LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57899.D

Acqg On : 20 Feb 2024 13:53
Operator : MD/SY

Sample : P1496-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  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\SFAMULMO21924WMA .M
Title : VOC Analysis

Signal : TIC: VU@57899.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 87 95 112 rVB 125040 148726 15.55%  1.925%
2 1.888 178 186 201 rVB 91746 130676 13.66% 1.692%
3 2.554 379 393 405 rBV 200274 324654 33.94%  4.203%
4 2.615 406 412 427 rVB 9986 18842 1.97% 0.244%
5 2.731 445 448 452 rBV2 277 237 0.02% 0.003%
6 2.779 457 463 473 rVB3 554 1011 0.11% 0.013%
7 2.843 479 483 485 rBV 173 154 0.02% 0.002%
8 2.914 501 505 509 rBv2 190 217 0.02% 0.003%
9 3.033 534 542 553 rVB4 3207 5161 0.54% 0.067%
106 3.161 576 582 585 rBv4 1085 1212 0.13% 0.016%
11  3.213 595 598 607 rVB4 532 629 0.07% ©0.008%
12 3.345 632 639 642 rBV3 536 677 0.07% 0.009%
13 3.547 693 702 703 rBV 230 349 0.04% 0.005%
14 3.772 767 772 776 rBv2 213 222  0.02% 0.003%
15 3.837 789 792 797 rVB2 337 363 0.04% 0.005%
16 3.872 797 803 806 rBV 326 332 0.03% 0.004%
17 3.917 814 817 821 rBV2 191 161 ©0.02% 0.002%
18 4.075 862 866 871 rBV2 260 308 0.03% 0.004%
19 4.284 929 931 937 rVB2 169 155 0.02% 0.002%
20 4.467 984 988 990 rBV 285 289 0.03% 0.004%
21  4.557 1011 1016 1017 rBv2 201 180 ©0.02% 0.002%
22 4.608 1022 1032 1041 rBV 64484 146962 15.36% 1.902%
23 5.049 1153 1169 1197 rBV 163079 364165 38.07% 4.714%
24 5.171 1203 1207 1210 rBV2 284 265 0.03% 0.003%
25 5.283 1240 1242 1246 rVB2 272 180 ©0.02% 0.002%
26 5.322 1246 1254 1267 rBV5 1298 2791 0.29% 0.036%
27 5.412 1278 1282 1285 rBV 155 144 0.02% 0.002%
28 5.457 1294 1296 1301 rBV2 153 160 0.02% 0.002%
29 5.714 1351 1376 1411 rBV2 350617 956544 100.00% 12.383%
30 5.853 1416 1419 1424 rVB3 489 365 0.04% 0.005%
31 5.968 1453 1455 1456 rBvV3 377 190 0.02% 0.002%
32 6.036 1473 1476 1482 rVB3 396 253 0.03% 0.003%
33 6.068 1482 1486 1493 rVB2 261 308 0.03% 0.004%
34 6.174 1515 1519 1525 rBV3 333 400 0.04% 0.005%
35 6.238 1526 1539 1569 rBV 361017 690736 72.21%  8.942%
36 6.541 1624 1633 1663 rBv4 18381 63197 6.61% ©0.818%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57899.D

Acqg On : 20 Feb 2024 13:53
Operator : MD/SY

Sample : P1496-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  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\SFAMULMO21924WMA .M
Title : VOC Analysis
37 6.679 1664 1676 1696 rVB 216228 424195 44.35% 5.491%
38 6.881 1726 1739 1752 rBV5 5032 12107 1.27% 0.157%
39 7.013 1776 1780 1783 rBV2 329 259 0.03% 0.003%
40 7.055 1791 1793 1796 rVB 355 183 0.02% 0.002%
41  7.078 1796 1800 1801 rBV 222 150 0.02% 0.002%
42 7.090 1801 1804 1808 rVB 285 196 0.02% 0.003%
43 7.136 1815 1818 1821 rVB2 354 199 0.02% 0.003%
44  7.200 1836 1838 1842 rVB3 353 201 0.02% ©0.003%
45  7.557 1936 1949 1973 rBV 120725 216511 22.63% 2.803%
46  7.734 2002 2004 2007 rVV 307 190 0.02% 0.002%
47  7.804 2019 2026 2029 rBV3 326 410 0.04% 0.005%
48 7.888 2040 2052 2083 rBV 425000 758746 79.32%  9.822%
49 8.074 2108 2110 2115 rVB2 384 254 0.03% 0.003%
50 8.171 2130 2140 2171 rBV2 80034 139919 14.63% 1.811%
51 8.476 2224 2235 2239 rVB2 530 861 ©0.09% 0.011%
52 8.502 2239 2243 2248 rVB2 191 155 0.02% 0.002%
53 8.553 2257 2259 2264 rVB 209 152 0.02% 0.002%
54  8.627 2271 2282 2315 rBV2 221096 437990 45.79% 5.670%
55  8.785 2321 2331 2355 rVB3 39503 77750  8.13% 1.006%
56 8.917 2369 2372 2375 rVB 350 177 0.02% 0.002%
57 8.936 2375 2378 2382 rBV 220 188 ©0.02% 0.002%
58 9.058 2412 2416 2419 rBvV2 393 268 0.03% 0.003%
59 9.409 2512 2525 2553 rBV 500056 839775 87.79% 10.871%
60 9.566 2572 2574 2579 rBV 233 256 0.03% 0.003%
61 9.695 2602 2614 2621 rBV3 914 1635 0.17% 0.021%
62 9.750 2627 2631 2634 rBV2 188 159 0.02% 0.002%
63 9.933 2685 2688 2692 rVB 239 206 0.02% ©0.003%
64  9.955 2692 2695 2697 rBV 248 165 ©0.02% 0.002%
65 10.049 2721 2724 2728 rBV2 202 154 0.02% 0.002%
66 10.235 2775 2782 2783 rBV2 287 333  0.03% 0.004%
67 10.248 2783 2786 2788 rVV 196 154 0.02% 0.002%
68 10.351 2806 2818 2840 rBV7 3871 8141 ©.85% 0.105%
69 10.534 2873 2875 2879 rVB 284 201 0.02% 0.003%
70 10.650 2907 2911 2916 rBV2 220 224 0.02% 0.003%
71 10.750 2925 2942 2963 rBV 263303 437312 45.72% 5.661%
72 10.888 2980 2985 2993 rVB2 744 901 0.09% 0.012%
73 10.981 3011 3014 3017 rBV 186 169 0.02% 0.002%
74 11.061 3037 3039 3042 rVB 393 232 0.02% 0.003%
75 11.213 3080 3086 3089 rBV 365 447 0.05% 0.006%
76 11.267 3094 3103 3107 rBV4 737 1205 0.13% 0.016%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57899.D

