LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35146.D

Acqg On : 19 Apr 2023 00:34
Operator : JC/MD

Sample : 02397-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis

Signal : TIC: VX@35146.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.142 6 9 17 rVB 30373 29119 0.01% 0.004%
2 1.264 25 29 31 rBV 8202 8354 0.00% 0.001%
3 1.294 31 34 42 rW 14652 33426 0.02% 0.005%
4 1.367 42 46 54 rVB 258201 280986 ©.14% 0.039%
5 1.495 64 67 71 rVB 3889 4148 0.00% 0.001%
6 1.599 81 84 85 rBV3 1020 929 0.00% 0.000%
7 1.672 91 96 105 rBV 179571 237263 0.12% 0.033%
8 1.751 105 109 114 rVB 11219 16135 0.01% 0.002%
9 1.910 131 135 138 rVvV 7527 10669 0.01% 0.001%
10 1.959 138 143 149 rVB2 10689 16314 0.01% 0.002%
11 2.068 158 161 165 rBvV2 4194 4958 0.00% 0.001%
12 2.160 173 176 184 rVB5 4281 7712 0.00% 0.001%
13  2.306 194 200 210 rBV 448070 706832 0.36% 0.098%
14 2.385 210 213 224 rVB2 3377 8192 0.00% 0.001%
15 2.513 229 234 236 rBV3 783 1155 ©0.00% 0.000%
16 2.727 262 269 272 rBV6 2041 4859 0.00% 0.001%
17 2.782 273 278 281 rBV5S 4888 8842 0.00% 0.001%
18 2.824 281 285 290 rW 10480 17937 0.01% 0.002%
19 2.989 307 312 314 rVV4 533 804 0.00% 0.000%
20 3.099 323 330 341 rVB 14495 33040 0.02% 0.005%
21 3.336 360 369 375 rBB6 1867 3909 0.00% 0.001%
22 3.452 379 388 395 rBV 10559 24802 0.01% 0.003%
23 3.666 415 423 431 rVB7 1217 3321 0.00% 0.000%
24 3.946 464 469 476 rVB 967 2033 0.00% 0.000%
25 4.306 516 528 543 rVB 163693 469408 0.24% 0.065%
26 4.458 544 553 569 rBV 125507 370573 0.19% 0.051%
27 5.056 638 651 672 rBv2 245709 767528 ©.39% 0.106%
28 5.470 708 719 734 rW 62040 196123 ©0.10% 0.027%
29 5.623 737 744 745 rVWVe6 2461 4458 0.00% 0.001%
30 5.677 745 753 766 rVB2 12634 40328 0.02% ©0.006%
31 5.836 769 779 789 rBV6 7094 23759 0.01% 0.003%
32 5.976 789 802 803 rBV2 661376 1493757 0.76% 0.207%
33 6.049 803 814 841 rVV 16299688 46897296 23.84% 6.505%
34 6.263 843 849 856 rvw8 10171 32346 0.02% 0.004%
35 6.360 857 865 875 rVW5 11463 35363 0.02% 0.005%
36 6.458 879 881 883 rvwv3 1026 1023 0.00% 0.000%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35146.D

Acqg On : 19 Apr 2023 00:34
Operator : JC/MD

Sample : 02397-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis
37 6.482 883 885 891 rvvs 645 842 0.00% 0.000%
38 6.610 902 906 914 rvB6 2617 5361 ©.00% 0.001%
39 6.763 918 931 947 rBV 463799 1111953 0.57% 0.154%
40 7.116 984 989 996 rvB7 2314 5442 0.00% 0.001%
41  7.311 1011 1021 1028 rBV 397236 919281 0.47% 0.128%
42 7.488 1045 1050 1054 rvv4 1260 1870 0.00% 0.000%
43  7.659 1071 1078 1086 rVB2 9178 18282 0.01% 0.003%
44  7.945 1122 1125 1127 rBV2 1101 1456 0.00% 0.000%
45  8.110 1145 1152 1157 rBv4 3131 6051 ©0.00% 0.001%
46 8.323 1181 1187 1200 rBV 253845 421958 0.21% 0.059%
47  8.409 1200 1201 1202 rVV 1478 925 0.00% 0.000%
48  8.433 1202 1205 1209 rVV6 1364 2332 0.00% 0.000%
49 8.506 1211 1217 1226 rVB8 1188 4255 0.00% 0.001%
50 8.646 1234 1240 1248 rVV 1026860 1655609 0.84% 0.230%
51 8.720 1248 1252 1266 rvV 40691 69493 0.04% 0.010%
52 8.951 1284 1290 1303 rVV 186256 275322 0.14% 0.038%
53 9.274 1334 1343 1351 rBV2 11858 18287 0.01% 0.003%
54 9.390 1356 1362 1380 rBV 544063 846131 0.43% 0.117%
55 10.116 1465 1481 1484 rBV4 57254856 196725608 100.00% 27.287%
56 10.305 1509 1512 1515 rBV 11867 17235 0.01% 0.002%
57 10.646 1564 1568 1576 rvB2 9581 17000 0.01% 0.002%
58 10.762 1585 1587 1590 rBvV3 1028 1006 ©0.00% 0.000%
59 10.963 1616 1620 1625 rBvV3 3310 4502 0.00% 0.001%
60 11.091 1639 1641 1644 rVB4 1151 1164 0.00% 0.000%
61 11.122 1644 1646 1649 rVB4 979 1082 0.00% 0.000%
62 11.195 1652 1658 1671 rVvV2 728566 984674 0.50% 0.137%
63 11.311 1673 1677 1679 rVW4 1729 2307 0.00% 0.000%
64 11.365 1681 1686 1692 rVV 133810 171451 0.09% 0.024%
65 11.420 1692 1695 1697 rVv2 7409 9404 0.00% 0.001%
66 11.457 1697 1701 1708 rVWV 53475 72892 0.04% 0.010%
67 11.707 1740 1742 1745 rVB4 1360 1412 0.00% 0.000%
68 11.762 1745 1751 1756 rBV4 2235 3985 0.00% 0.001%

