LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71524\
Data File : VU@59948.D

Acqg On : 15 Jul 2024 13:56

Operator : MD/SY

Sample : P3178-06ME

Misc : 9.60g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULMO70224WMA .M
Title : VOC Analysis

Signal : TIC: VU@59948.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 88 94 125 rVB 42078 75455 11.09% 1.360%
2 2.531 375 386 408 rBvV 105322 177504 26.09% 3.200%
3 2.830 475 479 480 rBV2 217 162 0.02% 0.003%
4 2,959 508 519 529 rBV 3794 7788 1.14% 0.140%
5 3.165 576 583 584 rBv3 1372 1321  0.19% 0.024%
6 3.280 616 619 622 rBv2 220 130 0.02% 0.002%
7 3.612 719 722 725 rBV2 233 165 ©0.02% 0.003%
8 3.727 756 758 761 rBV2 141 67 0.01% 0.001%
9 3.747 761 764 766 rBV2 124 83 0.01% 0.001%
106 3.833 788 791 793 rBV2 174 118 0.02% 0.002%
11  3.917 814 817 822 rVB2 239 190 0.03% 0.003%
12 3.959 827 830 832 rBV 159 117 0.02% 0.002%
13  3.994 838 841 843 rBV 209 137 0.02% 0.002%
14 4.062 856 862 868 rBv2 217 253 0.04% 0.005%
15 4.097 868 873 875 rBv2 250 233  0.03% 0.004%
16 4.155 887 891 893 rBvV2 148 111 0.02% 0.002%
17 4.171 893 896 897 rBV 154 86 0.01% 0.002%
18 4.229 912 914 917 rVB 144 66 0.01% 0.001%
19 4,251 917 921 924 rBV2 329 326 0.05% 0.006%
20  4.316 937 941 945 rBV 258 203 0.03% 0.004%
21  4.521 1000 1005 1009 rVB2 265 246 0.04% 0.004%
22 4.547 1009 1013 1016 rBv2 269 214 0.03% 0.004%
23 4.631 1029 1039 1080 rBV 58804 172812 25.40%  3.115%
24 4.997 1150 1153 1155 rBV 357 214 0.03% 0.004%
25 5.052 1155 1170 1192 rVV2 111088 251146 36.92% 4.527%
26 5.171 1203 1207 1209 rBV3 415 267 0.04% 0.005%
27 5.200 1209 1216 1221 rVB4 508 592 0.09% 0.011%
28 5.232 1222 1226 1229 rBvV2 184 163 0.02% 0.003%
29 5.277 1239 1240 1243 rBV 232 115 0.02% 0.002%
30 5.329 1253 1256 1258 rBV 197 131 0.02% 0.002%
31 5.338 1258 1259 1262 rVB 253 91 0.01% 0.002%
32 5.380 1270 1272 1273 rBV 127 60 0.01% 0.001%
33 5.554 1323 1326 1328 rBV2 214 130 0.02% 0.002%
34 5.618 1341 1346 1348 rBV 112 106 0.02% 0.002%
35 5.647 1351 1355 1357 rBvV2 156 98 0.01% 0.002%

36 5.711 1357 1375 1406 rBV2 234943 622135 91.45% 11.215%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71524\
Data File : VU@59948.D