Acqg On : 20 Feb 2024 13:53
Operator : MD/SY

Sample : P1496-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  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\SFAMULMO21924WMA .M
Title : VOC Analysis

77 11.454 3157 3161 3164 rBV2 270 266 0.03% 0.003%
78 11.473 3164 3167 3168 rBV 214 149 0.02% 0.002%
79 11.582 3199 3201 3205 rBV 156 149 0.02% 0.002%
80 11.627 3212 3215 3217 rBV2 223 168 0.02% 0.002%
81 11.669 3225 3228 3230 rBV 324 156 ©0.02% 0.002%
82 11.695 3230 3236 3246 rBVS5S 3641 6101 0.64% 0.079%
83 11.804 3258 3270 3295 rBV 500413 817930 85.51% 10.588%
84 12.071 3343 3353 3368 rBV3 6704 15920 1.66% 0.206%

85 12.187 3377 3389 3412 rVB 397488 650032 67.96%  8.415%

86 12.299 3421 3424 3429 rVB4 376 271 0.03% 0.004%
87 12.518 3490 3492 3495 rVV 375 248 0.03% 0.003%
88 12.582 3507 3512 3513 rBV 218 192 0.02% 0.002%
89 12.766 3562 3569 3572 rBV2 614 865 0.09% 0.011%
990 12.894 3602 3609 3618 rBV7 3369 5593 0.58% 0.072%
91 13.280 3726 3729 3733 rVB2 341 259 0.93% 0.003%
92 13.737 3868 3871 3874 rBV2 215 190 0.02% 0.002%
93 13.852 3903 3907 3918 rVB3 487 673 0.07% 0.009%
94 14.119 3988 3990 3994 rBV 320 271 0.03% 0.004%
95 14.450 4091 4093 4096 rVB 398 194 0.02% 0.003%
96 14.470 4096 4099 4100 rBV 249 146 0.02% 0.002%
97 14.521 4112 4115 4120 rBV2 395 392 0.04% 0.005%
98 14.576 4129 4132 4138 rBV2 288 251 0.03% 0.003%
99 15.354 4372 4374 4378 rBV2 425 201 0.02% 0.003%
100 15.830 4520 4522 4526 rBvV2 591 356 0.04% 0.005%
Sum of corrected areas: 7724918
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\

: VUe57899.D

: 20 Feb 2024 13:53

: MD/SY

: P1496-18

: 5.0mL/MSVOA_U/WATER

: 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21924WMA.M
Quant Title : VOC Analysis

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57899.D

Acqg On : 20 Feb 2024 13:53
Operator : MD/SY

Sample : P1496-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21924WMA.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 1-Butanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.541 4.57 ug/L 63197 1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 78
2 1-Butanol 74 C4H100 000071-36-3 78
3 1-Butanol 74 C4H1e0 000071-36-3 56
4 1-Butanol 74 C4Hl1e0 000071-36-3 38
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38
Abundance Scan 1633 (6.541 min): VU057899.D\data.ms (-1624) (-) m/z 55.90 100.00%
55.9
40.9
5000
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‘ 72.9 129.9 . ’ . :
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57899.D

Acqg On : 20 Feb 2024 13:53
Operator : MD/SY

Sample : P1496-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21924WMA.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 3 Hexanal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.785 4.63 ug/L 77750  Chlorobenzene-d5 9.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 90
4 Hexanal 100 C6H120 000066-25-1 90
5 Hexanal 100 C6H120 000066-25-1 83

Abundance Scan 2331 (8.785 min): VU057899.D\data.ms (-2321) (-) m/z 43.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57899.D

Acqg On : 20 Feb 2024 13:53
Operator : MD/SY

Sample : P1496-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21924WMA.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|
1-Butanol 6.541 4.6 ug/L 63197 1 6.238 690736 50.0
Hexanal 8.785 4.6 ug/L 77750 2 9.409 839775 50.0
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