LSC Area Percent Report

@ % of largest Peak

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU112824\

Data File : VU062062.D

Acq On : 27 Nov 2024 19:30

Operator : MD/SY

Sample : VU1128WBLO1

Misc ¢ 5mL/MSVOA_U/WATER

ALS Vial : 13 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\SFAMULM112724WMA.M
Title : VOC Analysis
Signal : TIC: VU@62062.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 88 95 113 rVB 79796 91638 13.45% 1.823%
2 1.904 184 191 204 rVB 55791 74825 10.99% 1.489%
3 2.560 383 395 414 rBV 135849 222294 32.64% 4.423%
4 2.788 459 466 482 rVB 1408 2452 0.36% 0.049%
5 3.039 536 544 550 rBv4 788 1260 0.18% 0.025%
6 3.174 575 586 600 rVB4 1469 3726 0.55% 0.074%
7 3.358 635 643 650 rvVB2 601 983 0.14% 0.020%
8 3.454 670 673 677 rVB 270 222 0.03% 0.004%
9 3.534 695 698 700 rBB 252 157 0.02% 0.003%
10 3.589 713 715 718 rBV 242 149 0.02% 0.003%
11 3.631 726 728 733 rBV2 225 219 0.03% 0.004%
12 3.891 806 809 811 rBV2 235 182 0.03% 0.004%
13 3.997 838 842 845 rBV 282 250 0.04% 0.005%
14 4.039 852 855 861 rVB2 263 305 0.04% 0.006%
15 4.068 861 864 869 rBV2 266 301 0.04% 0.006%
16 4.094 869 872 875 rBV 175 144 0.02% 0.003%
17 4.165 890 894 897 rBV 278 232 0.03% 0.005%
18 4.239 915 917 920 rBV 186 143 0.02% 0.003%
19 4.457 983 985 990 rBB 146 144 0.02% 0.003%
20 4.480 991 992 997 rBB 255 200 0.03% 0.004%
21 4.554 1013 1015 1021 rBB2 233 225 0.03% 0.004%
22 4.618 1022 1035 1071 rBV 58195 159798 23.46% 3.179%
23 4.920 1127 1129 1132 rBvV2 239 189 0.03% 0.004%
24 4.994 1148 1152 1155 rBv2 386 321 0.05% 0.006%
25 5.052 1155 1170 1199 rVV 121385 272946 40.07% 5.431%
26 5.226 1222 1224 1229 rVB2 248 233 0.03% 0.005%
27 5.415 1280 1283 1287 rVV2 275 279 0.04% 0.006%
28 5.438 1287 1290 1295 rVB2 274 274 0.04% 0.005%
29 5.470 1296 1300 1303 rBB2 237 158 0.02% 0.003%
30 5.550 1322 1325 1329 rBV 158 170 0.02% 0.003%
31 5.599 1338 1340 1344 rBV2 220 147 0.02% 0.003%
32 5.714 1356 1376 1409 rBv2 247371 681095 100.00% 13.552%
33 5.968 1452 1455 1458 rBB2 261 197 0.03% 0.004%
34 6.010 1465 1468 1472 rBB2 232 177 0.03% 0.004%
35 6.036 1473 1476 1478 rBV 334 196 0.03% 0.004%
36 6.074 1486 1488 1490 rBV 303 190 0.03% 0.004%
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

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

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU112824\
: VU@62062.D

: 27 Nov 2024 19:30

: MD/SY

: VU1128WBLO1

Parameters:

RTE
OFF

: 1

0.2
(]

: 5mL/MSVOA_U/WATER
. 13

Sample Multiplier: 1

LSCINT.P

Peak separation: 5

Method
Title
37 6.129
38 6.181
39 6.238
40 6.534
41 6.602
42 6.631
43 6.679
44  6.795
45 6.827
46 6.885
47 6.910
48 6.984
49 7.094
50 7.203
51 7.271
52 7.338
53 7.370
54 7.418
55 7.489
56 7.557
57 7.750
58 7.769
59 7.801
60 7.836
61 7 .888
62 8.171
63 8.306
64 8.373
65 8.457
66 8.489
67 8.544
68 8.627
69 8.853
70 8.962
71 9.164
72 9.235
73 9.287
74 9.409
75 9.653
76 9.682

