LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46316.D

Acqg On : 13 Dec 2021 15:29
Operator : SY/MD

Sample : M5004-19

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46316.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 75 81 96 rVB 88976 97029 16.11% 2.063%
2 1.919 172 180 193 rVB 61173 77669 12.90% 1.652%
3 2.179 259 261 263 rVB 138 63 0.01% 0.001%
4 2.195 263 266 267 rBvV2 147 78 0.01% 0.002%
5 2.208 267 270 275 rBv2 235 245 0.04% 0.005%
6 2.260 284 286 292 rBV2 395 352 0.06% 0.007%
7 2.314 300 303 308 rBv2 374 298 0.05% 0.006%
8 2.340 308 311 313 rBV 205 135 0.02% 0.003%
9 2.414 326 334 335 rBV2 456 495 0.08% 0.011%
10 2.453 343 346 348 rBV2 253 179 0.03% 0.004%
11  2.572 371 383 413 rBV 133131 220522 36.62% 4.689%
12 2.713 424 427 431 rBV 273 236 0.04% 0.005%
13 2.874 474 477 479 rBV 278 205 0.03% 0.004%
14 2.964 502 505 508 rBv2 245 193 0.03% 0.004%
15 2.983 508 511 514 rBV 224 120 0.02% 0.003%
16 3.002 514 517 521 rVB 383 312 0.05% 0.007%
17 3.025 521 524 526 rBV2 277 179 0.03% 0.004%
18 3.044 526 530 532 rBv2 902 674 0.11% 0.014%
19 3.109 546 550 553 rBv2 267 207 0.03% 0.004%
20 3.189 572 575 577 rBV 369 226 0.04% 0.005%
21 3.228 584 587 590 rBv2 204 125 0.02% 0.003%
22 3.337 618 621 623 rBvV 283 179 0.03% 0.004%
23 3.424 646 648 651 rVB 173 88 0.01% 0.002%
24 3.449 651 656 658 rBV 262 293 0.05% 0.006%
25 3.507 671 674 677 rBV 272 207 0.03% 0.004%
26 3.771 753 756 758 rBV2 223 1706 0.03% 0.004%
27 3.916 796 801 804 rBV2 295 373 0.06% ©0.008%
28 3.990 820 824 827 rBv2 372 392 0.07% 0.008%
29 4.080 846 852 855 rBV2 334 362 0.06% 0.008%
30 4.231 895 899 906 rBvV2 286 361 ©0.06% ©0.008%
31 4.263 906 909 911 rVB 173 105 ©0.02% 0.002%
32 4.279 911 914 916 rBV 169 89 0.01% 0.002%
33 4.417 954 957 958 rBV 173 98 0.02% 0.002%
34 4.459 967 970 972 rBvV2 238 141 0.02% ©0.003%
35 4.510 984 986 990 rBV 332 314 0.05% 0.007%
36 4.575 1004 1006 1007 rBV 212 91 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46316.D

