LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42722\
Data File : BP010126.D

Acqg On : 27 Apr 2022 19:08
Operator : CG/JU

Sample : N2542-01 10X

Misc :

ALS Vvial : 12 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-BP042122.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10126.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.364 44 47 50 rBv2 16407 22330 0.40% 0.048%
2 3.405 50 54 62 rvVB 200648 247221 4.47% 0.531%
3 3.781 115 118 125 rBV 321443 496472 8.99% 1.066%
4 4,111 171 174 180 rVB 13833 21733 0.39% 0.047%
5 4.375 216 219 225 rVB 11626 17720 0.32% 0.038%
6 4.446 227 231 241 rW 21205 30672 0.56% 0.066%
7 4.558 245 250 257 rVW 248020 343501 6.22% 0.737%
8 4.622 257 261 267 rVB 22646 31322 0.57% 0.067%
9 5.011 322 327 336 rBvV 169473 227934 4.13% 0.489%
10 5.881 471 475 482 rVB6 5618 9596 0.17% 0.021%
11 7.093 675 681 691 rBV 156044 260391 4.71% 0.559%
12 7.258 702 709 722 rBV 674966 1098375 19.88% 2.357%
13 7.463 736 744 757 rBV 616895 1018137 18.43% 2.185%
14 7.569 758 762 770 rVB9 5065 9160 ©0.17% 0.020%
15 7.934 817 824 832 rBV 613711 1013040 18.34% 2.174%
16 7.999 832 835 843 rVB 14899 23633 0.43% 0.051%
17 8.634 935 943 955 rBV 487371 837103 15.15% 1.797%
18 8.757 959 964 971 rVB 21365 37121 0.67% ©.080%
19 9.087 1013 1020 1037 rBV 864604 1496246 27.08% 3.211%
20 9.540 1092 1097 1101 rBv4 5897 8486 0.15% 0.018%
21  9.599 1102 1107 1110 rBV6 5735 8635 0.16% 019%
22 9.816 1135 1144 1161 rBV 651411 1167974 21.14% 507%
23 10.263 1213 1220 1225 rBV 2674 6520 0.12%

24 10.357 1228 1236 1245 rBV 869734 1532913 27.75%
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25 10.734 1293 1300 1309 rBV 865755 1502878 27.20% 226%

26 10.869 1315 1323 1336 rBV 993012 1815282 32.86% 3.896%

27 11.293 1391 1395 1400 rBV4 5943 11240 ©0.20% 0.024%

28 11.357 1400 1406 1411 rVV5 7162 14617 ©.26% ©0.031%

29 12.328 1563 1571 1577 rBV 17604 36243 0.66% 0.078%
6.

30 13.975 1842 1851 1864 rBV 1968971 2894925 52.40%

31 14.257 1887 1899 1916 rBV 2253664 3329254 60.26%

32 14.563 1942 1951 1964 rBV 1372307 2078895 37.63% 462%
33 14.775 1982 1987 1998 rBV8 11220 35076 ©0.63%
34 15.369 2083 2088 2095 rBV6 5302 11576  0.21% 025%
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35 15.557 2113 2120 2135 rBV 2783348 4272633 77.34%
36 15.675 2135 2140 2152 rWw2 72141 146322 2.65% 0.314%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42722\
Data File : BP010126.D

Acqg On : 27 Apr 2022 19:08
Operator : CG/JU

Sample : N2542-01 10X

Misc :

ALS Vvial : 12 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-BP042122.M
Title : SVOA CALIBRATION