SFAMULM112724WMA.M Mon

1503
1517
1527
1623

1649
1657
1664
1711
1720

1737
1745
1769
1803
1836

1856
1877
1889
1902
1925

1938
2006
2012
2021
2034

2040
2130
2181
2198
2226

2237
2252
2272
2350
2382

2447
2468
2483
2513
2596

2607

Analysis

1505 1508 rBB 270
1521 1523 rBV 292
1539 1563 rBV 193970
1631 1642 rBB7 1533
1652 1654 rBV2 255
1661 1663 rBV 265
1676 1703 rVV 151329
1712 1715 rVB 331
1722 1726 rVB2 518
1740 1741 rBV2 247
1748 1752 rBvV 254
1771 1774 rBB2 261
1805 1807 rBv 247
1839 1845 rBvV2 167
1860 1862 rBvV2 294
1881 1885 rvv2 286
1891 1896 rBv 238
1906 1908 rBv2 148
1928 1932 rBB2 275
1949 1972 rBV 83548
2009 2012 rBB2 248
2015 2018 rBv2 253
2025 2028 rBv2 356
2036 2040 rvB2 250
2052 2075 rBV 296703
2140 2163 rBV2 56298
2182 2184 rBV2 325
2203 2205 rBV2 261
2229 2232 rBV 168
2239 2242 rBV 249
2256 2257 rBV2 430
2282 2313 rBV2 170512
2352 2355 rBV 384
2386 2389 rBV 321
2449 2455 rVvVv2 202
2471 2476 rBV 195
2487 2490 rBV 340
2525 2552 rBV 265066
2601 2605 rBV 207
2610 2611 rBV 385
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Filtering:
Min Area:
Max Peaks:
Peak Location:

164
243
376070
2472

212
241
298879
150
334
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162
146
190
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152487
161
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55.
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU112824\
Data File : VU062062.D

Acq On : 27 Nov 2024 19:30
Operator : MD/SY

Sample : VU1128WBLO1

Misc : 5mL/MSVOA_U/WATER

ALS Vial : 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\SFAMULM112724WMA.M
Title : VOC Analysis
77 9.750 2628 2631 2633 rBV 247 159 0.02% 0.003%
78 9.791 2641 2644 2649 rVB2 266 267 0.04% 0.005%
79 9.814 2649 2651 2655 rBV 141 152 0.02% 0.003%
80 9.926 2683 2686 2690 rBV2 186 172 0.03% 0.003%
81 10.023 2712 2716 2720 rBV2 283 310 0.05% 0.006%
82 10.097 2736 2739 2745 rBV 591 621 0.09% 0.012%
83 10.174 2759 2763 2767 rBV2 192 150 0.02% 0.003%
84 10.746 2928 2941 2959 rBV 219481 356409 52.33% 7.091%
85 10.942 2996 3002 3004 rBV2 178 169 0.02% 0.003%
86 11.158 3066 3069 3072 rBV2 179 159 0.02% 0.003%
87 11.306 3107 3115 3119 rBV2 227 356 0.05% 0.007%
88 11.460 3159 3163 3164 rBV2 558 312 0.05% 0.006%
89 11.589 3199 3203 3207 rBV2 186 194 0.03% 0.004%
90 11.627 3213 3215 3219 rBV 286 235 0.03% 0.005%
91 11.746 3246 3252 3258 rVB3 1723 1942 0.29% 0.039%
92 11.804 3258 3270 3301 rBV 243118 406352 59.66% 8.085%
93 12.000 3327 3331 3335 rBvV2 353 319 0.05% 0.006%
94 12.184 3376 3388 3422 rVW 279003 466248 68.46% 9.277%
95 13.229 3706 3713 3718 rBV3 1269 1570 0.23% 0.031%
96 13.405 3765 3768 3771 rBV 234 194 0.03% 0.004%
97 13.820 3892 3897 3900 rVB 268 249 0.04% 0.005%
98 13.849 3900 3906 3907 rBV2 1892 1404 0.21% ©0.028%
99 14.521 4113 4115 4122 rBV2 268 203 0.03% 0.004%
100 14.576 4129 4132 4134 rBV 266 165 0.02% 0.003%
Sum of corrected areas: 5025951
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU112824\
Data File : VU062062.D

Acqg On : 27 Nov 2024 19:30
Operator : MD/SY

Sample : VU1128wWBLO1

Misc : 5mL/MSVOA_U/WATER

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112724WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU062062.D\data.ms
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100000
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ol _2.788 3.030174.3585E5691 3.53P0HY AEEHA\  4.929D4 5.22 EHEE _ShaEm281 6.6
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 TIC: VU062062.D\data.ms
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Time--> 7.00 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU062062.D\data.ms
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Time-->

SFAMULM112724WMA.M Mon Dec @2 15:06:45 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU112824\
Data File : VU062062.D

Acqg On : 27 Nov 2024 19:30
Operator : MD/SY

Sample : VU1128wWBLO1

Misc : 5mL/MSVOA_U/WATER

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112724WMA .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\VvU112824\
Data File : VU062062.D

Acq On : 27 Nov 2024 19:30
Operator : MD/SY

Sample : VU1128WBLO1

Misc : 5mL/MSVOA_U/WATER

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112724WMA.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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