LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122122\
Data File : VX033529.D

Acqg On : 21 Dec 2022 12:48
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82X120722W.M

Title : SW846 8260

Signal : TIC: VX@33529.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.295 25 34 36 rBV6 3274 7893 1.52% 0.266%
2 2.941 297 304 315 rBV 5813 15149 2.92% 0.510%
3 3.690 417 427 436 rBV2 5895 16111 3.11% 0.543%
4 4,233 504 516 528 rVB6 1672 5975 1.15% 0.201%
5 4.574 562 572 579 rBV2 1910 6205 1.20% ©.209%
6 5.385 693 705 721 rBV2 51766 155508 29.99%  5.240%
7 5.550 721 732 750 rVW 128375 367206 70.82% 12.372%
8 5.958 789 799 813 rBvV2 37538 100010 19.29%  3.370%
9 6.763 920 931 944 rBV 191572 453767 87.51% 15.289%
10 7.257 1004 1012 1020 rBV4 2252 7551 1.46% 0.254%
11  8.647 1233 1240 1249 rBV 145092 234282 45.18%  7.894%
12 9.250 1334 1339 1349 rBV4 4202 10613 2.05% 0.358%
13 9.702 1408 1413 1423 rVB 5356 9196 1.77% 0.310%
14 10.055 1465 1471 1485 rBV 379505 518526 100.00% 17.471%
15 10.506 1540 1545 1551 rBV 3975 5569 1.07% ©.188%
16 11.079 1634 1639 1644 rBV 255316 323516 62.39% 10.900%
17 11.128 1644 1647 1653 rVB 12634 17302 3.34% 0.583%
18 11.281 1668 1672 1683 rVB2 6924 10261 1.98% 0.346%
19 11.421 1690 1695 1699 rBV 8479 10931 2.11% 0.368%
20 11.683 1733 1738 1747 rBV 132299 158574 30.58% 5.343%
21 11.988 1783 1788 1790 rBV 28517 36535 7.05% 1.231%
22 12.024 1790 1794 1805 rVB 294120 374409 72.21% 12.615%
23 12.219 1821 1826 1834 rBV 27832 46124 8.90% 1.554%
24 12.305 1836 1840 1850 rVB6 5809 11512 2.22% ©.388%
25 12.597 1879 1888 1893 rBV4 2850 5276 1.02% ©.178%
26 13.609 2049 2054 2067 rBV3 12085 18547 3.58% 0.625%
27 14.128 2131 2139 2146 rVB 2991 5717 1.10% 0.193%
28 14.219 2148 2154 2166 rVB4 3466 5999 1.16% 0.202%
29 14.439 2181 2190 2195 rBV2 6474 9956 1.92% 0.335%
30 15.207 2308 2316 2320 rBV6 2465 5225 1.01% 0.176%
31 15.481 2355 2361 2370 rBV4 4463 8287 1.60% ©0.279%
32 15.652 2385 2389 2396 rVB5 4130 6214 1.20% 0.209%

Sum of corrected areas: 2967946
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122122\
Data File : VX@033529.D

Acqg On : 21 Dec 2022 12:48
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.M
Quant Title : SW846 8260

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

Abundance TIC: VX033529.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122122\
Data File : VX@033529.D

Acqg On : 21 Dec 2022 12:48
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butanoic acid, butyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.683 21.18 ug/l 158574  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 91
2 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 72
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 72
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 59
5 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 53
Abundance Scan 1738 (11.683 min): VX033529.D\data.ms (-1733) (- m/z 71.05 100.00%
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Abundance #24131: Butanoic acid, butyl ester
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122122\
Data File : VX@033529.D

Acqg On : 21 Dec 2022 12:48
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.219 6.16 ug/1 46124  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
4 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 50
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 50
Abundance Scan 1826 (12.219 min): VX033529.D\data.ms (-1821) (| m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122122\
Data File : VX@33529.D

Acqg On : 21 Dec 2022 12:48
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butanoic acid, ... 11.683 21.2 ug/l 158574 4 12.024 374409 50.0
1-Hexanol, 2-et... 12.219 6.2 ug/l 46124 4 12.024 374409 50.0
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