37 15.798 2156 2161 2169 rVvB2 32035 54700 0.99% 0.117%
38 16.257 2235 2239 2241 rBV5 4896 6664 0.12% 0.014%
39 16.345 2250 2254 2262 rVB6 10924 19482 0.35% 0.042%
40 16.845 2334 2339 2342 rBV7 4391 6021 0.11% 0.013%
41 16.998 2361 2365 2370 rBvV8 5941 8942 0.16% 0.019%
42 17.198 2393 2399 2402 rBV5 8616 12154 0.22% 0.026%
43 17.316 2413 2419 2430 rBV 1607009 2402447 43.49% 5.156%
44 17.422 2430 2437 2450 rBV 3251859 4866073 88.08% 10.444%
45 17.704 2480 2485 2489 rBvV8 3914 6397 0.12% 0.014%
46 17.992 2528 2534 2536 rBV6 4339 7500 0.14% 0.016%
47 18.204 2566 2570 2578 rBV6 10694 20443 0.37% 0.044%
48 18.269 2578 2581 2588 rBV3 8373 12251 0.22% 0.026%
49 19.228 2739 2744 2751 rBvV3 43996 61323 1.11% 0.132%
50 19.298 2751 2756 2760 rBV 39191 59063 1.07% 0.127%
51 19.651 2810 2816 2830 rBV 4160229 5524720 100.00% 11.858%
52 20.275 2920 2922 2926 rBV5 11557 15827 0.29% 0.034%
53 21.110 3060 3064 3070 rBV 83039 129647 2.35% 0.278%
54 21.404 3109 3114 3119 rBV 1516894 2023837 36.63% 4.3447%
55 23.698 3496 3504 3520 rBV2 1662247 3636236 65.82% 7.804%

56 23.857 3524 3531 3543 rVB2 751179 1603596 29.03%  3.442%

Sum of corrected areas: 46592499
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042722\
Data File : BP010126.D

Acqg On : 27 Apr 2022 19:08
Operator : CG/JU

Sample : N2542-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP010126.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000

1000000 9.087 10.357.|.0:!'93 69

7.258163 7.934 9.816
#1637 8.634
500000 3.781

3.405 4.558 5019 7.09
3.364 4.1124378622 ~') 5.881 A 569 71999 757 o589/l 10.263 1112887

Time--> 350 4.00 450 5,00 5.50 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP010126.D\data.ms

4000000 19.651

3500000 17.422

3000000 15.557

2500000 14.957

2000000 13.975
17.316
1500000 14.563

1000000

500000

12.328 t¥, 4.775 1536$L§§981a&315 163531398198 | 17.704. 9822089 192268 20.275

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP010126.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042722\
Data File : BP010126.D

Acqg On : 27 Apr 2022 19:08
Operator : CG/JU

Sample : N2542-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.558 6.78 ng/ul 343501 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 42
Abundance Scan 250 (4.558 min): BP010126.D\data.ms (-245) (-) m/z 56.95 100.00%
57.0
5000

4.20 4.40 4.60 4.80

117.0 207.0 280.9 356.9 468.8530.3

O A S S e e T T e e m/z 74.95 32.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9259: Propanoic acid, propyl ester
57.0

4.20 4.40 4.60 4.80

5000 L am T e
‘ m/z 43.10 19.97%
|
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9256: Propanoic acid, propyl ester
57.0
AR ERRERRRREEE
4.20 4.40 4.60 4.80
5000 m/z 41.05 14.43%
o‘”"',
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9264 Propanoic acid, propyl ester ERARREEEEES RS
57.0 4.20 4.40 4.60 4.80
m/z 42.05 8.38%
5000
L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042722\
Data File : BP010126.D

Acqg On : 27 Apr 2022 19:08
Operator : CG/JU

Sample : N2542-01 10X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 TIsopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.011 4.50 ng/ul 227934  1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 86
4 Isopropyl butyrate 130 C7H1402 000638-11-9 83
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
Abundance Scan 327 (5.011 min): BP010126.D\data.ms (-322) (-) m/z 43.05 100.00%
5000
RRRREE R
hls'o 4.60 4.80 5.00 5.20 5.40
Ol [ L[0T 207.0267.1  357.14181 5017 n/; 76.95  66.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15396: Isopropyl butyrate
43.0
5000 B RN R
4.60 4.80 5.00 5.20 5.40
m/z 41.05 30.15%
i
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15398: Isopropyl butyrate
43.0
RRRENEEEE SRy
4.60 4.80 5.00 5.20 5.40
5000 m/z 89.00 23.56%
0 L o
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15399: Isopropyl butyrate T e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 60.00 12.54%
5000
e
T A 4

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42722\
Data File : BP©10126.D

Acqg On : 27 Apr 2022 19:08
Operator : CG/JU

Sample : N2542-01 10X

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP042122.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|
Propanoic acid,... 4.558 6.8 ng/ul 343501 1 7.934 1013040 20.0
Isopropyl butyrate 5.011 4.5 ng/ul 227934 1 7.934 1013040 20.0
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