LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41023\
Data File : VU@53611.D

Acqg On : 10 Apr 2023 11:39
Operator : JC/MD

Sample : 02251-08

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@33123WMA.M
Title : VOC Analysis

Signal : TIC: VU@53611.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 96 rVB 122598 140050 ©0.05% 0.013%
2 1.713 114 116 118 rBV 922 472 0.00% 0.000%
3 1.909 169 177 195 rVB 96615 135546 ©0.05% 0.013%
4  2.247 279 282 285 rBvV3 931 867 0.00% 0.000%
5 2.565 369 381 397 rBV3 209788 382872 ©0.15% 0.037%
6 2.748 430 438 446 rBvV4 1366 2178 0.00% 0.000%
7 2.954 497 502 506 rBv2 417 436 0.00% 0.000%
8 3.041 519 529 543 rBV3 6538 12218 ©0.00% 0.001%
9 3.134 549 558 572 rVB3 5998 11464 0.00% 0.001%
106 3.356 620 627 631 rBv4 1250 1831 0.00% 0.000%
11 3.398 636 640 643 rBv2 283 240 0.00% 0.000%
12 3.436 650 652 657 rvB2 350 271 0.00% 0.000%
13 3.504 665 673 676 rBv2 351 353 0.00% ©0.000%
14 3.552 682 688 690 rBv2 233 242 0.00% ©0.000%
15 3.691 727 731 732 rBV 671 476 0.00% 0.000%
16 3.861 779 784 795 rBV3 662 1045 0.00% 0.000%
17 4.530 974 992 1007 rBV2 35204 87338 0.03% 0.008%
18 4.613 1007 1018 1045 rVV 67373 162664 ©0.06% 0.016%
19 5.080 1140 1163 1191 rBV 1698356 3999501 1.55% 0.385%
20 5.385 1245 1258 1274 rVB3 21368 48448 0.02% ©0.005%
21 5.452 1276 1279 1287 rVB3 653 483 0.00% 0.000%
22 5.526 1291 1302 1311 rVB4 2397 5030 0.00% 0.000%
23 5.594 1319 1323 1327 rVB4 873 665 0.00% ©0.000%
24  5.623 1327 1332 1334 rBV5S 753 718 0.00% ©0.000%
25 5.790 1342 1384 1412 rBV3 58053887 150748547 58.36% 14.496%
26 6.243 1514 1525 1545 rVB 327340 611781 0.24% 0.059%
27 6.536 1602 1616 1632 rVB6 35246 76587 0.03% 0.007%
28 6.687 1649 1663 1678 rBV 206722 407484 0.16% 0.039%
29 6.980 1743 1754 1763 rBV6 3226 5918 0.00% 0.001%
30 7.102 1781 1792 1804 rVV3 11998 21180 0.01% 0.002%
31 7.186 1813 1818 1828 rVB4 1488 2295 0.00% 0.000%
32 7.327 1854 1862 1867 rBV3 461 715 0.00% 0.000%
33 7.404 1879 1886 1895 rVB6 2715 4393 0.00% 0.000%
34 7.440 1895 1897 1901 rBvV2 322 229 0.00% ©0.000%
35  7.497 1912 1915 1921 rVvB3 367 330 0.00% 0.000%

36 7.562 1922 1935 1953 rBV = 122967 213353 0.08% 0.021%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41023\
Data File : VU@53611.D

