LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv052622\
Data File : VV025961.D

Acqg On : 26 May 2022 16:23
Operator : SY/MD

Sample : N3039-02

Misc : 5mL/MSVOA_V/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_ V\Method\SFAMVLMO51022WMA .M
Title : VOC Analysis

Signal : TIC: VV@25961.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 77 83 99 rVB 88222 90630 21.38% 2.919%
2 1.568 158 164 177 rVB 68208 76519 18.05% 2.465%
3 2.108 323 332 349 rVB 136172 194475 45.87% 6.265%
4  2.462 440 442 445 rBV2 434 241 0.06% ©0.008%
5 2.503 452 455 456 rBv2 798 401 0.09% 0.013%
6 2.584 479 480 482 rBV 359 144 0.03% ©0.005%
7 2.674 505 508 509 rBV 231 104 0.02% 0.003%
8 2.696 513 515 520 rVB 615 391 0.09% 0.013%
9 2.761 533 535 539 rVB3 318 199 0.05% 0.006%
10 2.777 539 540 544 rVB 308 126 0.03% 0.004%
11 2.796 544 546 549 rVB2 294 131 ©0.03% 0.004%
12 2.815 549 552 554 rBv2 390 225 0.05% 0.007%
13 3.008 605 612 615 rBv2 370 343 0.08% 0.011%
14 3.105 639 642 643 rBV 285 138 0.03% 0.004%
15 3.127 647 649 651 rBV 338 135 0.03% 0.004%
16 3.243 681 685 691 rBv2 329 399 0.09% 0.013%
17 3.458 750 752 753 rBV 286 115 ©0.03% 0.004%
18 3.516 768 770 772 rVB 262 110 0.03% 0.004%
19 3.532 772 775 778 rVB 311 255 0.06% 0.008%
20 3.555 778 782 787 rBV2 191 220 0.05% 0.007%
21 3.915 877 894 919 rBvV2 30181 115938 27.35%  3.735%
22 4.352 1015 1030 1054 rBv2 69179 177086 41.77% 5.704%
23 4.526 1082 1084 1087 rBV2 488 285 0.07% ©0.009%
24  4.642 1117 1120 1122 rVB3 233 145 0.03% 0.005%
25 4.654 1122 1124 1128 rBV2 377 233 0.05% ©0.008%
26 4.706 1137 1140 1142 rBV3 213 168 0.04% 0.005%
27 4.754 1152 1155 1160 rBV3 370 377 0.09% 0.012%
28 4.828 1174 1178 1180 rBV2 289 216 0.05% 0.007%
29 4.918 1203 1206 1209 rBv2 221 197 0.05% 0.006%
30 4.947 1212 1215 1219 rVB2 454 333 0.08% 0.011%
31  4.973 1219 1223 1224 rBV 329 232  0.05% 0.007%
32 5.050 1230 1247 1279 rBV2 162518 423936 100.00% 13.656%
33 5.265 1313 1314 1319 rVB2 378 230 0.05% 0.007%
34 5.326 1330 1333 1337 rvB3 400 264 0.06% ©0.009%
35 5.365 1341 1345 1349 rvv3 357 359 0.08% 0.012%
36 5.384 1349 1351 1354 rVB3 287 150 0.04% ©0.005%
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Data Path :

Data File : VV@25961.D

Acqg On : 26 May 2022 16:23
Operator : SY/MD

Sample : N3039-02

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:

5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 5.449 1369 1371 1373 rBV2 289
38 5.523 1392 1394 1395 rBV 279
39 5.619 1413 1424 1455 rBV 121095
40 5.851 1493 1496 1497 rBV 299
41 5.873 1501 1503 1508 rBvV 384
42 5.921 1508 1518 1529 rVBS8 3547
43 5.966 1529 1532 1537 rVB4 299
44  6.072 1552 1565 1585 rBV 89834
45  6.223 1609 1612 1613 rBvV 344
46 6.256 1620 1622 1626 rVB2 279
47  6.297 1631 1635 1637 rBvV 304
48 6.410 1664 1670 1671 rBV 457
49 6.439 1675 1679 1680 rBV 214
50 6.529 1705 1707 1710 rBvV2 241
51 6.545 1710 1712 1716 rVB2 332
52 6.728 1767 1769 1771 rBV2 314
53 6.796 1787 1790 1795 rVB2 164
54 6.831 1795 1801 1804 rBV2 230
55 6.924 1827 1830 1836 rVB2 214
56 6.992 1838 1851 1867 rBvV2 34821
57 7.185 1906 1911 1914 rBV2 409
58 7.201 1914 1916 1919 rVwv2 342
59 7.268 1933 1937 1940 rBvV2 164
60 7.317 1940 1952 1971 rBV 160186
61 7.587 2031 2036 2039 rBV3 304
62 7.629 2040 2049 2063 rBvV2 22111
63 7.834 2109 2113 2114 rBV 239
64 7.847 2114 2117 2118 rBV 183
65 7.944 2141 2147 2154 rVB4 1354
66 7.976 2154 2157 2162 rVV2 310
67 8.014 2166 2169 2172 rVB 339
68 8.063 2181 2184 2186 rBV2 249
69 8.095 2186 2194 2231 rBV 54908
70 8.429 2296 2298 2303 rBvV2 372
71 8.477 2310 2313 2315 rBV2 360
72 8.538 2329 2332 2336 rBV2 322
73 8.638 2361 2363 2366 rBV2 223
74 8.674 2369 2374 2375 rBV 328
75 8.683 2375 2377 2379 rVB 253
76 8.741 2391 2395 2397 rBV2 400
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LSC Area Percent Report
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv052622\
Data File : VV025961.D