Acqg On : 13 Dec 2021 15:29
Operator : SY/MD

Sample : M5004-19

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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\SFAMULM112921WMA.M
Title : VOC Analysis
37 4.639 1012 1026 1059 rVvVv2 48824 143704 23.86%  3.056%
38 4.890 1101 1104 1108 rBvV2 289 253 0.04% 0.005%
39 4.999 1135 1138 1140 rBv2 276 187 0.03% 0.004%
40 5.067 1143 1159 1183 rBV2 104662 243191 40.38% 5.171%
41  5.433 1269 1273 1275 rBvV2 179 114 0.02% 0.002%
42 5.443 1275 1276 1278 rVB 187 45 0.01% 0.001%
43 5.469 1278 1284 1287 rBV2 410 557 0.09% 0.012%
44 5.562 1310 1313 1316 rVB 299 164 ©0.03% 0.003%
45 5.588 1316 1321 1324 rBV 357 331 0.05% 0.007%
46  5.607 1324 1327 1336 rVB2 443 545 0.09% 0.012%
47  5.645 1336 1339 1341 rBV2 248 144 0.02% ©0.003%
48 5.729 1344 1365 1385 rBv2 222179 602194 100.00% 12.805%
49 5.893 1413 1416 1423 rVB 311 359 0.06% 0.008%
50 5.925 1423 1426 1428 rBV 266 159 0.03% 0.003%
51 6.089 1474 1477 1480 rBV 185 145 0.02% ©0.003%
52 6.108 1480 1483 1487 rVV 273 203 0.03% 0.004%
53 6.131 1487 1490 1493 rVB2 302 170 0.03% 0.004%
54 6.160 1496 1499 1502 rBV2 203 148 0.02% ©0.003%
55  6.250 1515 1527 1549 rBV 182202 344057 57.13% 7.316%
56 6.530 1608 1614 1626 rvVB3 1712 3086 ©.51% 0.066%
57 6.694 1651 1665 1683 rBV 138693 265249 44.05% 5.640%
58 6.887 1722 1725 1727 rBV 235 171 0.03% 0.004%
59 6.932 1736 1739 1742 rBV 334 204 0.03% 0.004%
60 7.060 1776 1779 1782 rBV2 494 277 0.05% 0.006%
61 7.147 1801 1806 1809 rBV2 380 389 0.06% 0.008%
62 7.282 1842 1848 1851 rBV 398 385 0.06% 0.008%
63 7.301 1851 1854 1856 rBV2 316 218 0.04% ©0.005%
64 7.491 1910 1913 1914 rBV 252 144 0.02% ©0.003%
65 7.568 1925 1937 1953 rBV 73977 127944 21.25%  2.721%
66 7.899 2027 2040 2058 rBV 272592 467633 77.65% 9.944%
67 8.179 2117 2127 2144 rBV 52026 86794 14.41%  1.846%
68 8.494 2222 2225 2228 rVB 367 227 0.04% 0.005%
69 8.517 2228 2232 2235 rBV 286 288 0.05% 0.006%
70  8.636 2254 2269 2295 rBV 166633 300366 49.88% 6.387%
71  9.057 2397 2400 2401 rBV 316 186 ©0.03% 0.004%
72 9.417 2499 2512 2535 rBV 278856 468460 77.79% 9.961%
73 9.800 2628 2631 2634 rVB 401 257 0.04% 0.005%
74 10.060 2709 2712 2715 rBV 364 302 0.05% 0.006%
75 10.160 2740 2743 2749 rBV 251 309 0.05% 0.007%

76 10.758 2917 2929 2945 rBV 205082 323396 53.70% 6.877%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46316.D

Acqg On : 13 Dec 2021 15:29
Operator : SY/MD

Sample : M5004-19

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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\SFAMULM112921WMA.M
Title : VOC Analysis

77 10.893 2968 2971 2976 rVB3 783 580 0.10% 0.012%
78 11.256 3081 3084 3089 rBV 423 403 ©.07% 0.009%

79 11.812 3242 3257 3273 rBV 304318 469951 78.04%  9.993%
80 12.195 3362 3376 3394 rBV 279466 445775 74.03% 9.479%
81 13.320 3723 3726 3728 rBV 382 247 0.04%  0.005%

Sum of corrected areas: 4702716
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46316.D

Acqg On : 13 Dec 2021 15:29
Operator : SY/MD

Sample : M5004-19

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046316.D\data.ms
300000

250000
5.729

200000 6.250
150000 2572 6.69:
5.067
100000  1.601
1.919 639
50000 4
2.713. ZramReRE PR3 20 7 3,7‘@_9]@0%4@5& 4.890 6.530

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: VU046316.D\data.ms

300000 11.812
7.899 9.417 12.1

o

250000

10.758
200000

8.636
150000

100000
7.568

8.179

50000

0 6683276047287 .4 9.057 9.800 10®A60 0.893 11.256
e ‘ T L E R e 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: VU046316.D\data.ms
300000

250000

200000

150000

100000

50000

13.320
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

SFAMULM112921WMA.M Sun Dec 19 07:07:01 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46316.D

Acqg On : 13 Dec 2021 15:29
Operator : SY/MD

Sample : M5004-19

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected

>k 3k 3k >k 3k 3k >k >k 3k >k >k 3k 3k >k 3k 3k >k 3k 3k >k >k 3k >k >k 3k >k >k %k 5k >k 3k 3k >k >k 3k >k >k 3k >k >k %k >k >k 3k 3k >k >k 3k >k >k 3k >k >k >k >k >k 3k 3k >k >k 3k > %k 3k >k *k %k >k *
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46316.D

Acqg On : 13 Dec 2021 15:29
Operator : SY/MD

Sample : M5004-19

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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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