LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN@©31038.D

Acqg On : 19 Apr 2024 10:58
Operator : MA/JU

Sample : P2039-08 10X

Misc :

ALS Vvial : 74 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_ N\Methods\SFAM-EPA-BN©32824.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@31038.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.040 6 9 15 rVB 13162 17498 0.27% 0.043%
2 3.152 24 28 29 rBvV2 14855 19496 0.30% 0.048%
3 3.181 29 33 45 rVB 150917 214979 3.35% 0.530%
4 3,558 95 97 102 rBV 120238 175996 2.74% 0.434%
5 3.852 142 147 155 rBV2 32469 58732 ©0.91% 0.145%
6 3.964 163 166 171 rBV3 6243 11340 0.18% 0.028%
7 4.011 171 174 182 rVB9 7184 12647 0.20% 0.031%
8 4.128 189 194 201 rBV 45832 66006 1.03% 0.163%
9 4.199 203 206 211 rVB6 6831 8132 0.13% 0.020%
10 4.305 219 224 231 rBV 57874 87486 1.36% 0.216%
11  4.369 231 235 243 rVB 39361 56446 0.88% 0.139%
12 4.752 293 300 309 rVB 105403 155660 2.42% 0.384%
13 5.334 394 399 402 rBV6 4699 7843 0.12% 0.019%
14 5.605 442 445 451 rVB 10459 14894 0.23% 0.037%
15 6.810 644 650 658 rVB 115417 185133 2.88% 0.457%
16 6.981 672 679 690 rBV 421023 670001 10.43% 1.653%
17 7.169 705 711 723 rBV 404555 656391 10.21% 1.619%
18 7.640 784 791 799 rBV 321040 529189 8.24% 1.305%
19 7.981 843 849 853 rBV7 5870 7876 0.12% 0.019%
20 8.340 903 910 922 rBV 355963 583773 9.08%  1.440%
21 8.457 925 930 935 rBV 15959 25155 ©0.39% 0.062%
22 8.740 973 978 980 rBV4 5872 8549 0.13% 0.021%
23 8.793 980 987 997 rVB 523910 848028 13.20% 2.092%
24  8.893 1002 1004 1009 rVVe6 4205 7307 0.11% ©0.018%
25 9.028 1021 1027 1033 rVB2 18821 37692 0.59% 0.093%

26 9.510 1101 1109 1117 rBV 419734 697836 10.86%
27 10.040 1191 1199 1206 rBV 649778 1064969 16.57%
28 10.416 1256 1263 1271 rVB 520698 867738 13.50%

O NNDNBE
=
N
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R

29 10.563 1280 1288 1304 rBV 569217 999199 15.55% 464%
30 10.957 1350 1355 1360 rBV 28661 43943 0.68% 108%
31 11.016 1360 1365 1371 rVwv2 34148 53814 0.84% 0.133%
32 11.269 1405 1408 1416 rVB7 5537 11492 0.18% 0.028%
33 11.834 1499 1504 1511 rVB7 4379 10740 0.17% 0.026%
34 12.010 1530 1534 1539 rVB2 12084 18495 0.29%  0.046%
35 12.116 1545 1552 1557 rBV2 9157 19621 ©.31% ©0.048%
36 13.175 1727 1732 1740 rBV2 15637 26277 0.41% 0.065%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN@©31038.D

Acqg On : 19 Apr 2024 10:58
Operator : MA/JU

Sample : P2039-08 10X

Misc :

