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Smoothing :
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Start Thrs:
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If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title
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. 19

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40323\

: VU@53526.D
: 03 Apr 2023 17:38

JC/MD

. 02158-22

5.0mL/MSVOA_U/WATER

Sample Multiplier: 1
Parameters: LSCINT.P
RTE
OFF Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5

: TIC: VU@53526.D\data.ms

5

0 % of largest Peak

100
TOP

peak R.T. first max last PK peak corr. corr.
# min  scan scan scan TY height area % max
1 1.597 73 80 95 rVB 131163 147116 16.00%
2 1.909 169 177 195 rVB 100669 141311 15.37%
3 2.562 369 380 394 rBV 186390 308260 33.52%
4 3.041 522 529 537 rBV3 1365 2528 0.27%
5 3.343 620 623 629 rBv2 336 444  0.05%
6 3.440 651 653 657 rVB2 270 123 0.01%
7 3.629 710 712 717 rBV 218 139 0.02%
8 3.9066 797 798 800 rBvV 148 57 0.01%
9 3.999 824 827 828 rBV 188 87 0.01%
10 4.047 838 842 845 rVB 257 158 0.02%
11  4.247 901 904 907 rBV 155 119 0.01%
12 4.388 945 948 950 rBvV 243 158 0.02%
13 4.427 958 960 963 rBvV 178 109 0.01%
14 4.613 1006 1018 1050 rBV 77289 187913 20.44%
15 4.960 1124 1126 1127 rBV 176 70  0.01%
16 5.057 1140 1156 1174 rBV 170529 376242 40.92%
17 5.382 1254 1257 1259 rVB 170 72 0.01%
18 5.391 1259 1260 1263 rVB 145 35 0.00%
19 5.407 1263 1265 1267 rBV 176 88 0.01%
20 5.423 1267 1270 1272 rVWV 218 100 0.01%
21 5.472 1280 1285 1290 rBV2 278 299 0.03%
22 5.504 1291 1295 1297 rBV 220 175 0.02%
23 5.529 1301 1303 1305 rBV 171 88 0.01%
24 5.626 1332 1333 1336 rBV 124 44  0.00%
25 5.719 1341 1362 1385 rBv2 337258 919517 100.00%
26 5.886 1412 1414 1415 rBV2 493 162 0.02%
27 5.944 1430 1432 1437 rBV3 209 142 0.02%
28 5.999 1446 1449 1451 rBV 205 113  0.01%
29 6.031 1455 1459 1460 rBvV2 353 247 0.03%
30 6.131 1489 1490 1493 rBV 142 41 0.00%
31 6.153 1494 1497 1502 rVB 315 245  0.03%
32 6.243 1512 1525 1545 rBV 299097 573150 62.33%
33 6.484 1597 1600 1601 rBV 167 74  0.01%
34 6.529 1605 1614 1624 rVB6 4289 8356 0.91%
35 6.684 1649 1662 1682 rBvV 207177 404668 44.01%
36 6.980 1752 1754 1755 rBV 178 81 0.01%
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: Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@33123WMA.M
: VOC Analysis




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40323\
Data File : VU@53526.D

