LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52824\
Data File : VU@59032.D

Acqg On : 28 May 2024 16:05

Operator : MD/SY

Sample : P2568-18MERE

Misc : 3.70g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 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\SFAMULMO52324WMA .M
Title : VOC Analysis

Signal : TIC: VU@59032.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.480 53 59 65 rBvV2 5375 5967 0.54% 0.074%
2 1.592 86 94 120 rVB 98926 160907 14.60% 1.997%
3 1.872 135 181 199 rBv2 155013 794887 72.14% 9.867%
4 2.531 375 386 402 rBV 215043 352069 31.95% 4.370%
5 3.026 530 540 552 rvB3 5310 10242 0.93% 0.127%
6 3.168 569 584 603 rBV2 10416 27946  2.54% 0.347%
7 3.268 612 615 619 rBvV3 583 474 0.04%  0.006%
8 3.467 674 677 680 rBV 279 194 0.02% 0.002%
9 3.669 734 740 747 rVB4 843 1279 0.12% 0.016%
106 3.952 825 828 831 rBV2 267 214 0.02% ©0.003%
11 4.065 857 863 865 rBv2 201 191 0.02% 0.002%
12 4,255 919 922 926 rVB2 255 192 0.02% 0.002%
13 4.358 951 954 958 rBV2 182 173  0.02% 0.002%
14  4.534 1004 1009 1011 rBV2 186 205 0.02% 0.003%
15 4.579 1017 1023 1025 rBV 186 194 0.02% 0.002%
16 4.621 1025 1036 1069 rBvV 89146 276918 25.13% 3.438%
17 4.972 1143 1145 1151 rVB3 343 256 0.02% ©0.003%
18 5.049 1151 1169 1196 rBV 184005 419072 38.03% 5.202%
19 5.325 1252 1255 1261 rVB2 206 179 0.02% 0.002%
20 5.406 1273 1280 1283 rBV2 287 307 0.03% 0.004%
21 5.608 1340 1343 1346 rBV2 360 238 0.02% 0.003%
22 5.711 1354 1375 1397 rBV2 418261 1101872 100.00% 13.678%
23 5.898 1430 1433 1438 rVB3 302 272 0.02% ©0.003%
24  5.975 1448 1457 1465 rVv7 2202 4482 0.41% 0.056%
25 6.017 1468 1470 1472 rVWV 417 249 0.02% 0.003%
26 6.238 1525 1539 1568 rBV 207347 410339 37.24% 5.094%
27 6.367 1577 1579 1582 rVB2 379 188 ©0.02% 0.002%
28 6.383 1582 1584 1590 rVB2 275 251 0.02% 0.003%
29 6.428 1595 1598 1601 rVB2 331 214 0.02% 0.003%
30 6.525 1619 1628 1639 rBvV8 4624 9387 0.85% 0.117%
31 6.595 1639 1650 1658 rBvV3 2871 5695 ©.52% 0.971%
32 6.682 1663 1677 1710 rVV 244667 506247 45.94% 6.284%
33 6.801 1710 1714 1725 rVB5 730 1069 0.10% 0.013%
34  6.907 1743 1747 1749 rBV 306 192 0.02% 0.002%
35 6.923 1749 1752 1757 rVB2 360 291 0.03% 0.004%
36 7.165 1823 1827 1830 rBvV2 207 178 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52824\
Data File : VU@59032.D