Acqg On : 15 Jul 2024 13:56

Operator : MD/SY

Sample : P3178-06ME

Misc : 9.60g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULMO70224WMA .M
Title : VOC Analysis
37 5.981 1453 1459 1465 rBV4 1192 1755 0.26% ©0.032%
38 6.042 1475 1478 1480 rBvV2 127 83 0.01% 0.001%
39 6.116 1500 1501 1504 rVB 235 100 0.01% 0.002%
40 6.139 1504 1508 1510 rBvV2 246 177 0.03% 0.003%
41 6.242 1526 1540 1562 rBV 266567 513463 75.48% 9.256%
42 6.531 1621 1630 1636 rVB8 2454 4134 0.61% 0.075%
43  6.599 1645 1651 1653 rBV3 1840 1938 0.28% 0.035%
44 6.682 1664 1677 1696 rBV 143765 283462 41.67% 5.110%
45 6.801 1712 1714 1716 rBvV2 288 167 ©0.02% 0.003%
46 6.856 1728 1731 1734 rVB2 117 69 0.01% 0.001%
47 6.882 1735 1739 1742 rVB2 163 130 0.02% 0.002%
48 6.914 1742 1749 1752 rBvV2 182 236 0.03% 0.004%
49 6.939 1752 1757 1760 rBV2 178 179 0.03% 0.003%
50 6.984 1768 1771 1780 rVB2 236 254 0.04% ©0.005%
51 7.055 1790 1793 1796 rBvV2 214 168 ©0.02% 0.003%
52 7.142 1818 1820 1826 rVB2 246 151 0.02% 0.003%
53 7.197 1826 1837 1840 rBV3 889 1020 0.15% ©0.018%
54 7.274 1858 1861 1864 rVB3 209 123  0.02% 0.002%
55 7.296 1865 1868 1870 rBV2 223 101 ©0.01% 0.002%
56 7.312 1870 1873 1875 rBvV2 121 67 0.01% 0.001%
57 7.357 1884 1887 1889 rBV 120 78 0.01% 0.001%
58 7.521 1933 1938 1939 rBV 202 153 0.02% 0.003%
59 7.560 1940 1950 1976 rVV 72749 134468 19.77% 2.424%
60 7.689 1986 1990 1992 rBV2 163 124 0.02% 0.002%
61 7.714 1996 1998 2000 rBV 149 81 0.01% 0.001%
62 7.743 2004 2007 2010 rBV 342 215 0.03% 0.004%
63 7.782 2017 2019 2025 rVB3 477 403 0.06% 0.007%
64 7.846 2035 2039 2041 rBV2 194 147 0.02% ©0.003%
65 7.891 2041 2053 2072 rBV 268815 469402 69.00% 8.462%
66 8.126 2123 2126 2131 rBV2 380 336 0.05% 0.006%
67 8.177 2131 2142 2159 rBV 51141 91138 13.40% 1.643%
68 8.335 2187 2191 2192 rBV 211 135 0.02% 0.002%
69 8.361 2198 2199 2205 rBV2 228 173 0.03% 0.003%
70 8.467 2227 2232 2239 rVB2 2044 2628 0.39% 0.047%
71 8.547 2247 2257 2274 rVB3 20637 34772 5.11% 0.627%
72 8.637 2274 2285 2318 rBV 187831 386954 56.88% 6.976%
73 8.865 2353 2356 2358 rBV 240 115 0.02% 0.002%
74 8.904 2366 2368 2371 rBV 293 181 ©0.03% 0.003%
75 8.984 2390 2393 2398 rVB2 276 225 0.03% 0.004%
76 9.016 2399 2403 2405 rBvV 231 187 0.03% 0.003%
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77  9.132 2436 2439 2441 rBV 117 77 0.01% 0.001%
78 9.415 2514 2527 2553 rBV 392549 680297 100.00% 12.264%
79 9.695 2608 2614 2616 rBV4 1721 1723 0.25% 0.031%
80 9.872 2666 2669 2674 rVB2 312 261 ©0.04% 0.005%
81 9.901 2674 2678 2681 rBV 274 210 0.03% 0.004%
82 9.965 2695 2698 2701 rVB 205 127 0.02% 0.002%
83 10.148 2752 2755 2757 rBV2 174 101 0.01% 0.002%
84 10.213 2772 2775 2777 rBV 235 179 0.03% 0.003%
85 10.312 2802 2806 2810 rBV3 220 177 0.03% 0.003%
86 10.412 2833 2837 2840 rBV2 160 160 0.02% 0.003%
87 10.454 2848 2850 2852 rBV 223 137 0.02% 0.002%
88 10.647 2907 2910 2913 rBV2 183 117 0.02% 0.002%
89 10.753 2931 2943 2961 rBV 257092 431939 63.49% 7.787%
90 10.978 3009 3013 3014 rBV 366 227 0.03% 0.004%
91 11.180 3072 3076 3082 rBV2 428 549 0.08% 0.010%
92 11.293 3108 3111 3117 rBV2 276 310 0.05% 0.006%
93 11.473 3164 3167 3170 rBV2 332 262 0.04% 0.005%
94 11.650 3219 3222 3225 rBV 286 200 0.03% 0.004%
95 11.685 3229 3233 3234 rBV 335 229 0.03% 0.004%
96 11.811 3260 3272 3296 rBV 421268 676030 99.37% 12.187%
97 12.190 3377 3390 3412 rBV 305913 510811 75.09% 9.208%
98 12.357 3440 3442 3443 rBV 335 148 0.02% ©0.003%
99 12.798 3576 3579 3582 rBV 211 182 0.03% 0.003%
100 12.987 3635 3638 3639 rBvV 214 100 0.01% 0.002%
Sum of corrected areas: 5547280
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71524\

: VU@59948.D

: 15 Jul 2024 13:56

: MD/SY

: P3178-06ME

: 9.60g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 15

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA .M
: VOC Analysis

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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

o

TIC: VU059948.D\data.ms

6.242
5.711

6.68
2.531

1592 4.631

5.052
2.83(9593.18280

BINTDEH Lm 58 6.6
T[T [T T T[T T T[T T[T [T T[T r[rTTi ‘!Tmﬁ‘*r\‘r“v—rﬁ’\ \\\\‘\\\\ ‘Fﬁ\‘u\r—[uu‘ T [l T

Time-->

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 6.60

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VU059948.D\data.ms

9.415 11.

B11

12.]

7.891

10.753

Time-->

0 (o ,.:1

BEL32 9.69@&&131'242!0 J\lo 9781 18[293. 4

e e e ‘ T
9.00 9.50 10.00 10.50 11. OO 11 50 12.00

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VU059948.D\data.ms

\;2.357 12.798.987

Time-->

‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMULMO70224WMA.M Tue Jul 16 15:14:15 2024

Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071524\
Data File : VU@59948.D

Acqg On : 15 Jul 2024 13:56

Operator : MD/SY

Sample : P3178-06ME

Misc : 9.60g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071524\
Data File : VU@59948.D

Acqg On : 15 Jul 2024 13:56

Operator : MD/SY

Sample : P3178-06ME

Misc : 9.60g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA .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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