LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35305.D

Acqg On : 26 Apr 2023 12:08

Operator : JC/MD

Sample : 02479-04ME

Misc : 5.13g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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\SFAMXLM@41823WMA.M
Title : VOC Analysis

Signal : TIC: VX@35305.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 26 29 33 rVB 1901 1892 0.10% 0.012%
2 1.368 42 46 65 rvv 90932 198255 9.99% 1.241%
3 1.642 82 91 93 rBV 12582 18416 0.93% 0.115%
4 1.673 93 96 100 rBV 37661 55115 2.78% 0.345%
5 2.288 191 197 213 rBV 366601 609262 30.71% 3.813%
6 2.709 262 266 273 rBv4 1342 2765 0.14% 0.017%
7 2.782 273 278 284 rBV5S 3838 7572 0.38% 0.047%
8 3.428 378 384 385 rBV3 1189 1889 ©0.10% 0.012%
9 4.477 547 556 583 rBvV 100158 381211 19.21% 2.386%
106 5.056 638 651 672 rBV 241768 762948 38.45% 4.775%
11 5.300 685 691 699 rBV5S 1372 4065 0.20% 0.025%
12 5.379 701 704 708 rVvV3 732 1299 0.07% 0.008%
13 5.550 722 732 743 rBv4 1913 5426 0.27% 0.034%
14 5.964 788 800 818 rBV2 692887 1984173 100.00% 12.417%
15 6.361 859 865 877 rVB5 2491 6477 0.33% 0.041%
16 6.757 920 930 949 rBV 537023 1290569 65.04% 8.076%
17 7.1 967 970 971 rBV2 843 897 0.05% 0.006%
18 7.013 971 972 978 rVB3 1137 1270 0.06% 0.008%
19 7.117 981 989 998 rBV8 6148 17684 0.89% 0.111%
20 7.208 998 1004 1011 rVV3 3977 8901 0.45% 0.056%
21 7.306 1011 1020 1038 rVB 412288 904161 45.57% 5.658%
22 7.482 1045 1049 1054 rBV4 996 1499 0.08% 0.009%
23 7.769 1092 1096 1102 rVB3 701 1398 0.07% 0.009%
24  7.958 1119 1127 1139 rBVS8 4940 15101 0.76% 0.095%
25 8.220 1167 1170 1174 rVWV4 1130 1909 0.10% 0.012%
26 8.275 1174 1179 1181 rVV3 1144 1699 0.09% 0.011%
27 8.324 1181 1187 1201 rVV 239089 399339 20.13%  2.499%
28 8.434 1201 1205 1211 rVV5 2497 5277 ©.27% 0.033%
29 8.501 1211 1216 1223 rVV6 2262 5636 0.28% 0.035%
30 8.598 1227 1232 1233 rBV2 1488 2004 0.10% 0.013%
31 8.647 1233 1240 1254 rVV 1047925 1640099 82.66% 10.264%
32 8.769 1258 1260 1266 rVVv4 2700 4779 0.24% 0.030%
33 8.854 1272 1274 1277 rVB2 988 853 0.04% 0.005%
34 8.909 1279 1283 1284 rBvV2 1503 1546 ©0.08% ©0.010%
35 8.952 1284 1290 1305 rVV 164280 268834 13.55% 1.682%
36 9.110 1309 1316 1319 rBv4 1112 1882 0.09% 0.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35305.D

Acqg On : 26 Apr 2023 12:08

Operator : JC/MD

Sample : 02479-04ME

Misc : 5.13g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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\SFAMXLM@41823WMA.M
Title : VOC Analysis
37 9.153 1319 1323 1327 rVB4 1519 2086 0.11% 0.013%
38 9.275 1338 1343 1351 rVB4 3336 7675 ©.39% 0.048%
39 9.342 1351 1354 1356 rBV2 832 1136 0.06% 0.007%
40 9.391 1356 1362 1363 rBV 167787 220627 11.12% 1.381%
41  9.421 1363 1367 1377 rVB 315596 579034 29.18% 3.624%
42 9.616 1393 1399 1405 rBV 33782 51964 2.62% 0.325%
43 9.756 1417 1422 1428 rVB3 6772 11581 0.58% 0.072%
44  9.830 1428 1434 1437 rBV4 5426 10427 ©.53% 0.065%
45  9.897 1443 1445 1450 rVB4 2825 3945 0.20% 0.025%
46 10.006 1456 1463 1465 rBv4 4086 6572 0.33% 0.041%
47 10.055 1465 1471 1487 rVV 1015167 1450014 73.08% 9.074%
48 10.177 1488 1491 1495 rVB4 3110 3744 0.19% 0.023%
49 10.281 1503 1508 1509 rBv4 5207 7798 0.39% 0.049%
50 10.360 1517 1521 1524 rBV2 5720 7628 0.38% 0.048%
51 10.458 1532 1537 1544 rBV3 9685 16233 0.82% 0.102%
52 10.586 1546 1558 1566 rBvV7 7219 22386 1.13% 0.140%
53 10.671 1566 1572 1582 rVBS 4770 14399 0.73% 0.090%
54 10.781 1582 1590 1593 rBV2 17647 30016 1.51% ©0.188%
55 10.823 1593 1597 1600 rvVvs 3138 5703 0.29% 0.036%
56 10.854 1600 1602 1605 rVvv4 3696 5300 0.27% 0.033%
57 10.896 1605 1609 1613 rVB 20548 29805 1.50% 0.187%
58 10.951 1613 1618 1623 rVB9 4086 7864 0.40%  0.049%
59 11.000 1623 1626 1628 rBvV3 4602 5954 0.30% 0.037%
60 11.031 1628 1631 1634 rVB3 4513 5032 0.25% 0.031%
61 11.085 1634 1640 1642 rBV5S 6778 12851 0.65% ©.080%
62 11.201 1650 1659 1670 rBV 604146 949534 47.86% 5.942%
63 11.335 1676 1681 1683 rBV5 6133 9517 ©0.48% 0.060%
64 11.390 1688 1690 1694 rVVv3 8745 11056 ©0.56% 0.069%
65 11.427 1694 1696 1701 rVB5 5526 6919 0.35% 0.043%
66 11.476 1701 1704 1709 rBV4 19952 27374 1.38% 0.171%
67 11.634 1727 1730 1734 rVB4 6889 8241 0.42% 0.052%
68 11.683 1734 1738 1740 rBV3 5620 7721 0.39% 0.048%
69 11.713 1740 1743 1746 rBV 36938 41387 2.09% 0.259%
70 11.835 1759 1763 1764 rBv4 3323 4685 0.24% 0.029%
71 11.890 1769 1772 1776 rVB4 12910 18463 ©0.93% 0.116%
72 12.024 1789 1794 1800 rBV 1122538 1428975 72.02% 8.943%
73 12.158 1811 1816 1825 rVB5 21051 40642 2.05% 0.254%
74 12.238 1825 1829 1834 rBVS8 4966 12239 0.62% 0.977%
75 12.323 1837 1843 1849 rBV 1148547 1454742 73.32% 9.104%
76 12.421 1856 1859 1863 rBV 29700 33848 1.71% 0.212%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35305.D