Acqg On : 28 May 2024 16:05

Operator : MD/SY

Sample : P2568-18MERE

Misc : 3.70g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 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\SFAMULMO52324WMA .M
Title : VOC Analysis
37 7.213 1831 1842 1850 rBV6 1650 2326 0.21% 0.029%
38 7.283 1861 1864 1866 rVB 381 185 0.02% 0.002%
39 7.300 1866 1869 1872 rBV 245 196 0.02% 0.002%
40 7.431 1905 1910 1914 rBvV2 182 188 0.02% 0.002%
41  7.557 1938 1949 1976 rVV 120942 231758 21.03% 2.877%
42 7.656 1977 1980 1983 rVvVv2 342 281 0.03% 0.003%
43 7.685 1986 1989 1990 rWV 247 179 0.02% 0.002%
44  7.711 1993 1997 2001 rVB2 431 362 ©0.03% 0.004%
45  7.891 2040 2053 2074 rBV 463046 816931 74.14% 10.141%
46  8.058 2100 2105 2112 rVB3 586 848 0.08% 0.011%
47  8.174 2130 2141 2163 rVWV 82299 153430 13.92%  1.905%
48  8.267 2168 2170 2173 rVB2 512 282 0.03% 0.004%
49 8.319 2178 2186 2190 rBV2 267 400 0.04% 0.005%
50  8.348 2190 2195 2199 rVB2 525 566 ©0.05% 0.007%
51 8.367 2199 2201 2204 rBV 419 249 0.02% 0.003%
52 8.534 2248 2253 2256 rBV 277 255 0.02% 0.003%
53 8.570 2262 2264 2270 rVB2 287 228 0.02% 0.003%
54  8.644 2270 2287 2319 rBV 221721 586139 53.19% 7.276%
55  8.843 2347 2349 2354 rVB4 338 212  0.02% ©0.003%
56 8.920 2369 2373 2374 rBV 261 188 0.02% 0.002%
57 9.177 2449 2453 2457 rVB2 242 225 0.02% ©0.003%
58 9.354 2503 2508 2512 rvv2 385 384 0.03% 0.005%
59 9.412 2514 2526 2555 rW 285249 514929 46.73% 6.392%
60 9.608 2582 2587 2591 rVB 314 294 0.03% 0.004%
61 9.701 2607 2616 2622 rBV 1905 2748 0.25% 0.034%
62 9.833 2654 2657 2663 rVB2 276 298 0.03% 0.004%
63 10.081 2730 2734 2736 rBV2 220 180 0.02% 0.002%
64 10.110 2736 2743 2750 rVB2 455 761 0.07% ©0.009%
65 10.325 2805 2810 2812 rBV 217 195 0.02% 0.002%
66 10.370 2820 2824 2828 rVB 349 279 0.03% 0.003%
67 10.492 2859 2862 2867 rVB2 198 192 0.02% 0.002%
68 10.566 2880 2885 2888 rBV2 271 228 0.02% 0.003%
69 10.756 2930 2944 2964 rVV 335793 570184 51.75% 7.078%
70 10.836 2967 2969 2973 rVV3 502 463 0.04% 0.006%
71 10.891 2981 2986 2989 rVB3 346 366 0.03% 0.005%
72 10.971 3007 3011 3014 rBV2 223 212 0.02% 0.003%
73 11.068 3039 3041 3046 rVB2 310 240 0.02% ©0.003%
74 11.119 3054 3057 3061 rVB3 602 420 0.04% 0.005%
75 11.216 3083 3087 3090 rBV2 223 190 0.02% 0.002%
76 11.261 3098 3101 3104 rBV2 338 242 0.02% ©0.003%
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77 11.354 3125 3130 3133 rBV2 184 223  0.02% ©0.003%
78 11.582 3197 3201 3203 rBV2 249 190 0.02% 0.002%
79 11.811 3260 3272 3294 rBV 260826 415871 37.74% 5.162%
80 11.978 3321 3324 3330 rVB2 474 397 0.04% 0.005%
81 12.013 3331 3335 3337 rBV 418 245 0.02% ©0.003%
82 12.058 3345 3349 3354 rVB2 326 370 0.03% 0.005%
83 12.190 3377 3390 3418 rBV 390840 651642 59.14%  8.089%
84 12.405 3455 3457 3462 rVB2 419 254 0.02% ©0.003%
85 12.798 3574 3579 3582 rBV2 372 404 0.04% 0.005%
86 12.901 3608 3611 3615 rBV 411 243  0.02% 0.003%
87 13.077 3663 3666 3669 rBV 273 188 0.02% 0.002%
88 13.203 3701 3705 3709 rBV2 308 365 ©0.03% 0.005%
89 13.261 3717 3723 3726 rBV2 248 314 0.03% 0.004%
90 13.820 3895 3897 3900 rBV2 305 175 0.02% 0.002%
91 13.881 3913 3916 3921 rVB 285 231 0.02% 0.003%
92 14.003 3951 3954 3956 rBV2 538 255 0.02% 0.003%
93 14.367 4064 4067 4071 rVB 373 327 0.03% 0.004%
94 14.492 4103 4106 4110 rBV 467 350 0.03% 0.004%
95 14.556 4123 4126 4129 rBV 409 331 0.03% 0.004%
96 14.936 4242 4244 4246 rBV2 415 274 0.02% 0.003%
97 15.061 4280 4283 4287 rVB2 476 329 0.03% 0.004%
98 16.007 4575 4577 4580 rVB2 577 259 0.02% 0.003%
99 16.193 4633 4635 4640 rBV3 478 290 0.03% 0.004%
100 16.569 4748 4752 4754 rBV3 994 945 0.09% 0.012%
Sum of corrected areas: 8055735
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe52824\

: VU@59032.D

: 28 May 2024 16:05

: MD/SY

: P2568-18MERE

: 3.70g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 16

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52324WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

300000

200000

100000

TIC: VU059032.D\data.ms

5.711

6.68

2.531 6.238

5.049
1.872

1.592 4621

1.480

3.08168653 1673.669 3.95D651.268586329. 4.972  5.528065.608 | 5.56057 | GaEBEZHS

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

Time-->
Abundance TIC: VU059032.D\data.ms
7.891
400000 121
10.756
300000 9.412
11.811
8.644
200000
7.557
100000 8.174
O.aﬁm 7. FERRA3 8.05A 8.84%0 9.179.3 9.6D$@183311DOEmm(3393561 AR BRIIZG354 1.582 HMJK
—— 7 e e e e e B e e e e — T
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: VU059032.D\data.ms
400000
300000
200000
100000
0k\12.405 12172808.032261 133281003 14.3@4A%56  14.936061 16.006.193 16.569
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

SFAMULM@52324WMA.M Tue Jun 04 04:37:40 2024

Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52824\
Data File : VU@59032.D

Acqg On : 28 May 2024 16:05

Operator : MD/SY

Sample : P2568-18MERE

Misc : 3.70g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52324WMA.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\VU@52824\
Data File : VU@59032.D

Acqg On : 28 May 2024 16:05

Operator : MD/SY

Sample : P2568-18MERE

Misc : 3.70g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52324WMA.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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