LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
Data File : BP@12387.D

Acqg On : 31 Oct 2022 15:31
Operator : CG/JU

Sample : N5180-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP102522.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12387.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.240 39 43 56 rvVB 47409 82351 @.75% ©.097%
2 3.670 114 116 139 rBV 174599 357431 3.26% 0.419%
3 3.881 146 152 164 rVB 32427 56641 ©.52% 0.066%
4 3.975 164 168 174 rVB 16064 21461 ©0.20% ©.025%
5 4.917 320 328 335 rBV2 24023 47348 0.43% 0.056%
6 6.969 671 677 691 rVW 176004 331287 3.02% 0.389%
7 7.134 697 705 720 rBV 932270 1519091 13.84% 1.782%
8 7.328 731 738 749 rBV 776592 1270157 11.57% 1.490%
9 7.799 811 818 829 rBV 833401 1397227 12.73% 1.639%
10 8.516 933 940 955 rBV 606349 1069425 9.74% 1.255%
11  8.963 1007 1016 1032 rBV 1057170 1830296 16.68% 2.147%
12 9.222 1035 1060 1077 rBV 2220493 9844768 89.70% 11.551%
13 9.352 1079 1082 1092 rVB 42804 90778 0.83% 0.107%
14 9.687 1132 1139 1152 rBV 770801 1291591 11.77% 1.515%
15 10.046 1193 1200 1203 rBV7 10692 25517 ©.23% 0.030%

16 10.222 1223 1230 1247 rBV 1091715 1991533 18.15%
17 10.599 1286 1294 1307 rVB 1284733 2156380 19.65%
18 10.746 1312 1319 1335 rBV 738514 1387348 12.64%
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19 10.910 1343 1347 1361 rVB 11534 38143 0.35% 045%
20 11.057 1364 1372 1383 rVB10 17657 53931 0.49% 0.063%
21 11.475 1432 1443 1454 rVVé6 21137 90117 ©0.82% ©0.106%
22 11.610 1464 1466 1473 rVB7 8583 15162 ©0.14% 0.018%
23 11.710 1479 1483 1487 rBV6 7311 12341 0.11% 0.014%
24 11.846 1502 1506 1514 rVB2 18525 35232 0.32% 0.041%
25 12.193 1560 1565 1570 rVB 23412 38818 ©.35% 0.046%
26 12.352 1586 1592 1598 rBV5 15297 33874 0.31% 0.040%
27 13.057 1706 1712 1718 rBV9 9232 16306 ©.15% ©0.019%
28 13.340 1754 1760 1769 rBV 127417 210754  1.92% ©0.247%
29 13.863 1841 1849 1855 rBV 2640409 3685878 33.58% 4.325%
30 13.910 1855 1857 1864 rVB 39629 52800 0.48% 0.062%
31 14.140 1888 1896 1907 rBV 3012685 4542474 41.39%  5.330%
32 14.293 1917 1922 1923 rBV 36804 45064 0.41% ©.053%
33 14.451 1942 1949 1960 rVB 2015427 3014749 27.47%  3.537%
34 14.687 1983 1989 2005 rBV2 72744 200770 1.83% 0.236%
35 14.810 2005 2010 2014 rBV6 12193 24850 ©.23% ©0.029%
36 15.204 2073 2077 2080 rBV2 9691 12550 0.11% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
Data File : BP@12387.D

Acqg On : 31 Oct 2022 15:31
Operator : CG/JU

Sample : N5180-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP102522.M
Title : SVOA CALIBRATION
37 15.245 2080 2084 2088 rBV 25630 31220 0.28% 0.037%
38 15.445 2111 2118 2124 rBV 4158614 6087364 55.46% 7.142%
39 15.498 2124 2127 2135 rVWV 86121 141333 1.29% 0.166%
40 15.575 2135 2140 2154 rVv3 83761 199517 1.82% 0.234%
41 15.687 2155 2159 2166 rVB2 21354 35416 ©.32% 0.042%
42 16.028 2213 2217 2223 rVB8 18163 25970 0.24% 0.030%
43 16.234 2247 2252 2257 rVB7 8895 16468 0.15% 0.019%
44 17.210 2411 2418 2428 rBV 2737487 3780468 34.45% 4.436%
45 17.310 2429 2435 2450 rVV2 5139738 7306731 66.57% 8.573%
46 17.516 2466 2470 2477 rVB5 18307 36765 ©.33% 0.043%
47 17.875 2528 2531 2538 rBV6 16291 21943 0.20% 0.026%
48 18.139 2572 2576 2577 rBV3 26862 35181 ©.32% 0.041%
49 19.128 2740 2744 2750 rBV2 68302 101733 0.93% 0.119%
50 19.198 2752 2756 2759 rBV 66713 98981 0.90% 0.116%

51 19.551 2810 2816 2829 rBV 6926097 9353694 85.23% 10.975%
52 21.304 3110 3114 3122 rVB 3925878 4855421 44.24% 5.697%
53 23.545 3488 3495 3510 rVB2 5121800 10975267 100.00% 12.877%
54 23.698 3515 3521 3538 rVB2 2665097 5232631 47.68% 6.139%

Sum of corrected areas: 85230546
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 31 Oct 2022 15:31
: CG/JU
: N5180-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
BP012387.D

: 8 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

o\ 240 36?93&115 4.917 6.96

TIC: BP012387.D\data.ms

9.222

0.599
8.963 10.222
7134358 7.799 8. 516 j\ 9.687 A 0.746

A 352 j\lo 04 A\Bl0571114]ﬂil7

Time--> 3.00 3. 50 400 450 500 550 6.00 650 700 750 800 8. 50 9. 00 9. 50 10. 00 10.50 11.00 11.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP012387.D\data.ms
19.651

17.310

15.445

14.140

o

Time-->

13.863 17.2
14.451
01846212352 13. 0433 340 1391 @ﬂmlﬁaﬂm 8#316. amz34 L51a7 818.139 199,268 L/
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6000000
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TIC: BP012387.D\data.ms

23.545

21.304

23.698

JMW

Time--> 20.

50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\

Data File : BP@12387.D

Acq On : 31 Oct 2022 15:31

Operator : CG/JU

Sample : N5180-04

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexanoic acid, 2-ethyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
9.222 91.31 ng/ul 9844770  Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83

Abundance Scan 1060 (9.222 min): BP012387.D\data.ms (-1035) (-) m/z 73.00 100.00%
3.0

>

5000
e e N R R R A
| ‘ ‘ tL 8.80 9.00 9.20 9.40 9.60
o A4 144.0 2087 282.9 354.94152475.55334 ./, g3 09  83.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 [T T T[Tt [rr1
29, 8.80 9.00 9.20 9.40 9.60
‘ m/z 57.05 32.77%
O‘\\‘\‘I‘ILJ}\J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

>

Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
P TR
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.05 30.44%
ol s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\
Abundance #24099: Hexanoic acid, 2-ethyl- R e NN
73.0 8.80 9.00 9.20 9.40 9.60
m/z 87.00 22.41%
5000 /t
O*WW‘{ R ARRREE R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
Data File : BP@12387.D

Acqg On : 31 Oct 2022 15:31
Operator : CG/JU

Sample : N5180-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Hexanoic acid, ... 9.222 91.3 ng/ul 9844776 2 10.599 2156380 20.0
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