LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59532.D

Acqg On : 26 Jun 2024 18:27

Operator : MD/SY

Sample : P2987-12ME

Misc : 5.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59532.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.593 86 94 123 rBV 72528 140457 13.66% 1.665%
2 2.535 375 387 408 rBV 198645 324607 31.57% 3.849%
3 2.734 446 449 452 rVB 241 132 0.01% 0.002%
4 2.753 452 455 456 rBvV2 365 190 0.02% 0.002%
5 3.023 530 539 559 rvB4 3588 8121 ©.79% 0.096%
6 3.155 577 580 582 rBV3 425 274 0.03% 0.003%
7 3.316 627 630 632 rBV 162 119 0.01% 0.001%
8 3.522 691 694 696 rw 133 990 0.01% 0.001%
9 3.551 700 703 705 rBV2 187 146 0.01% 0.002%
10 3.634 727 729 731 rBV2 160 99 0.01% 0.001%
11 3.670 737 740 748 rVB4 628 823 0.08% 0.010%
12 3.760 764 768 769 rBV 128 95 0.01% 0.001%
13 3.959 827 830 835 rBV2 218 225 0.02% 0.003%
14 3.985 835 838 842 rVB2 239 209 0.02% 0.002%
15 4.014 842 847 851 rBV 181 176 0.02% 0.002%
16 4.242 916 918 920 rBvV 129 79 0.01% 0.001%
17 4.277 925 929 931 rBV 193 149 0.01% 0.002%
18 4.425 972 975 978 rBV 145 97 0.01% 0.001%
19 4.477 988 991 996 rBV2 168 124 0.01% 0.001%
20 4.544 1005 1012 1017 rBV2 208 278 0.03% 0.003%
21 4.580 1020 1023 1024 rBV 144 79 0.01% 0.001%
22 4.621 1025 1036 1078 rBV 88804 271306 26.39% 3.217%
23 5.049 1152 1169 1194 rBV 178384 407023 39.59% 4.826%
24  5.252 1231 1232 1234 rBV 242 91 0.01% 0.001%
25 5.332 1253 1257 1260 rBV 218 152 0.01% 0.002%
26 5.422 1281 1285 1287 rBV2 223 170 0.02% 0.002%
27 5.564 1326 1329 1332 rVB2 219 132 0.01% 0.002%
28 5.609 1336 1343 1346 rVB2 167 147 0.01% 0.002%
29 5.711 1354 1375 1402 rBV2 390159 1028119 100.00% 12.190%
30 5.972 1452 1456 1457 rBvV2 800 646 0.06% ©0.008%
31 6.017 1468 1470 1473 rVB2 394 179 0.02% 0.002%
32 6.036 1473 1476 1479 rBV2 175 121 0.01% 0.001%
33 6.088 1490 1492 1497 rVB2 192 152 0.01% 0.002%
34 6.117 1497 1501 1502 rBV2 245 158 ©0.02% 0.002%
35 6.165 1513 1516 1519 rVB 216 114 0.01% 0.001%

36 6.239 1525 1539 1572 rBV 376845 728520 70.86% 8.638%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59532.D

