LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53259.D

Acqg On : 17 Mar 2023 12:05
Operator : JC/MD

Sample : 01929-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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@31523WMA.M
Title : VOC Analysis

Signal : TIC: VU@53259.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.485 40 45 51 rBV 8434 13962 1.12% 0.205%
2 1.601 74 81 101 rVB2 679946 810164 65.21% 11.870%
3 1.909 171 177 198 rVB 75776 106298 8.56% 1.557%
4 2.565 369 381 393 rBV 141685 230676 18.57%  3.380%
5 2.758 437 441 444 rBV3 490 473 0.04% 0.007%
6 3.350 614 625 642 rVB 29417 56799 4.57% 0.832%
7 3.813 766 769 773 rVB 221 157 0.01% 0.002%
8 3.855 777 782 784 rBV2 361 294 0.02% 0.004%
9 4.025 833 835 839 rvB2 196 130 0.01% 0.002%
10 4.256 905 907 909 rBV 130 53 0.00% 0.001%
11 4.498 979 982 984 rBV 189 123  0.01% 0.002%
12 4.543 994 996 997 rBV 504 240 0.02% 0.004%
13  4.658 1008 1032 1060 rBV2 501862 1242336 100.00% 18.201%
14 4.871 1096 1098 1102 rBV 299 208 0.02% ©0.003%
15 4.938 1118 1119 1122 rVB 259 95 0.01% 0.001%
16 4.954 1122 1124 1125 rBV 120 29 0.00% 0.000%
17 5.057 1140 1156 1174 rBV2 124539 268269 21.59%  3.930%
18 5.160 1186 1188 1191 rVB 212 72 0.01% 0.001%
19 5.176 1191 1193 1197 rBV 144 136 0.01% 0.002%
20 5.633 1333 1335 1337 rVB 140 55 0.00% 0.001%
21 5.719 1341 1362 1384 rBV2 246193 668392 53.80% 9.793%
22 5.871 1406 1409 1411 rBv2 288 137 0.01% 0.002%
23 5.948 1430 1433 1436 rVB 195 93 0.01% 0.001%
24  6.157 1487 1498 1507 rBV4 2201 4586 ©0.37% 0.067%
25 6.244 1512 1525 1553 rBV 191418 359333 28.92% 5.265%
26 6.523 1609 1612 1613 rBV2 432 234 0.02% ©0.003%
27 6.565 1623 1625 1626 rBV 268 130 0.01% 0.002%
28 6.684 1649 1662 1681 rBV 156092 304442 24.51% 4.460%
29 6.774 1683 1690 1701 rVV5 2334 3610 0.29% 0.053%
30 6.916 1725 1734 1749 rBV 14386 24397 1.96% 0.357%
31 7.108 1791 1794 1796 rBV 143 89 0.01% 0.001%
32 7.153 1804 1808 1809 rBV2 383 289 0.02% 0.004%
33 7.250 1834 1838 1840 rBV 146 154 0.01% ©0.002%
34 7.375 1871 1877 1878 rBV 178 201 0.02% ©0.003%
35 7.414 1886 1889 1892 rBV 209 153 ©0.01% 0.002%

36 7.559 1923 1934 1953 rBV 89481 156972 12.64% 2.300%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53259.D

Acqg On : 17 Mar 2023 12:05
Operator : JC/MD

Sample : 01929-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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@31523WMA.M
Title : VOC Analysis
37 7.645 1959 1961 1964 rVB 198 98 0.01% 0.001%
38 7.665 1966 1967 1968 rVB 118 23 0.00% 0.000%
39 7.684 1968 1973 1974 rBV 573 411 0.03% 0.006%
40 7.761 1994 1997 1998 rBV 132 62 0.00% 0.001%
41  7.790 1999 2006 2016 rVB6 2312 3691 0.30% 0.054%
42 7.893 2025 2038 2059 rBV 314846 535728 43.12% 7.849%
43  8.025 2071 2079 2088 rBV5 1345 2058 0.17% 0.030%
44  8.173 2114 2125 2141 rBV 63132 102705 8.27% 1.505%
45  8.285 2157 2160 2161 rBV 304 1706  0.01% 0.002%
46 8.395 2190 2194 2199 rBV2 250 250 0.02% 0.004%
47  8.423 2200 2203 2206 rVB2 169 118 0.01% 0.002%
48  8.494 2222 2225 2226 rBV 183 84 0.01% 0.001%
49 8.552 2239 2243 2247 rBV 694 470 0.04% 0.007%
50 8.626 2255 2266 2295 rBV2 152592 285020 22.94% 4.176%
51 8.796 2317 2319 2322 rVB 319 163 0.01% 0.002%
52 8.845 2332 2334 2337 rBV 165 100 0.01% 0.001%
53  8.886 2344 2347 2349 rBV 148 88 0.01% 0.001%
54 8.986 2375 2378 2382 rBvV2 196 118 0.01% 0.002%
55 9.067 2400 2403 2407 rBvV2 186 129 0.01% 0.002%
56 9.134 2423 2424 2425 rBv2 110 23 0.00% 0.000%
57 9.166 2432 2434 2438 rVB 274 172 0.01% ©0.003%
58 9.186 2438 2440 2441 rBV 171 53 0.00% 0.001%
59 9.327 2482 2484 2491 rVB 194 150 0.01% 0.002%
60  9.414 2498 2511 2537 rBV 263646 435333 35.04% 6.378%
61 9.645 2580 2583 2584 rBV 148 62 0.00% 0.001%
62 9.787 2625 2627 2629 rBV 150 70 0.01% 0.001%
63 9.909 2663 2665 2668 rBV 181 99 0.01% 0.001%
64 9.960 2678 2681 2684 rBV2 187 146 0.01% ©0.002%
65 10.176 2745 2748 2752 rVB2 136 104 0.01% 0.002%
66 10.227 2761 2764 2768 rBV 295 207 0.02% 0.003%
67 10.304 2785 2788 2794 rBV 224 209 0.02% 0.003%
68 10.330 2794 2796 2799 rVB 149 41 0.00% 0.001%
69 10.349 2800 2802 2804 rBV 154 66 0.01% 0.001%
70 10.484 2842 2844 2846 rBV 195 92 0.01% 0.001%
71 10.645 2892 2894 2895 rBV 184 79 0.01% 0.001%
72 10.751 2915 2927 2944 rBV 200263 323273 26.02% 4.736%
73 11.054 3018 3021 3026 rVB 197 140 0.01% ©0.002%
74 11.140 3044 3048 3052 rBV 230 173 0.01% 0.003%
75 11.623 3196 3198 3200 rBV 158 77 0.01% 0.001%

