% 0.589%
59 11.860 1764 1767 1777 rVB3 2289 3208 0.54% 0.063%
60 11.939 1777 1780 1782 rBV2 1230 1355 0.23% 0.027%
61 11.981 1784 1787 1789 rVV3 2313 2382 0.40% 0.047%
62 12.024 1789 1794 1804 rVB 405711 518366 86.70% 10.210%
63 12.231 1825 1828 1832 rVB3 676 709 0.12% 0.014%
64 12.323 1837 1843 1856 rVV 331994 436879 73.07% 8.605%
65 12.426 1856 1860 1863 rVV5 1738 2346 0.39% 0.046%
66 12.469 1863 1867 1869 rVB3 582 690 0.12% 0.014%
67 12.591 1881 1887 1890 rBV3 1548 2574 0.43% 0.051%
68 12.762 1911 1915 1919 rVB4 1500 2296 ©0.38% 0.045%
69 12.798 1919 1921 1923 rBV 233 203 0.03% 0.004%
70 12.835 1925 1927 1929 rBV2 273 319 0.05% 0.006%
71 12.872 1929 1933 1940 rBV2 7243 10666 1.78% 0.210%
72 13.042 1956 1961 1964 rVB3 187 286 0.05% 0.006%
73 13.164 1978 1981 1985 rVB3 419 447 0.07% 0.009%
74 13.207 1985 1988 1989 rVB 150 142 0.02% ©0.003%
75 13.268 1995 1998 2001 rVB 1009 989 0.17% 0.019%
76 13.402 2018 2020 2024 rVV3 1320 1747 0.29% 0.034%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070624\
Data File : VX042220.D

Acqg On : 05 Jul 2024 18:49

Operator : JC/MD

Sample : P3100-20ME

Misc : 5.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 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_ X\Method\SFAMXLMO70324WMA .M
Title : VOC Analysis
77 13.451 2026 2028 2030 rVV2 387 281 0.05% 0.006%
78 13.554 2041 2045 2048 rBV2 206 350 0.06% 0.007%
79 13.597 2049 2052 2057 rBV2 691 884 0.15% 0.017%
80 13.682 2063 2066 2071 rVB3 808 1470 0.25% 0.029%
81 13.743 2074 2076 2077 rBV 294 157 ©0.03% 0.003%
82 13.780 2077 2082 2088 rBV2 3415 5637 0.94% 0.111%
83 13.841 2089 2092 2096 rVB4 626 951 0.16% 0.019%
84 13.884 2098 2099 2104 rVB4 483 396 0.07% 0.008%
85 13.926 2104 2106 2107 rBV2 173 185 ©0.03% 0.004%
86 14.036 2121 2124 2128 rBV2 976 1049 0.18% 0.021%
87 14.127 2137 2139 2145 rVB2 549 626 0.10% 0.012%
88 14.207 2150 2152 2154 rBV2 203 199 0.03% 0.004%
89 14.274 2161 2163 2165 rBV2 310 208 0.03% 0.004%
990 14.377 2177 2180 2181 rBV 306 358 0.06% 0.007%
91 14.408 2181 2185 2186 rVV 17771 19910 3.33% 0.392%
92 14.426 2186 2188 2202 rVB 29229 38485 6.44% 0.758%
93 14.755 2238 2242 2245 rBV3 1432 2224 0.37% 0.044%
94 14.822 2250 2253 2256 rVB4 1003 1345 0.22% 0.026%
95 14.932 2267 2271 2275 rBV3 6149 8284 1.39% 0.163%
96 15.176 2308 2311 2314 rBV3 930 1239 0.21% 0.024%
97 15.487 2360 2362 2367 rVB5 1494 1734 0.29% 0.034%
98 15.737 2398 2403 2411 rVB6 6637 12884 2.16% 0.254%
99 15.908 2427 2431 2435 rBVS5 2205 3849 0.64% 0.076%
100 15.956 2435 2439 2447 rVB2 5643 9554 1.60% 0.188%
Sum of corrected areas: 5077077
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070624\
Data File : VX042220.D

Acqg On : 05 Jul 2024 18:49

Operator : JC/MD

Sample : P3100-20ME

Misc : 5.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX042220.D\data.ms
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Abundance TIC: VX042220.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070624\
Data File : VX042220.D

