Data Path

Data File : VU®59900.D

Acq On : 11 Jul 2024 10:53
Operator : MD/SY

Sample : P3201-07

Misc

ALS Vial : 8

: 5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71124\

@ % of largest Peak

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\SFAMULM@70224WMA .M
Title : VOC Analysis
Signal : TIC: VU@59900.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.595 88 95 112 rVB 100639 117406 14.30% 1.826%
2 1.907 184 192 210 rVB 83597 113118 13.78% 1.759%
3 2.560 383 395 407 rBV 163575 267003 32.52% 4.152%
4 2.956 514 518 522 rBV3 283 263 0.03% 0.004%
5 3.177 572 587 605 rBvV 17147 38889 4.74% 0.605%
6 3.261 611 613 615 rBV 98 57 0.01% 0.001%
7 3.300 623 625 629 rBV 178 141 0.02% 0.002%
8 3.406 656 658 660 rBV 99 43 0.01% 0.001%
9 3.425 660 664 667 rBV 142 128 0.02% 0.002%
10 3.480 678 681 685 rBV 122 80 0.01% 0.001%
11 3.547 699 702 703 rBV 136 76 0.01% 0.001%
12 3.640 728 731 733 rBV 104 64 0.01% 0.001%
13 3.682 741 744 747 rBV2 118 95 0.01% 0.001%
14 3.724 752 757 760 rBV2 125 138 0.02% 0.002%
15 3.743 760 763 768 rVB2 145 131 0.02% 0.002%
16 3.885 800 807 811 rBV 295 374 0.05% 0.006%
17 3.978 830 836 839 rBV2 181 218 0.03% 0.003%
18 4.052 856 859 861 rBV 101 71 0.01% 0.001%
19 4.091 868 871 873 rBV2 132 79 0.01% 0.001%
20 4.190 899 902 904 rBV2 80 48 0.01% 0.001%
21 4.216 904 910 916 rVB2 258 305 0.04% 0.005%
22 4.248 918 920 926 rVB2 68 49 0.01% 0.001%
23 4.280 927 930 937 rBv2 155 165 0.02% 0.003%
24 4.312 937 940 942 rBV 139 78 0.01% 0.001%
25 4.422 976 974 979 rBv2 185 140 0.02% 0.002%
26 4.512 998 1002 1006 rVB 349 287 0.03% 0.004%
27 4.615 1019 1034 1071 rBv2 84666 236093 28.75% 3.671%
28 5.055 1156 1171 1198 rVB 149855 331828 40.41% 5.160%
29 5.290 1238 1244 1247 rBV 138 173 0.02% 0.003%
30 5.335 1257 1258 1261 rVB2 172 59 0.01% 0.001%
31 5.383 1270 1273 1275 rBV 132 89 0.01% 0.001%
32 5.447 1287 1293 1295 rBV2 123 138 0.02% 0.002%
33 5.496 1305 1308 1310 rBV 116 71 0.01% 0.001%
34 5.528 1316 1318 1320 rBV2 136 81 0.01% 0.001%
35 5.592 1334 1338 1341 rBV2 225 206 0.03% 0.003%
36 5.717 1357 1377 1410 rBV2 301796 821125 100.00% 12.769%
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Data Path

Data File : VU®59900.D

Acq On : 11 Jul 2024 10:53
Operator : MD/SY

Sample : P3201-07

Misc

ALS Vial : 8

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : @

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

Peak separation: 5

Parameters:

