LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55773.D

Acqg On : 16 Oct 2023 15:37
Operator : MD/SY

Sample : 04852-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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\SFAMULM101023WMA.M
Title : VOC Analysis

Signal : TIC: VU@55773.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.599 88 96 112 rBV 220314 260526 14.14% 1.792%
2 1.891 180 187 205 rVB 179930 255677 13.88% 1.758%
3 2.560 383 395 410 rBV 371506 605188 32.86% 4.162%
4 2,991 527 529 531 rBV2 300 146 0.01% ©0.001%
5 3.039 534 544 559 rVB2 10540 19935 1.08% 0.137%
6 3.123 567 570 572 rBV 174 132 0.01% 0.001%
7 3.133 572 573 575 rVB 353 126 0.01% ©0.001%
8 3.181 575 588 600 rBv2 4236 9518 ©0.52% 0.065%
9 3.293 619 623 625 rBV2 250 208 0.01% 0.001%
106 3.338 633 637 640 rBV 355 270 0.01% 0.002%
11 3.428 663 665 666 rBv 323 83 0.00% 0.001%
12 3.441 666 669 671 rVvB2 249 148 0.01% 0.001%
13 3.457 671 674 681 rVB2 282 290 0.02% 0.002%
14 3.486 681 683 685 rBV 132 66 0.00% 0.000%
15 3.506 685 689 690 rBV 194 139 0.01% 0.001%
16 3.541 698 700 704 rBV3 225 185 0.01% 0.001%
17 3.573 708 710 711 rBV3 242 86 0.00% 0.001%
18 3.715 753 754 757 rVB 275 103 0.01% 0.001%
19 3.734 757 760 764 rBV 436 343 0.02% 0.002%
20 3.766 768 770 771 rBV 271 122 0.01% 0.001%
21 3.785 774 776 781 rVB2 201 149 0.01% 0.001%
22 3.811 781 784 786 rBV 227 130 0.01% 0.001%
23  3.862 798 800 803 rVB 305 116 0.01% 0.001%
24 3.888 805 808 810 rBV 188 98 0.01% 0.001%
25 3.920 815 818 822 rBV 245 190 0.01% 0.001%
26 3.975 830 835 840 rBV 375 369 0.02% 0.003%
27 4.078 862 867 870 rVv2 251 227 0.01% 0.002%
28 4.097 870 873 876 rVB2 459 274 0.01% 0.002%
29 4.123 876 881 884 rBV 149 126 0.01% 0.001%
30 4.142 884 887 892 rvB2 402 263 0.01% 0.002%
31 4.168 892 895 897 rVB 120 64 0.00% 0.000%
32 4.190 899 902 905 rBvV 457 262 0.01% 0.002%
33 4.251 917 921 926 rBv3 434 423 0.02% 0.003%
34  4.290 931 933 934 rBV 212 114 0.01% 0.001%
35 4.338 942 948 951 rBvV3 326 310 0.02% 0.002%
36 4.386 958 963 966 rBvV3 418 338 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55773.D

Acqg On : 16 Oct 2023 15:37
Operator : MD/SY

Sample : 04852-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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\SFAMULM101023WMA.M
Title : VOC Analysis
37 4.415 969 972 975 rBv2 284 186 ©0.01% 0.001%
38 4.534 1007 1009 1012 rVB 197 112 0.01% 0.001%
39 4.557 1014 1016 1018 rBV 148 65 0.00% 0.000%
40 4.570 1018 1020 1023 rVB2 176 77 0.00% 0.001%
41  4.615 1023 1034 1062 rBV 129284 341972 18.57%  2.352%
42 5.055 1155 1171 1193 rBV 339753 752849 40.87% 5.178%
43 5.316 1249 1252 1254 rBV3 645 466 0.03% 0.003%
44  5.399 1273 1278 1283 rVB3 482 506 0.03% 0.003%
45 5.460 1289 1297 1304 rVB2 364 534 0.03% 0.004%
46  5.496 1304 1308 1309 rBV 264 133  0.01% 0.001%
47  5.534 1317 1320 1321 rBV 315 136 ©0.01% 0.001%
48 5.567 1325 1330 1334 rVB2 411 443 0.02% 0.003%
49 5.586 1334 1336 1338 rBv2 183 100 0.01% 0.001%
50 5.602 1338 1341 1342 rBV 209 113 0.01% 0.001%
51 5.628 1347 1349 1351 rBV 165 104 0.01% 0.001%
52 5.640 1351 1353 1357 rVB 263 155 0.01% 0.001%
53 5.718 1357 1377 1402 rBV2 672625 1841966 100.00% 12.668%
54 6.100 1493 1496 1499 rVB3 423 264 0.01% 0.002%
55 6.155 1511 1513 1518 rVB4 468 381 0.02% 0.003%
56 6.194 1523 1525 1526 rBV 262 77 ©0.00% 0.001%
57 6.242 1527 1540 1559 rBV 528840 1017268 55.23% 6.996%
58 6.531 1617 1630 1642 rBV3 18425 36061 1.96% 0.248%
59 6.685 1662 1678 1708 rBV 434158 870270 47.25% 5.985%
60 6.888 1739 1741 1744 rVB2 397 157 0.01% 0.001%
61 6.930 1744 1754 1771 rBV 6844 16967 0.92% 0.117%
62 7.036 1777 1787 1807 rBV 129296 237663 12.90% 1.635%
63 7.319 1871 1875 1877 rBV3 477 324 0.02% 0.002%
64 7.560 1938 1950 1974 rBV2 224570 407911 22.15% 2.805%
65 7.737 1997 2005 2016 rVB 27986 47349  2.57% ©0.326%
66 7.894 2041 2054 2083 rBV 835828 1467278 79.66% 10.091%
67 8.174 2126 2141 2170 rBV2 171582 339501 18.43%  2.335%
68 8.341 2191 2193 2197 rVB2 674 427 0.02% 0.003%
69 8.464 2218 2231 2243 rBV 38544 65086 3.53% 0.448%
70 8.634 2272 2284 2306 rBV4 338878 821192 44.58% 5.648%
71 8.836 2339 2347 2362 rVB 33774 57283 3.11% 0.394%
72 9.036 2405 2409 2411 rBV2 508 405 0.02% 0.003%
73 9.110 2430 2432 2435 rVB 439 252 0.01% 0.002%
74  9.152 2443 2445 2446 rBV 232 98 0.01% 0.001%
75 9.164 2447 2449 2451 rVv2 636 304 0.02% 0.002%