69 11.975 1780 1786 1792 rBV 26883642 41133427 20.91% 5.705%
70 12.067 1792 1801 1806 rVB2 60930752 136393858 69.33% 18.918%

71 12.225 1825 1827 1829 rVB2 3795 2862 0.00% 0.000%
72 12.377 1839 1852 1856 rBV3 62684010 179094292 91.04% 24.841%
73 12.707 1901 1906 1910 rVB3 11951 18613 0.01% ©0.003%
74 12.877 1929 1934 1936 rBV6 6951 10592 0.01% 0.001%

75 12.920 1936 1941 1952 rVB 384662 491863 ©0.25% 0.068%
76 13.060 1958 1964 1969 rBV 83381 157137 0.08% 0.022%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35146.D

Acqg On : 19 Apr 2023 00:34
Operator : JC/MD

Sample : 02397-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis

77 13.115 1969 1973 1980 rVB 68380 88028 0.04% 0.012%
78 13.194 1981 1986 1999 rVB 200832 268943 0.14% 0.037%
79 13.347 2009 2011 2013 rVB3 1050 975 0.00% 0.000%
80 13.383 2013 2017 2023 rBV 22684 31289 0.02% 0.004%

81 13.603 2045 2053 2058 rBV 47933498 75346041 38.30% 10.451%

82 13.780 2077 2082 2088 rVB 41762 56066 ©0.03% 0.008%
83 13.963 2106 2112 2118 rBV 20911260 28526076 14.50%  3.957%
84 14.164 2143 2145 2150 rVB5 3547 4363 ©0.00% 0.001%
85 14.316 2169 2170 2172 rBV2 1141 802 0.00% 0.000%
86 14.334 2172 2173 2175 rVWV 1751 1642 ©0.00% 0.000%
87 14.377 2175 2180 2186 rVB5 11954 22571 ©0.01% ©0.003%
88 14.487 2195 2198 2200 rBV3 827 805 0.00% 0.000%
89 14.542 2203 2207 2210 rBV4 4664 5596 ©.00% 0.001%
90 14.633 2217 2222 2230 rVB4 10374 18393 0.01% 0.003%
91 14.786 2236 2247 2254 rBV 944791 1330085 0.68% 0.184%
92 14.926 2265 2270 2273 rBV7 2510 4028 0.00% 0.001%
93 15.200 2313 2315 2316 rVVv2 1556 1405 ©0.00% 0.000%
94 15.249 2317 2323 2336 rVV 2005220 2736214 1.39% 0.380%
95 15.340 2336 2338 2340 rVV3 1790 1716 ©0.00% ©.000%
96 15.846 2419 2421 2425 rBV4 781 1097 ©.00% 0.000%
97 15.907 2428 2431 2433 rVB4 1134 1075 ©0.00% 0.000%
98 16.035 2449 2452 2454 rVB4 832 783 0.00% 0.000%
99 16.127 2466 2467 2470 rBV3 857 921 ©0.00% 0.000%
100 16.505 2524 2529 2539 rVB3 = 16682 31984 0.02% 0.004%

Sum of corrected areas: 720959815
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35146.D

Acqg On : 19 Apr 2023 00:34
Operator : JC/MD

Sample : 02397-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX035146.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35146.D

Acqg On : 19 Apr 2023 00:34
Operator : JC/MD

Sample : 02397-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (DEL) Alkane: Cyclic4.306 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,306 21.11 ug/L 469408 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 80

4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 80
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78

Abundance Scan 528 (4.306 min): VX035146.D\data.ms (-516) (-) m/z 56.10 100.00%

56.1
41.1
5000 69.1 /\
R EmamaREREs ST
‘ ‘ 84.1 4.00 4.20 4.40 4.60
0 “w“‘w“w“w“u“mh‘quuM“Hwiw“_j“_‘ m/z 41.10  52.36%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L R IR R

4.00 4.20 4.40 4.60

28.0 “ ‘ 840 m/z 69.10  44.33%
0 "‘\H"\‘1‘5‘(‘)\H‘H‘MW\“‘H\“” ‘\““H““\‘!“\“
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
41.0 400420440460
5000 m/z 55.10 26.06%
69.0
270
‘ 84.0
0 1\0\15‘0\1\‘\”‘\‘1\‘\ A
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- T e
56.0 4.00 4.20 4.40 4.60

m/z 42.10 20.90%

41.0
5000
27.0
‘ ‘ 69.0
oL 10 150 | \‘ ) 840

m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60

SFAMXLMO41823WMA.M Fri Apr 21 19:18:15 2023 Page: 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35146.D

Acqg On : 19 Apr 2023 00:34
Operator : JC/MD

Sample : 02397-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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|

(DEL) Alkane: C... 4.306 21.1 ug/L 469408 1 6.763 1111950 50.0
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