ALS Vvial : 74 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_ N\Methods\SFAM-EPA-BN©32824.MA.M
Title : SVOA CALIBRATION
37 13.698 1815 1821 1831 rBV 1364388 1917832 29.85% 4.730%
38 13.975 1860 1868 1878 rBV 1601110 2373991 36.94% 5.855%
39 14.281 1914 1920 1931 rBV 907991 1342679 20.89% 3.312%
40 14.498 1951 1957 1971 rBV 112666 221181 3.44% 0.546%
41 14.698 1986 1991 1998 rVB8 5056 10724 0.17% 0.026%
42 15.075 2051 2055 2059 rBv2 13170 20609 0.32% 0.051%
43 15.281 2083 2090 2104 rBV 2168721 3070341 47.78% 7.573%
44 15.404 2104 2111 2122 rVW 620533 909882 14.16%  2.244%
45 15.522 2126 2131 2135 rVv2 9677 13891 0.22% 0.034%
46 16.004 2209 2213 2216 rBV6 4478 8494 0.13% 0.021%
47 16.063 2221 2223 2228 rVB6 7638 9853 0.15% 0.024%
48 17.033 2382 2388 2395 rVV 1279290 1776181 27.64% 4.381%
49 17.133 2398 2405 2416 rVV 2577300 3634970 56.57% 8.966%
50 17.933 2536 2541 2547 rBV3 59168 87458 1.36% 0.216%
51 18.998 2718 2722 2727 rBV3 39191 52712 0.82% 0.130%
52 19.069 2730 2734 2738 rBV 37003 50927 0.79% 0.126%
53 19.222 2756 2760 2769 rBV3 63490 91637 1.43% 0.226%
54 19.433 2790 2796 2804 rBV 3376319 4630288 72.06% 11.420%
55 21.269 3102 3108 3116 rBV2 1689469 2413600 37.56% 5.953%

56 23.974 3559 3568 3581 rVB2 2605647 6425908 100.00% 15.849%
57 24.174 3593 3602 3613 rVB 1291548 3200371 49.80% .894%

~N

Sum of corrected areas: 40543902
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©31038.D

Acqg On : 19 Apr 2024 10:58
Operator : MA/JU

Sample : P2039-08 10X

Misc

ALS vial : 74 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN031038.D\data.ms
3000000
2500000
2000000
1500000

1000000
10. 040

8.793 63
500000 6.98169 ;.0 8.340 9510
3.1813 55
02482 ], 3 aB2 "8 ormipg889" 152 5 3605 o4 7.981 845, LI9¥6269 11 EER106

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11. 50 12.00 12.50
Abundance TIC: BN031038.D\data.ms

19.433
3000000

17.133
2500000

15.281
2000000 21.269

13.975

1500000 13.698 17.083

1000000 14.281

[

5.404
500000

w
13.175 4438 085.07515.522 18650083 17.933 18066022

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BN031038.D\data.ms

o

3000000 23.974
2500000
2000000
p4.174
1500000
1000000

500000 NJ

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©31038.D

Acqg On : 19 Apr 2024 10:58
Operator : MA/JU

Sample : P2039-08 10X

Misc

ALS vial : 74 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

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 TIsobutyl acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.852 2.22 ng/ul 58732 1,4-Dichlorobenzene-d4 7.640

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 78
2 Isobutyl acetate 116 C6H1202 000110-19-0 78
3 Isobutyl acetate 116 C6H1202 000110-19-0 72
4 Isobutyl acetate 116 C6H1202 000110-19-0 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 64
Abundance Scan 147 (3.852 min): BN031038.D\data.ms (-142) (-) m/z 43.00 100.00%

43.0
5000

73.0 A A ALNE
i 1/

‘ 3.60 3.80 4.00 4.20
\

o"H"‘m‘“"‘Wm"‘H_‘1‘1‘7‘9”“””_”‘19?"‘1 m/z 56.00  26.14%

m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #9159: Isobutyl acetate
43.0

5000 RN RN
3.60 3.80 4.00 4.20
73.0 m/z 73.00 19.43%
0 15'011010
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #9156: Isobutyl acetate
43.0
3‘603804‘00420
5000 m/z 40.95 14.37%
15.0 73.0
011010
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #9158: Isobutyl acetate AR
43.0 3.60 3.80 4.00 4.20

m/z 39.00 7.12%

5000
73‘.0
|| l

ol 20, 101.0
e i R T

m/z--> 0 20 40 60 80 100 120 140 160 180 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©31038.D

Acqg On : 19 Apr 2024 10:58
Operator : MA/JU

Sample : P2039-08 10X

Misc

ALS vial : 74 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

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 2 Propanoic acid, 2-methyl-, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.128 2.49 ng/ul 66006 1,4-Dichlorobenzene-d4 7.640