Acqg On : 26 May 2022 16:23
Operator : SY/MD

Sample : N3039-02

Misc : 5mL/MSVOA_V/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_ V\Method\SFAMVLMO51022WMA .M
Title : VOC Analysis
77 8.780 2404 2407 2412 rBV 278 191 0.05% 0.006%
78 8.854 2419 2430 2458 rBV 185885 319915 75.46% 10.305%
79 9.162 2524 2526 2527 rVB 350 112 0.03% 0.004%
80 9.239 2546 2550 2555 rBV3 582 522 0.12% 0.017%
81 9.284 2561 2564 2566 rBV 241 141 0.03% ©0.005%
82 9.349 2581 2584 2586 rBV 334 185 0.04% 0.006%
83 9.571 2650 2653 2655 rBV2 411 238 0.06% 0.008%
84 9.696 2688 2692 2697 rVB2 324 272 0.06% ©0.009%
85 9.751 2706 2709 2714 rVB 309 266 0.06% ©0.009%
86 9.786 2716 2720 2723 rBV 288 256 0.06% ©0.008%
87 9.979 2777 2780 2784 rBV 441 292 0.07% ©0.009%
88 10.156 2833 2835 2838 rBV2 158 103 0.02% 0.003%
89 10.217 2843 2854 2873 rVV 113906 184589 43.54% 5.946%
90 10.365 2898 2900 2901 rBV 439 205 0.05% 0.007%
91 10.426 2916 2919 2921 rBV 231 125 0.03% 0.004%
92 10.847 3046 3050 3053 rBV 519 363 0.09% 0.012%
93 11.140 3139 3141 3145 rBV2 323 251 0.06% 0.008%
94 11.207 3159 3162 3164 rBV2 355 214 0.05% 0.007%
95 11.249 3164 3175 3193 rBV 168297 270270 63.75%  8.706%
96 11.426 3227 3230 3232 rBV3 711 458 0.11% 0.015%
97 11.538 3259 3265 3274 rVB6 2302 3728 0.88% 0.120%
98 11.625 3280 3292 3308 rBV 146337 241566 56.98% 7.782%
99 12.747 3639 3641 3643 rVB 478 214 0.05% 0.007%
100 13.406 3843 3846 3849 rBV 480 271 0.06% ©.009%
Sum of corrected areas: 3104323
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve52622\

: VVe25961.D

: 26 May 2022 16:23

: SY/MD

: N3039-02

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51022WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV025961.D\data.ms
5.050
150000 2108
5.619
100000 1.307 6.072
1.568 4.352
50000
3.915
0 2280P4 .CRAE24 33 65 4. 5248
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 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
Abundance TIC: VV025961.D\data.ms
8.854
11.249
7.317
150000 11.625
10.217
100000
8.095
50000
0 M 9 934499 SEM& Qﬂﬂ) 5 (16&36 10 847 1]11 1 112@
‘ ‘ ‘ ‘ =
Time--> 7.00 750 900 950 1000 1050 1100 1150 12.00
Abundance TIC: VV025961.D\data.ms
150000
100000
50000
0 12.747 13.406
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv052622\
Data File : VV@25961.D

Acqg On : 26 May 2022 16:23
Operator : SY/MD

Sample : N3039-02

Misc : 5mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51022WMA.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_V\Data\VVv052622\
Data File : VV025961.D

Acqg On : 26 May 2022 16:23
Operator : SY/MD

Sample : N3039-02

Misc : 5mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@51022WMA .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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