76 11.806 3244 3255 3278 rBV 265595 422268 33.99% 6.187%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53259.D

Acqg On : 17 Mar 2023 12:05
Operator : JC/MD

Sample : 01929-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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@31523WMA.M
Title : VOC Analysis

77 12.076 3337 3339 3341 rBV3 485 235 0.02% 0.003%
78 12.189 3361 3374 3394 rBV 281380 453942 36.54% 6.651%
79 12.394 3435 3438 3440 rBV2 185 124 0.01% 0.002%
80 12.581 3494 3496 3498 rBV 175 80 0.01% 0.001%
81 12.619 3505 3508 3510 rBV 213 125 0.01% 0.002%
82 12.780 3557 3558 3560 rVB 139 29 0.00% 0.000%
83 12.999 3624 3626 3629 rVB 264 126 0.01% 0.002%
84 13.099 3654 3657 3660 rVB 175 78 0.01% 0.001%
85 13.375 3740 3743 3746 rBV 267 203 0.02% 0.003%
86 13.430 3757 3760 3763 rBV 267 164 0.01% 0.002%
87 13.472 3771 3773 3777 rVB 206 95 0.01% 0.001%
88 13.568 3800 3803 3806 rVB2 221 157 ©0.01% 0.002%
89 13.587 3806 3809 3812 rBV 222 139 0.01% 0.002%
90 13.816 3878 3880 3884 rBV2 195 136 ©0.01% 0.002%
91 13.976 3927 3930 3933 rVB 223 130 0.01% 0.002%
92 14.176 3989 3992 3995 rBV2 263 269 0.02% 0.004%
93 14.398 4058 4061 4064 rBV2 387 232  0.02% 0.003%
94 14.536 4102 4104 4110 rVB 333 196 0.02% 0.003%
95 14.719 4159 4161 4164 rBV2 335 221 0.02% ©0.003%
96 14.754 4169 4172 4176 rBV2 252 229 0.02% 0.003%
97 15.111 4281 4283 4289 rVB3 383 239 0.02% 0.004%
98 15.195 4307 4309 4311 rBV 256 142 0.01% 0.002%
99 15.295 4337 4340 4342 rBV 227 157 0.01% 0.002%

Sum of corrected areas: 6825543
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53259.D

Acqg On : 17 Mar 2023 12:05
Operator : JC/MD

Sample : 01929-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU053259.D\data.ms
1.601

600000

500000 4.658

400000
300000

5.719

200000 6.244
2.565

6.68<
5.057
100000 1.909
si J 3.350
1.4 2.758 33838.025 4.256 449 4, 16® 5.6335. 87!1486 1 662

T ¥
REEEEEEEEN RN RN R RN EER \‘\\\\‘\\\\‘\\\/\\‘\\\\‘\\\\ TTT T[T [rrrrrrT (L B I B TrrTTTIII T
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 380 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60

Abundance TIC: VU053259.D\data.ms

o

600000
500000

400000

7.893
300000 9.414 11.806 121

200000 10.751

100000

9.64h78R080 QMBERIDA8a.6 11105840 11.623 12.07
‘ T T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T

Time--> 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU053259.D\data.ms

o,

600000

500000

400000

300000

200000

100000

0 12.394925619.7802 89999 13 BFERAER 3.818.9764.1764.39853847194 15161295
T [ 1 T T T [ ‘r T T T [ T T T T [ T T T T [ T T T T [ T T T T [ T L L - L LI

Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMULM@31523WMA.M Wed Mar 22 16:59:46 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53259.D

Acqg On : 17 Mar 2023 12:05
Operator : JC/MD

Sample : 01929-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 3-Pentanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.915 3.39 ug/L 24397 1,4-Difluorobenzene 6.244

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 90
2 3-Pentanone 86 C5H100 000096-22-0 86
3 3-Pentanone 86 C5H100 000096-22-0 83
4 3-Pentanone 86 C5H100 000096-22-0 78
5 3-Pentanone 86 C5H100 000096-22-0 50
Abundance Scan 1734 (6.915 min): VU053259.D\data.ms (-1725) (-) m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53259.D

Acqg On : 17 Mar 2023 12:05
Operator : JC/MD

Sample ¢ 01929-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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|

3-Pentanone 6.915 3.4 ug/L 24397 1 6.244 359333 50.0
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