76 9.209 2451 2463 2484 rVV2 100320 170986 9.28% 1.176%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55773.D

Acqg On : 16 Oct 2023 15:37
Operator : MD/SY

Sample : 04852-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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\SFAMULM101023WMA.M
Title : VOC Analysis
77  9.415 2514 2527 2549 rBV 771450 1310930 71.17% 9.016%
78 9.627 2589 2593 2594 rBV3 642 535 0.03% 0.004%
79 9.669 2604 2606 2610 rVB2 918 507 0.03% 0.003%
80 9.701 2610 2616 2620 rBV5 1312 1208 ©0.07% ©.008%
81 9.872 2666 2669 2673 rVB2 464 374 0.02% 0.003%
82 9.891 2673 2675 2677 rBV 196 94 0.01% 0.001%
83 9.917 2680 2683 2684 rBV3 641 390 0.02% 0.003%
84 10.010 2710 2712 2718 rBB2 323 238 0.01% 0.002%
85 10.078 2725 2733 2742 rBV4 5354 9022 0.49% 0.062%
86 10.180 2763 2765 2766 rBV 272 101 0.01% 0.001%
87 10.216 2774 2776 2779 rVB2 342 134 0.01% 0.001%
88 10.258 2786 2789 2791 rBV2 334 245 0.01% 0.002%
89 10.753 2930 2943 2967 rBV 624773 1024064 55.60% 7.043%
90 10.968 3008 3010 3011 rBB 121 99 0.01% 0.001%
91 11.023 3021 3027 3030 rBV2 453 365 0.02% 0.003%
92 11.049 3030 3035 3038 rBV 425 320 0.02% 0.002%
93 11.123 3055 3058 3061 rBV 362 216 ©0.01% 0.001%
94 11.274 3102 3105 3107 rBV2 367 253 0.01% 0.002%
95 11.615 3208 3211 3212 rBV2 329 174 0.01% 0.001%
96 11.811 3259 3272 3295 rBV 730787 1192515 64.74% 8.201%
97 12.190 3377 3390 3414 rBV 804280 1343222 72.92% 9.238%
98 12.814 3580 3584 3586 rBV 388 314 0.02% 0.002%
99 12.846 3592 3594 3597 rBV 406 227 0.01% 0.002%
100 13.322 3738 3742 3746 rBV3 783 686 0.04% 0.005%
Sum of corrected areas: 14540392
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55773.D

Acqg On : 16 Oct 2023 15:37
Operator : MD/SY

Sample : 04852-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU055773.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55773.D

Acqg On : 16 Oct 2023 15:37
Operator : MD/SY

Sample : 04852-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.036 11.68 ug/L 237663  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 n-Propyl acetate 102 C5H1002 000109-60-4 78
3 n-Propyl acetate 102 C5H1002 000109-60-4 72
4 n-Propyl acetate 102 C5H1002 000109-60-4 72
5 n-Propyl acetate 102 C5H1002 000109-60-4 64

Abundance Scan 1787 (7.036 min): VU055773.D\data.ms (-1777) (-) m/z 42.90 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55773.D

Acqg On : 16 Oct 2023 15:37
Operator : MD/SY

Sample : 04852-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.209 6.52 ug/L 170986  Chlorobenzene-d5 9.415

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 86
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
Abundance Scan 2463 (9.209 min): VU055773.D\data.ms (-2451) (-) m/z 43.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55773.D

Acqg On : 16 Oct 2023 15:37
Operator : MD/SY

Sample : 04852-01 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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|
n-Propyl acetate 7.036 11.7 ug/L 237663 1 6.245 1017270 50.0
Isopropyl butyrate 9.209 6.5 wug/L 170986 2  9.415 1310930 50.0
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