Acqg On : 05 Jul 2024 18:49

Operator : JC/MD

Sample : P3100-20ME

Misc : 5.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 1 Dimethyl ether Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.258 2.60 ug/L 24705 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl ether 46 C2H60 000115-10-6 56
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Dimethyl ether 46 C2H60 000115-10-6 7
4 Ethanol 46 C2H60 000064-17-5 7
5 Ethanol 46 C2H60 000064-17-5 7

Abundance  Scan 28 (1.258 min): VX042220.D\data.ms (-23) (-) m/z 45.10 100.00%

45.1
5000 j\\/\
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070624\
Data File : VX042220.D

Acqg On : 05 Jul 2024 18:49

Operator : JC/MD

Sample : P3100-20ME

Misc : 5.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 2-Octen-1-o0l, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.732 2.88 ug/L 29887 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octen-1-0l1, (E)- 128 C8H160 018409-17-1 50
2 2-Octen-1-0l1, (Z)- 128 C8H160 026001-58-1 47
3 1-Octen-3-0l 128 C8H160 003391-86-4 43
4 1-Octen-3-o0l 128 C8H160 003391-86-4 42
5 1-Octen-3-0l 128 C8H160 003391-86-4 38
Abundance Scan 1746 (11.731 min): VX042220.D\data.ms (-1743) (|  m/z 57.00 100.00%
57.0
w M
41.0 720
I
ol 22 L aiee 24.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14314: 2-Octen-1-ol, (E)-
57.0
41.0
5000 e paagl
81.0 1150 12.00
110.0 m/z 43.10 24.13%
0H‘\H\‘HH‘\H\‘!\‘Hi‘}\!\‘HW\MM\\‘\“!W\\‘\\\\‘\\\\!\\\\‘%2\\8‘9\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14305: 2-Octen-1-ol, (2)-
57.0
41.0 : /‘\ s
11.50 12.00
5000 m/z 53.95 23.85%
81.0
110.0
o\w\umo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14285: 1-Octen-3-ol Tt
57.0 11.50 12.00
m/z 67.05 21.87%
5000
29.0 43.0 72.0
oH_Wu\_HNH_m:‘HwH_‘u‘_F’?‘F’m_wl‘m e way
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070624\
Data File : VX042220.D

Acqg On : 05 Jul 2024 18:49

Operator : JC/MD

Sample : P3100-20ME

Misc : 5.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
14.426 3.71 ug/L 38485 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
2 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 70
3 Decanoic acid, 2-methyl- 186 C11H2202 024323-23-7 59
4 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 56
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 50
Abundance Scan 2188 (14.426 min): VX042220.D\data.ms (-2186) (- m/z 74.00 100.00%
74.0
5000
43.0 143.0 ]
| 121, | | 1862 : 14.50
Obrer el b H2L, L 1862 2810/ g7.00  52.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #60759: Decanoic acid, methyl ester
74.0
5000 —T
14.50
43.0 1430 m/z 143.00  19.10%
‘ ‘ ‘ 186.0
0 \\‘\“\‘\“\\““\H‘}H’\\‘H\“\‘M\\“1‘-\]\_%.‘9\‘\\HHi“\H\’\‘\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #60746: Decanoic acid, methyl ester
74.0
T ‘ \r\ T /\\
14.50
5000 m/z 43.00 17.32%
43.0 143.0
o b 120, | | 1860
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #60728: Decanoic acid, 2-methyl- e A‘ et ‘A‘A/
74.0 14.50
m/z 41.05 15.20%
5000
41.0
‘ 129.0 186.0
0 ‘H‘““‘J“‘JH‘:‘H,H“M‘u:H“mm‘W“HW‘,m]wWHWWW A et 3 e pn Apay/
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070624\
Data File : VX042220.D

Acqg On : 05 Jul 2024 18:49

Operator : JC/MD

Sample : P3100-20ME

Misc : 5.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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|
Dimethyl ether 1.258 2.6 ug/L 24705 1 6.757 475959 50.0
2-Octen-1-01, (E)- 11.732 2.9 ug/L 29887 3 12.024 518366 50.0
Decanoic acid, ... 14.426 3.7 ug/L 38485 3 12.024 518366 50.0
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