Acqg On : 10 Apr 2023 11:39
Operator : JC/MD

Sample : 02251-08

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@33123WMA.M
Title : VOC Analysis
37 7.687 1969 1974 1981 rVvV5 893 994 0.00% 0.000%
38 7.716 1981 1983 1991 rVvB3 567 361 ©0.00% 0.000%
39 7.896 2025 2039 2053 rVvVv 434320 760435 0.29% 0.073%
40  7.964 2055 2060 2076 rVV4 16868 30336 0.01% 0.003%
41  8.922 2076 2078 2082 rVV2 664 542 0.00% 0.000%
42 8.047 2082 2086 2087 rVV3 588 504 0.00% 0.000%
43  8.073 2091 2094 2098 rVV3 373 321 0.00% ©0.000%
44  8.095 2098 2101 2103 rVB2 384 229 0.00% ©0.000%
45  8.176 2114 2126 2150 rBvV2 85136 143746 0.06% 0.014%
46  8.301 2163 2165 2169 rVB2 314 248 0.00% ©0.000%
47  8.324 2169 2172 2174 rBV2 448 289 0.00% ©0.000%
48  8.459 2209 2214 2216 rBV 902 683 0.00% 0.000%
49 8.549 2233 2242 2254 rBV3 23739 39311 0.02% 0.004%
50 8.629 2254 2267 2297 rBV 221125 408609 0.16% 0.039%
51 8.767 2307 2310 2312 rBV2 353 264 0.00% ©0.000%
52 8.803 2312 2321 2332 rVB3 5679 9557 0.00% 0.001%
53 9.160 2429 2432 2440 rBV3 460 558 0.00% 0.000%
54  9.472 2499 2529 2579 rBV4 80279545 214413314 83.01% 20.619%
55 10.105 2720 2726 2735 rVB7 2169 3656 0.00% 0.000%
56 10.211 2757 2759 2763 rBV3 516 411 0.00% 0.000%
57 10.288 2774 2783 2794 rVWW2 14365 24347 0.01% 0.002%
58 10.337 2794 2798 2801 rVB4 653 499 0.00% 0.000%
59 10.407 2818 2820 2823 rBv2 351 228 0.00% 0.000%
60 10.481 2835 2843 2853 rBVS8 1463 2672 0.00% 0.000%
61 10.591 2873 2877 2879 rBV2 427 281 0.00% ©0.000%
62 10.629 2885 2889 2898 rVB7 1329 1794 0.00% 0.000%
63 10.665 2898 2900 2903 rBV2 490 299 0.00% ©0.000%
64 10.751 2915 2927 2933 rBV 307520 550193 ©0.21% 0.053%
65 10.883 2966 2968 2970 rVV 732 465 0.00% 0.000%
66 10.909 2974 2976 2980 rVB4 734 461 0.00% 0.000%
67 10.941 2980 2986 2988 rBV4 508 446 0.00% 0.000%
68 10.983 2989 2999 3010 rBV 60103 98129 0.04% 0.009%
69 11.050 3016 3020 3025 rBV6 1713 1483 0.00% 0.000%
70 11.099 3025 3035 3050 rVB2 31607 52184 0.02% 0.005%
71 11.195 3061 3065 3069 rBV 327 312 0.00% 0.000%
72 11.250 3077 3082 3085 rBV2 338 286 0.00% 0.000%
73 11.455 3142 3146 3147 rVVv2 1035 606 0.00% ©0.000%
74 11.475 3148 3152 3160 rVB3 2039 2415 0.00% 0.000%
75 11.642 3201 3204 3207 rVVv2 450 326 0.00% ©0.000%

76 11.751 3220 3238 3252 rBV2 37513958 64908269 25.13% 6.242%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41023\
Data File : VU@53611.D

Acqg On : 10 Apr 2023 11:39
Operator : JC/MD

Sample : 02251-08

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@33123WMA.M
Title : VOC Analysis

77 11.864 3252 3273 3316 rVB5 91391593 239990582 92.91% 23.078%
78 12.246 3365 3392 3432 rBV5 94237904 258311868 100.00% 24.840%

79 12.684 3522 3528 3538 rVB3 7124 10862 0.00% ©0.001%
80 12.899 3588 3595 3604 rVV3 8215 13082 0.01% 0.001%
81 12.967 3605 3616 3629 rVB 251389 387680 0.15% ©.037%
82 13.144 3660 3671 3678 rBV2 62787 131842 ©0.05% 0.013%
83 13.201 3679 3689 3716 rVV 2572681 3948800 1.53% 0.380%
84 13.324 3718 3727 3740 rVB 163543 265425 0.10% ©0.026%
85 13.568 3796 3803 3817 rVB4 13006 23951 ©0.01% ©0.002%

