LSC Area Percent Report

@ % of largest Peak

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103024\

Data File : VU@61301.D

Acq On : 30 Oct 2024 14:43

Operator : MD/SY

Sample : P4581-18

Misc ¢ 5mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area:
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\SFAMULM102824WMA.M
Title : VOC Analysis
Signal : TIC: VUe61301.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.596 86 95 109 rBV 104725 120950 13.01% 1.695%
2 1.686 117 123 127 rBV4 1234 1521 0.16% 0.021%
3 1.798 141 158 165 rBV2 17936 39387 4.24% 0.552%
4 1.904 182 191 206 rBV 88205 119782 12.89% 1.679%
5 2.560 383 395 411 rBV 182109 298684 32.14% 4.186%
6 2.782 458 464 474 rVB3 1045 1806 0.19% 0.025%
7 2.830 474 479 483 rVB2 231 254 0.03% 0.004%
8 2.952 513 517 520 rBV 250 190 0.02% 0.003%
9 3.039 537 544 554 rVB5 1094 2109 0.23% 0.030%
10 3.091 554 560 562 rBV 181 216 0.02% 0.003%
11 3.177 579 587 599 rVB3 887 1613 0.17% 0.023%
12 3.226 599 602 607 rBV2 238 275 0.03% 0.004%
13 3.296 622 624 630 rVB2 188 182 0.02% 0.003%
14 3.689 741 746 747 rBV2 551 359 0.04% 0.005%
15 4.007 839 845 848 rVB2 211 274 0.03% 0.004%
16 4.158 889 892 897 rBV2 239 228 0.02% 0.003%
17 4.399 964 967 971 rBV 229 197 0.02% 0.003%
18 4.483 988 993 996 rBV 246 232 0.02% 0.003%
19 4.612 1024 1033 1070 rBV 80104 204496 22.00% 2.866%
20 4.872 1109 1114 1119 rBV2 360 408 0.04% 0.006%
21 4.975 1143 1146 1149 rBV 345 206 0.02% 0.003%
22 5.052 1155 1170 1197 rBV 163225 365222 39.30% 5.118%
23 5.216 1218 1221 1224 rBV 525 302 0.03% 0.004%
24 5.277 1238 1240 1246 rVB3 310 250 0.03% 0.004%
25 5.306 1246 1249 1255 rVB 353 360 0.04% 0.005%
26 5.409 1277 1281 1284 rBV 196 203 0.02% 0.003%
27 5.457 1293 1296 1299 rBV2 258 214 0.02% 0.003%
28 5.624 1343 1348 1351 rBV2 176 210 0.02% 0.003%
29 5.714 1354 1376 1402 rBV2 345467 929359 100.00% 13.025%
30 6.084 1488 1491 1493 rBvV2 266 180 0.02% 0.003%
31 6.238 1527 1539 1571 rBV 291487 573161 61.67% 8.033%
32 6.541 1622 1633 1639 rBV6 1065 2142 0.23% 0.030%
33 6.579 1643 1645 1651 rVB4 418 343 0.04% 0.005%
34 6.682 1663 1677 1696 rBV 200517 404110 43.48% 5.663%
35 6.804 1712 1715 1719 rBV4 486 365 0.04% 0.005%
36 6.917 1745 1750 1752 rBvV2 208 218 0.02% 0.003%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103024\
Data File : VU@61301.D

Acq On : 30 Oct 2024 14:43

Operator : MD/SY

Sample : P4581-18

Misc ¢ 5mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:

Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Peak Location:

Method
Title : VOC Analysis
37 6.962 1759 1764 1766 rBV 234
38 7.155 1820 1824 1832 rVB2 258
39 7.200 1832 1838 1841 rBv2 292
40 7.322 1874 1876 1882 rBvV2 212
41 7.396 1894 1899 1900 rBV 233
42 7.463 1915 1920 1926 rBvV2 178
43 7.560 1938 1950 1972 rBV 114637
44 7.824 2026 2032 2038 rBv2 201
45 7.891 2039 2053 2080 rBV 418897
46 8.084 2110 2113 2117 rBV2 306
47  8.174 2130 2141 2161 rBV 79090
48  8.415 2212 2216 2221 rBV2 234
49  8.467 2226 2232 2234 rBV 351
50 8.624 2270 2281 2316 rBV 253042
51 8.898 2364 2366 2371 rVB2 444
52 8.930 2371 2376 2379 rBV 284
53 9.052 2408 2414 2418 rBV2 180
54 9.100 2424 2429 2432 rBV 274
55 9.219 2463 2466 2470 rVB2 311
56 9.251 2470 2476 2479 rBV 336
57 9.299 2487 2491 2495 rVB 255
58 9.409 2513 2525 2560 rBV 398069
59 9.602 2583 2585 2588 rVB2 335
60 9.624 2588 2592 2595 rBvV2 388
61 9.753 2629 2632 2636 rBv2 263
62 9.782 2636 2641 2645 rVB2 207
63 9.846 2657 2661 2663 rBV 258
64 9.875 2667 2670 2678 rvVB2 332
65 9.949 2687 2693 2699 rBv2 226
66 10.055 2720 2726 2727 rBV2 230
67 10.106 2736 2742 2747 rBvV2 259
68 10.145 2748 2754 2759 rBvV2 260
69 10.483 2854 2859 2860 rBv2 209
70 10.534 2871 2875 2880 rBv2 288
71 10.634 2901 2906 2909 rBv2 231
72 10.746 2927 2941 2961 rBV 289446
73 10.881 2979 2983 2988 rvVvB2 294
74 10.939 2995 3001 3003 rBV 240
75 11.132 3057 3061 3064 rBV 195
76 11.312 3114 3117 3123 rBV 213