Acqg On : 26 Jun 2024 18:27

Operator : MD/SY

Sample : P2987-12ME

Misc : 5.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
37 6.528 1619 1629 1637 rVB5 3802 6839 0.67% 0.081%
38 6.596 1637 1650 1660 rBvV3 2224 4719 0.46% 0.056%
39 6.682 1664 1677 1701 rVB 227129 456649 44.42% 5.414%
40 6.798 1710 1713 1715 rBV 477 340 0.03% 0.004%
41  6.834 1722 1724 1730 rVB2 153 130 0.01% 0.002%
42 6.911 1745 1748 1752 rVB2 163 107 0.01% 0.001%
43 6.940 1752 1757 1759 rBvV2 213 197 0.02% 0.002%
44  6.994 1767 1774 1776 rBV2 212 185 0.02% 0.002%
45 7.081 1796 1801 1804 rBV2 240 188 0.02% 0.002%
46 7.152 1817 1823 1826 rBV2 249 265 0.03% 0.003%
47 7.200 1829 1838 1842 rBV5 1614 2242 0.22% 0.027%
48 7.316 1871 1874 1876 rBV 188 83 0.01% 0.001%
49 7.560 1937 1950 1974 rBV 116408 214099 20.82% 2.538%
50 7.689 1986 1990 1992 rBV2 634 439 0.04% 0.005%
51 7.805 2021 2026 2029 rBvV2 231 201 0.02% 0.002%
52 7.891 2040 2053 2074 rBV 463469 805675 78.36% 9.552%
53 8.174 2131 2141 2164 rBV2 78850 145299 14.13% 1.723%
54 8.325 2186 2188 2192 rBV 173 111 0.01% 0.001%
55  8.409 2209 2214 2217 rVB2 313 230 0.02% 0.003%
56 8.448 2223 2226 2228 rBV 240 155 0.02% 0.002%
57 8.547 2256 2257 2260 rVB 235 106 0.01% ©0.001%
58 8.637 2272 2285 2316 rBV 271883 605270 58.87% 7.176%
59 8.959 2381 2385 2386 rBV2 175 124 0.01% 0.001%
60 9.014 2400 2402 2405 rVB2 189 107 0.01% 0.001%
61 9.062 2412 2417 2418 rBV 194 145 0.01% 0.002%
62 9.155 2444 2446 2451 rBV2 121 88 0.01% 0.001%
63 9.261 2476 2479 2483 rBvV 269 223 0.02% 0.003%
64  9.296 2487 2490 2493 rBV2 132 119 0.01% 0.001%
65 9.412 2512 2526 2548 rBV 531689 931688 90.62% 11.046%
66 9.599 2582 2584 2586 rBV 195 96 0.01% 0.001%
67 9.663 2600 2604 2606 rBV2 353 215 0.02% 0.003%
68 9.695 2608 2614 2621 rVV3 2010 2983 0.29% 0.035%
69 9.788 2640 2643 2647 rBV2 193 171 0.02% 0.002%
70 9.911 2678 2681 2685 rBv2 153 117 0.01% 0.001%
71  9.981 2700 2703 2707 rVB2 292 216 0.02% ©0.003%
72 10.097 2735 2739 2740 rBV2 451 323 0.03% 0.004%
73 10.431 2838 2843 2845 rBV2 174 144 0.01% 0.002%
74 10.448 2845 2848 2852 rVv2 187 152 0.01% 0.002%
75 10.534 2873 2875 2881 rVB 245 157 0.02% 0.002%
76 10.615 2898 2900 2903 rVB3 352 193 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59532.D

Acqg On : 26 Jun 2024 18:27

Operator : MD/SY

Sample : P2987-12ME

Misc : 5.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
77 10.753 2927 2943 2965 rBV 388145 644372 62.67% 7.640%
78 10.888 2980 2985 2991 rVB3 668 801 ©0.08% 0.009%
79 10.917 2991 2994 3001 rVB2 125 131 0.01% 0.002%
80 10.956 3001 3006 3009 rBV 274 207 0.02% 0.002%
81 11.030 3026 3029 3033 rBV2 219 203 0.02% 0.002%
82 11.065 3037 3040 3046 rVvV 346 264 0.03% 0.003%
83 11.100 3048 3051 3053 rVVv2 210 152 0.01% 0.002%
84 11.113 3053 3055 3061 rVB3 893 669 0.07% 0.008%
85 11.210 3080 3085 3087 rBV2 261 249 0.02% 0.003%
86 11.300 3108 3113 3114 rBV2 309 194 0.02% 0.002%
87 11.329 3119 3122 3126 rVB2 314 271 0.03% 0.003%
88 11.374 3132 3136 3139 rVB3 418 319 0.03% 0.004%
89 11.415 3141 3149 3155 rVB6 2089 2791 0.27% 0.033%
90 11.464 3155 3164 3165 rBV 381 396 0.04% 0.005%
91 11.637 3215 3218 3226 rBV2 270 318 ©0.03% 0.004%
92 11.811 3258 3272 3295 rBV 559363 894881 87.04% 10.610%
93 12.065 3347 3351 3356 rBV2 166 182 0.02% 0.002%
94 12.190 3376 3390 3412 rBV 482997 785201 76.37% 9.310%
95 12.917 3610 3616 3618 rBV2 369 401 0.04% 0.005%
96 13.081 3665 3667 3671 rBV2 292 200 0.02% 0.002%
97 13.419 3769 3772 3775 rBV2 338 241 0.02% ©0.003%
98 13.679 3850 3853 3855 rBV2 316 235 0.02% 0.003%
99 15.206 4324 4328 4332 rVB5 1159 952 0.09% 0.011%
100 15.396 4382 4387 4398 rVB5 4656 6262 0.61% 0.074%
Sum of corrected areas: 8434281
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59532.D

Acqg On : 26 Jun 2024 18:27

Operator : MD/SY

Sample : P2987-12ME

Misc : 5.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU059532.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59532.D

Acqg On : 26 Jun 2024 18:27

Operator : MD/SY

Sample : P2987-12ME

Misc : 5.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
sk 3k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59532.D

Acqg On : 26 Jun 2024 18:27

Operator : MD/SY

Sample : P2987-12ME

Misc : 5.89g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .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|
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