Acqg On : 03 Apr 2023 17:38
Operator : JC/MD

Sample : 02158-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 19 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@33123WMA.M
Title : VOC Analysis
37 7.021 1763 1767 1772 rBV2 335 267 0.03% 0.004%
38 7.082 1783 1786 1790 rBV 192 226 0.02% 0.003%
39 7.137 1798 1803 1807 rBV 360 383 0.04% 0.005%
40 7.160 1807 1810 1812 rBV2 274 192 0.02% 0.003%
41  7.246 1835 1837 1838 rBvV2 168 77 0.01% 0.001%
42 7.269 1842 1844 1847 rBV 153 79 0.01% 0.001%
43 7.562 1922 1935 1960 rBV 123587 216862 23.58% 2.970%
44  7.726 1984 1986 1989 rBV 217 80 0.01% 0.001%
45  7.796 2005 2008 2009 rBvV2 355 189 ©0.02% 0.003%
46  7.893 2025 2038 2064 rBV 437039 768538 83.58% 10.524%
47  8.176 2113 2126 2140 rBV 86799 144702 15.74%  1.982%
48  8.279 2155 2158 2161 rBvV2 265 176 0.02% 0.002%
49 8.385 2189 2191 2197 rBV 136 94 0.01% 0.001%
50 8.410 2197 2199 2201 rBV 127 55 0.01% 0.001%
51 8.446 2208 2210 2213 rBvV2 362 303 0.03% 0.004%
52 8.549 2239 2242 2243 rBV2 435 202 0.02% 0.003%
53 8.626 2255 2266 2301 rBV 235012 429399 46.70% 5.880%
54  8.835 2329 2331 2334 rBV2 199 115 0.01% 0.002%
55 8.870 2339 2342 2344 rVB 421 217 0.02% 0.003%
56 8.886 2344 2347 2349 rBV 186 97 0.01% 0.001%
57 8.899 2349 2351 2353 rBV 152 83 0.01% 0.001%
58 8.967 2369 2372 2377 rBV2 204 145 0.02% 0.002%
59 9.153 2426 2430 2431 rBV 145 97 0.01% 0.001%
60 9.414 2498 2511 2538 rBvV 422475 689382 74.97% 9.440%
61 9.594 2565 2567 2568 rBV 122 30 0.00% 0.000%
62 9.619 2572 2575 2577 rBV 177 88 0.01% 0.001%
63 9.632 2577 2579 2581 rBv2 276 134 0.01% 0.002%
64 9.690 2594 2597 2600 rBV2 368 228 0.02% ©0.003%
65 9.725 2605 2608 2610 rBV2 241 158 0.02% 0.002%
66 10.008 2693 2696 2698 rBV2 232 151 0.02% 0.002%
67 10.047 2706 2708 2711 rVB 284 133  0.01% 0.002%
68 10.124 2730 2732 2733 rBV 219 70 0.01% 0.001%
69 10.278 2777 2780 2782 rBV2 182 108 0.01% 0.001%
70 10.481 2841 2843 2846 rBV 223 91 0.01% 0.001%
71 10.677 2902 2904 2906 rBV 174 66 0.01% 0.001%
72 10.751 2914 2927 2949 rBV 302292 486898 52.95% 6.668%
73 10.889 2966 2970 2977 rVB2 576 688 0.07% 0.009%
74 11.205 3066 3068 3069 rBV2 216 85 0.01% 0.001%
75 11.314 3100 3102 3104 rBvV2 169 95 0.01% 0.001%
76 11.758 3236 3240 3243 rBV2 307 260 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40323\
Data File : VU@53526.D

Acqg On : 03 Apr 2023 17:38
Operator : JC/MD

Sample : 02158-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 19 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@33123WMA.M
Title : VOC Analysis

77 11.809 3243 3256 3279 rBV 470788 742823 80.78% 10.172%
78 12.188 3361 3374 3400 rBV 455401 745092 81.03% 10.203%

79 12.751 3547 3549 3552 rBV 214 86 0.01% 0.001%

80 12.954 3607 3612 3613 rBV 368 285 0.03% 0.004%

81 13.127 3664 3666 3679 rVB 497 241 0.03% 0.003%

82 13.548 3795 3797 3799 rBV 381 206 0.02% 0.003%
Sum of corrected areas: 7302507
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040323\
Data File : VU@53526.D

Acqg On : 03 Apr 2023 17:38
Operator : JC/MD

Sample : 02158-22

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU053526.D\data.ms
400000
5.719
300000 6.243
200000 2.562 6.054
' 5.057
1.597
1.909
100000 4.613
3.041 3.3134(8.629 3. 93299974 24%&87 I 661529
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\T\W\W —V_Y_Y—r\ ‘\\ ‘T\T—VTT\\\ /"’W_Y_T\—‘\\ 1
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 4.20 440 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 640 660
Abundance TIC: VU053526.D\data.ms
11.809 12.1
7.893 9414
400000
300000 10.751
8.626
200000
7.562
100000 8.176
GEBHBME& 7.7@6 .2P3BES S . JEEBPP5 1000047°d.2780.4810.6 0 889 11 21)514 11.
0 T "7T T T ‘ T T T T "—V> n _T__V_"‘T_Y‘-T—F—‘r_!“ ‘ T L T ‘ 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: VU053526.D\data.ms
400000
300000
200000
100000
0 12.7512.938.127 13.548
';Y_Y—'—Y—Yi‘Y—fj—r 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU040323\
Data File : VU@53526.D

Acqg On : 03 Apr 2023 17:38
Operator : JC/MD

Sample : 02158-22

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
sk 3k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@40323\
Data File : VU@53526.D

Acqg On : 03 Apr 2023 17:38
Operator : JC/MD

Sample : 02158-22

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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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