SFAMULM102824WMA.M Tue

Nov @5 12:18:42 2024

204
353
331
256

187
231
211902
286
748838

224
137798
199
295
495567

419
299
236
356
270

314
229
700909
183
250

261
189
237
349
288

251
357
291
204
300

241
470911
209
305
221

312

LSC Area Percent Report

[ OR R

[OIOGIGR RN S] (]

[OI)

[OIR R I OO0 ® [

OO0

5

@ % of largest Peak

100
TOP

.02%
.04%
.04%
.03%

.02%
.02%
. 80%
.03%
.58%

.02%
.83%
.02%
.03%
.32%

.05%
.03%
.03%
.04%
.03%

.03%
.02%
.42%
.02%
.03%

.03%
.02%
.03%
.04%
.03%

.03%
.04%
.03%
.02%
.03%

.03%
.67%
.02%
.03%
.02%

.03%

[OEOROEOEN [ORNO BRI ) OO WVWee (ORI N [ BRI OO NOO® [ORORORN

[OROR OO N

[

¢ Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM102824WMA.M

.003%
.005%
.005%
.004%

.003%
.003%
.970%
.004%
.495%

.003%
.931%
.003%
.004%
.945%

.006%
.004%
.003%
.005%
.004%

.004%
.003%
.823%
.003%
.004%

.004%
.003%
.003%
.005%
.004%

.004%
.005%
.004%
.003%
.004%

.003%
.600%
.003%
.004%
.003%

.004%




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103024\
Data File : VU@61301.D

Acq On : 30 Oct 2024 14:43
Operator : MD/SY

Sample : P4581-18

Misc : 5mL/MSVOA_U/WATER

ALS Vial : 11 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\SFAMULM102824WMA.M
Title : VOC Analysis
77 11.428 3150 3153 3160 rVB2 253 302 0.03% 0.004%
78 11.463 3160 3164 3166 rBV 254 219 0.02% 0.003%
79 11.560 3189 3194 3198 rVB 317 273 0.03% 0.004%
80 11.695 3234 3236 3241 rVB 245 193 0.02% 0.003%
81 11.804 3256 3270 3306 rBV 392913 652740 70.24%  9.148%
82 11.930 3306 3309 3312 rVB3 573 371 0.04% 0.005%
83 12.142 3371 3375 3376 rBV 258 199 0.02% 0.003%
84 12.184 3376 3388 3419 rVWV 371531 631893 67.99% 8.856%
85 12.389 3449 3452 3458 rVB2 288 235 0.03% 0.003%
86 12.894 3605 3609 3613 rBV 222 195 0.02% 0.003%
87 12.920 3613 3617 3620 rBV2 213 215 0.02% 0.003%
88 12.987 3634 3638 3640 rBV 231 194 0.02% 0.003%
89 13.039 3649 3654 3658 rBV2 354 397 0.04%  0.006%
90 13.974 3662 3665 3669 rVB2 264 214 0.02% 0.003%
91 13.097 3669 3672 3674 rBV 314 224 0.02% 0.003%
92 13.139 3681 3685 3686 rBvV 243 181 0.02% 0.003%
93 13.399 3762 3766 3770 rBV2 323 350 0.04% 0.005%
94 13.563 3811 3817 3818 rBV 233 239 0.03% 0.003%
95 13.756 3873 3877 3880 rBV2 272 248 0.03% 0.003%
96 13.865 3908 3911 3913 rBV 354 235 0.03% 0.003%
97 14.730 4176 4180 4183 rBV2 284 296 0.03% 0.004%
98 15.450 4401 4404 4408 rBV2 290 274 0.03% 0.004%
99 15.746 4494 4496 4497 rBV 411 182 0.02% 0.003%
100 16.019 4577 4581 4583 rBV2 562 447 0.05% 0.006%
Sum of corrected areas: 7135386
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU103024\
Data File : VU@61301.D

Acqg On : 30 Oct 2024 14:43
Operator : MD/SY

Sample : P4581-18

Misc : 5mL/MSVOA_U/WATER

ALS Vvial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM102824WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU061301.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU103024\
Data File : VU@61301.D

Acqg On : 30 Oct 2024 14:43
Operator : MD/SY

Sample : P4581-18

Misc : 5mL/MSVOA_U/WATER

ALS Vvial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM102824WMA .M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
3k 3k sk 3k sk 3k sk sk sk sk ok sk sk sk 3k sk sk sk sk sk Sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk 3k sk sk sk sk 3k sk >k sk 3k sk 3k sk 3k sk sk >k sk sk sk sk ok sk ok



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103024\
Data File : VU@61301.D

Acq On : 30 Oct 2024 14:43
Operator : MD/SY

Sample : P4581-18

Misc : 5mL/MSVOA_U/WATER

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM102824WMA.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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