: 5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 5.975 1455 1457 1460 rVB3 242
38 5.997 1460 1464 1466 rBV2 293
39 6.036 1474 1476 1478 rBV 151
40 6.055 1478 1482 1484 rVvv2 224
41 6.119 1500 1502 1505 rBv2 164
42 6.132 1505 1506 1509 rVB 246
43 6.158 1509 1514 1521 rBV3 339
44 6.190 1521 1524 1528 rBV2 164
45 6.242 1528 1540 1568 rBV 264966
46 6.531 1623 1630 1638 rVB4 1566
47 6.563 1638 1640 1644 rVB2 260
48 6.611 1652 1655 1657 rBV 200
49 6.624 1657 1659 1661 rBV 246
50 6.682 1663 1677 1702 rBV 189180
51 6.830 1720 1723 1726 rBV2 220
52 6.865 1731 1734 1735 rBV 176
53 6.894 1737 1743 1747 rBV4 1266
54 7.042 1785 1789 1792 rBV 254
55 7.097 1802 1806 1811 rVB2 258
56 7.142 1818 1820 1821 rBV 117
57 7.193 1832 1836 1837 rBV 219
58 7.412 1899 1904 1906 rBV2 115
59  7.463 1913 1920 1924 rBV2 249
60 7.499 1929 1931 1933 rBV2 156
61 7.560 1938 1950 1973 rBV 95349
62 7.717 1995 1999 2003 rBV3 272
63 7.769 2007 2015 2016 rBV 143
64 7.798 2016 2024 2034 rBV3 1005
65 7.891 2040 2053 2076 rBV 360302
66 8.139 2125 2130 2131 rBvV2 386
67 8.174 2131 2141 2159 rVWV 66670
68 8.467 2222 2232 2244 rBV2 4027
69 8.537 2250 2254 2258 rBV2 302
70 8.553 2258 2259 2260 rBV 194
71 8.592 2268 2271 2272 rBV2 186
72 8.627 2272 2282 2310 rBV 188813
73  8.785 2324 2331 2351 rVB5 10906
74 8.984 2390 2393 2395 rBV 204
75 9.084 2421 2424 2426 rBV2 139
76 9.097 2426 2428 2432 rBV2 249

SFAMULMO70224WMA.M Fri

Jul 12 16:54:14 2024

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71124\

Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071124\
Data File : VU®59900.D

Acq On : 11 Jul 2024 10:53
Operator : MD/SY

Sample : P3201-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 8 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\SFAMULM@70224WMA .M
Title : VOC Analysis
77 9.225 2465 2468 2470 rBB2 196 109 0.01% 0.002%
78 9.412 2513 2526 2556 rBV 394589 665459 81.04% 10.348%
79 9.955 2693 2695 2696 rBV 163 44 0.01% 0.001%
80 10.048 2721 2724 2725 rBV 203 120 0.01% 0.002%
81 10.097 2737 2739 2740 rBV 246 78 0.01% 0.001%
82 10.174 2758 2763 2767 rBV2 441 490 0.06% 0.008%
83 10.254 2784 2788 2790 rBV3 338 342 0.04% 0.005%
84 10.344 2812 2816 2818 rBV3 403 298 0.04% 0.005%
85 10.595 2891 2894 2900 rBV2 238 200 0.02% 0.003%
86 10.653 2909 2912 2915 rVB 258 146 0.02% 0.002%
87 10.672 2915 2918 2921 rVB2 236 148 0.02% 0.002%
88 10.749 2926 2942 2962 rBV 283641 457806 55.75% 7.119%
89 10.884 2978 2984 2996 rVB 6132 9376 1.14% 0.146%
90 11.309 3112 3116 3122 rBV2 314 423 0.05% 0.007%
91 11.531 3182 3185 3189 rBV2 388 279 0.03% 0.004%
92 11.695 3233 3236 3238 rBvV 551 370 0.05% 0.006%
93 11.807 3259 3271 3293 rBV 345612 569314 69.33% 8.853%
94 12.003 3330 3332 3335 rBV 263 177 0.02% 0.003%
95 12.064 3343 3351 3365 rBV7 5506 11954 1.46% 0.186%
96 12.187 3377 3389 3412 rBV 348634 570673 69.50% 8.874%
97 12.527 3489 3495 3505 rBV5 3950 4958 0.60% 0.077%
98 12.585 3511 3513 3518 rBV 364 182 0.02% 0.003%
99 12.765 3561 3569 3577 rBV 2926 4498 0.55% 0.070%
100 12.843 3587 3593 3601 rBV6 2165 3263 0.40% 0.051%
Sum of corrected areas: 6430608
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

LSC Report - Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue71124\
: VUB59900.D

: 11 Jul 2024 10:53

: MD/SY

: P3201-07

: 5.0mL/MSVOA_U/WATER

: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@70224WMA .M
Quant Title : VOC Analysis

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU071124\
Data File : VU@59900.D

Acqg On : 11 Jul 2024 10:53
Operator : MD/SY

Sample : P3201-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@70224WMA .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\VU071124\
Data File : VU®59900.D

Acq On : 11 Jul 2024 10:53
Operator : MD/SY

Sample : P3201-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@70224WMA .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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