Acqg On : 26 Apr 2023 12:08

Operator : JC/MD

Sample : 02479-04ME

Misc : 5.13g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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\SFAMXLM@41823WMA.M
Title : VOC Analysis
77 12.463 1864 1866 1872 rVB5 15177 26833 1.35% 0.168%
78 12.555 1876 1881 1882 rBV5 7007 11304 0.57% 0.071%
79 12.683 1898 1902 1906 rBV3 16347 22084 1.11% 0.138%
80 12.719 1906 1908 1912 rVV5 5522 8601 0.43% 0.054%
81 12.762 1912 1915 1920 rVV6 11676 18575 0.94% 0.116%
82 12.817 1921 1924 1929 rVB6 11473 16402 0.83% 0.103%
83 12.890 1931 1936 1942 rVB4 16461 39778 2.00% 0.249%
84 13.042 1957 1961 1964 rBV4 8632 10374 ©.52% 0.065%
85 13.268 1994 1998 2001 rBV 60674 77350  3.90% 0.484%
86 13.341 2008 2010 2013 rBV4 5981 5896 ©0.30% 0.037%
87 13.384 2013 2017 2021 rBV 58005 73279 3.69% 0.459%
88 13.701 2062 2069 2073 rBV5 31051 60423 3.05% 0©.378%
89 13.798 2081 2085 2088 rVB3 29954 35182 1.77% 0.220%
990 13.841 2088 2092 2096 rBV2 24147 28669 1.44% 0.179%
91 14.036 2121 2124 2128 rVB 73297 75356 3.80% 0.472%
92 14.103 2132 2135 2138 rVV3 16487 21434 1.08% 0.134%
93 14.134 2138 2140 2144 rVB3 16045 16932 0.85% 0.106%
94 14.615 2216 2219 2221 rBV4 15529 17559 0.88% 0.110%
95 14.756 2239 2242 2245 rVB 37368 38886 1.96% 0.243%
96 14.884 2260 2263 2267 rVB 28441 33861 1.71% 0.212%
97 15.134 2300 2304 2307 rBV 32311 41403 2.09% ©0.259%
98 15.487 2359 2362 2366 rVB6 16776 22768 1.15% 0.142%
99 15.646 2384 2388 2398 rVB 34070 60212 3.03% 0.377%
100 16.676 2554 2557 2566 rVB5 11121 25159 1.27% 0.157%
Sum of corrected areas: 15979539
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35305.D

Acqg On : 26 Apr 2023 12:08

Operator : JC/MD

Sample : 02479-04ME

Misc : 5.13g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX035305.D\data.ms
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Abundance TIC: VX035305.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35305.D

Acqg On : 26 Apr 2023 12:08

Operator : JC/MD

Sample : 02479-04ME

Misc : 5.13g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.268 2.71 ug/L 77350  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Dodecane 170 C12H26 000112-40-3 96
3 Dodecane 170 C12H26 000112-40-3 87
4 Tetradecane 198 C14H30 000629-59-4 83
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 78

Abundance Scan 1998 (13.268 min): VX035305.D\data.ms (-1994) (- m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35305.D

Acqg On : 26 Apr 2023 12:08

Operator : JC/MD

Sample : 02479-04ME

Misc : 5.13g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.384 2.56 ug/L 73279  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 6-methyl- 184 C13H28 006044-71-9 90
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
Abundance Scan 2017 (13.384 min): VX035305.D\data.ms (-2013) (- m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35305.D

Acqg On : 26 Apr 2023 12:08

Operator : JC/MD

Sample : 02479-04ME

Misc : 5.13g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.036 2.64 ug/L 75356  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tridecane 184 C13H28 000629-50-5 91
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2124 (14.036 min): VX035305.D\data.ms (-2121) (- m/z 57.05 100.00%
57.0
14.00 |
112.1 1552 184.3 :
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35305.D

Acqg On : 26 Apr 2023 12:08

Operator : JC/MD

Sample : 02479-04ME

Misc : 5.13g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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|
(DEL) Alkane: S... 13.268 2.7 ug/L 77350 3 12.024 1428980 50.0
(DEL) Alkane: S... 13.384 2.6 ug/L 73279 3 12.024 1428980 50.0
(DEL) Alkane: S... 14.036 2.6 ug/L 75356 3 12.024 1428980 50.0
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