86 13.848 3872 3890 3920 rBV 43721068 70652493 27.35% 6.794%

87 14.086 3956 3964 3975 rVB 18011 28988 0.01% 0.003%
88 14.330 4024 4040 4062 rBV 16367202 25336880 9.81% 2.436%
89 14.555 4108 4110 4117 rBV5 1418 1891 ©0.00% 0.000%
90 14.722 4150 4162 4182 rBV 348152 584346 0.23% 0.056%
91 14.835 4190 4197 4205 rBv4 19151 29287 ©0.01% ©0.003%
92 15.041 4252 4261 4271 rBV4 21115 36218 0.01% 0.003%
93 15.201 4305 4311 4312 rBV4 2080 2058 ©0.00% 0.000%
94 15.285 4333 4337 4341 rBV5 888 789 0.00% 0.000%
95 15.349 4354 4357 4358 rBV2 2028 1075 0.00% ©0.000%
96 15.410 4359 4376 4392 rVB 320885 580314 0.22% 0.056%
97 15.597 4429 4434 4438 rBV6 1586 1583 0.00% ©0.000%
98 15.635 4444 4446 4448 rBV2 761 468 ©0.00% 0.000%
99 15.722 4471 4473 4480 rBV3 754 878 0.00% ©0.000%
100 15.992 4541 4557 4572 rBV 633561 1008940 0.39% 0.097%

Sum of corrected areas: 1039898583
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041023\
Data File : VU@53611.D

Acqg On : 10 Apr 2023 11:39
Operator : JC/MD

Sample : 02251-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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: VU053611.D\data.ms
8e+07
6e+07 5.790
4e+07
2e+07
1597131.909  2.247 2.56%.7482.95@1134 3BIBEBE698.861 4.33613 5.080 6.243 6536681
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘—V_Y_Y\TY_Y_F\\\\\TY_Y_F\\ V—rY_\—V_Y—rT\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\TY_Y_F\‘TT\T‘T\\\‘\\ \\"_Y\\—r
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: VU053611.D\data.ms
11.864
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Abundance TIC: VU053611.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041023\
Data File : VU@53611.D

Acqg On : 10 Apr 2023 11:39
Operator : JC/MD

Sample : 02251-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 (DEL) Alkane: Cyclic4.530 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.530 7.14 ug/L 87338 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclohexane 84 C6H12 000110-82-7 78
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
Abundance Scan 992 (4.530 min): VU053611.D\data.ms (-974) (-) m/z 56.20 100.00%
56.2
5000 411 69.1
A R RARES
‘ ‘ 84.2 4.20 4.40 4.60 4.80

Ot et s W myz 69,10 48.41%

m/z--> 10 20 30 40 50 60 70 80 90

Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L B L B R B
4.20 4.40 4.60 4.80
m/z 41.10 46.62%
28.0 M ‘ 84.0

0\\‘;‘%;O\‘\\}‘!“\\\}“\‘\\\i‘\u‘\‘\\\‘1i\\\\‘\!\\‘\\

m/z--> 10 20 30 40 50 60 70 80 90

Abundance #1646: Cyclohexane

56.0
84.0 H‘HHWH‘A‘HWHW
4.20 4.40 4.60 4.80
5000 41.0 m/z 55.10  29.97%
69.0
27.0 H ‘
0H‘\J"\STQ‘\HM\H\‘,‘HH‘M‘\‘HHWHH‘M‘H‘H

m/z--> 10 20 30 40 50 60 70 80 90

Abundance #1683: Cyclopentane, methyl- RN A R

56.0 4.20 4.40 4.60 4.80
m/z 39.10 22.06%

5000 41.0
84.0
27.0
w00 L o

ey N R 1 E

m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41023\
Data File : VU@53611.D

Acqg On : 10 Apr 2023 11:39
Operator : JC/MD

Sample : 02251-08

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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|

(DEL) Alkane: C... 4.530 7.1 ug/L 87338 1 6.243 611781 50.0
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