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
3 2,3-Hexanedione 114 C6H1002 003848-24-6 53
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 50
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 50
Abundance Scan 194 (4.128 min): BN031038.D\data.ms (-189) (-) m/z 43.00 100.00%
43.0
5000 71.0
R A EamEREEEN
114.0 3.80 4.00 4.20 4.40
Ol e 2080 7 71,00 39.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 H‘HH(\HH’HH‘HH‘
71.0 3.80 4.00 4.20 4.40
m/z 41.00 24.05%
0 15.0 ‘ \‘N I , | 11\50
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15557: Propanoic acid, 2-methyl-, propyl ester
43.0
R R
3.80 4.00 4.20 4.40
5000 71.0 m/z 39.00 9.04%
0 15.0 ‘\‘\ “\ L 1l 10\]-.0
A e o e AR o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8121: 2,3-Hexanedione R R
43.0 3.80 4.00 4.20 4.40
m/z 89.00 8.46%
5000
71.0
15.0 ‘ ‘ ‘ 114.0
M S
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©31038.D

Acqg On : 19 Apr 2024 10:58
Operator : MA/JU

Sample : P2039-08 10X

Misc

ALS vial : 74 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

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 Propanoic acid, propyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.305 3.31 ng/ul 87486  1,4-Dichlorobenzene-d4 7.640

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 78
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 53
Abundance Scan 224 (4.305 min): BN031038.D\data.ms (-219) (-) m/z 56.95 100.00%
57.0
5000 jk
R AREEREEE e
‘ 87.0 4.00 4.20 4.40 4.60
Ol L2329 1700 2089 s 75,00 37.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9264: Propanoic acid, propyl ester
57.0
5000 L L B I B R
4.00 4.20 4.40 4.60
29.0 m/z 43.00 19.31%
0
O\\\‘\i\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9262: Propanoic acid, propyl ester
57.0
R RAEE RS L
4.00 4.20 4.40 4.60
5000 m/z 41.05 14.31%
29.0
" o
o+ttt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9263: Propanoic acid, propyl ester A RARRSEES S T,
57.0 4.00 4.20 4.40 4.60
m/z 41.95 8.22%
5000 290
| ‘ 87.0
0H\‘HHH‘H\H1“‘Hm‘\‘H\‘HH,\m‘\m‘\m‘\m‘uu N R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©31038.D

Acqg On : 19 Apr 2024 10:58
Operator : MA/JU

Sample : P2039-08 10X

Misc

ALS vial : 74 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

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 4 Acetic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.369 2.13 ng/ul 56446  1,4-Dichlorobenzene-d4 7.640

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 59
5 Di-n-propyl ether 102 C6H140 000111-43-3 10
Abundance Scan 235 (4.369 min): BN031038.D\data.ms (-231) (-) m/z 43.00 100.00%
43.0
- M [k
73.0 ABERRAREEERRENEE
‘ ‘ ‘ 279 281.( 4.00 4.20 4.40 4.60

obrtbbp b 1279 2089 28LL /7 s6.e5  39.30%

miz-> 50 100 150 200 250

Abundance #9207: Acetic acid, butyl ester

43.0
5000 LI LA NI BN BN R B
4.00 4.20 4.40 4.60
73.0 m/z 72.95 19.77%
0 1\4.‘-\0“‘\ ‘\‘H ‘ “‘\‘ \‘ T T ‘1\1-7\.0\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9201: Acetic acid, butyl ester
43.0
4.00 4.20 4.40 4.60
5000 m/z 41.00 19.24%
73.0
ool L[ uso
miz--> 50 100 150 200 250
Abundance #9209: Acetic acid, butyl ester T
43.0 4.00 4.20 4.40 4.60
m/z 61.00 15.51%
5000
73.0
0 I 2, IS L —
m/z--> 50 100 150 200 250 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©31038.D

Acqg On : 19 Apr 2024 10:58
Operator : MA/JU

Sample : P2039-08 10X

Misc

ALS vial : 74 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

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 5 Isopropyl butyrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.752 5.88 ng/ul 155660 1,4-Dichlorobenzene-d4 7.640

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 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
Abundance Scan 300 (4.752 min): BN031038.D\data.ms (-293) (-) m/z 43.05 100.00%
43.0
71.0
5000
440460480500
115.0 : : : :
Obrrerr 2069 Jp.05  78.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 L L B B A I LN B
4.40 4.60 4.80 5.00
m/z 89.00  29.10%
115.0
015.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15396: Isopropyl butyrate
43.0
71'0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
4.40 4.60 4.80 5.00
5000 m/z 41.05 28.96%
NECTIN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15400: Isopropy! butyrate A
43.0 4.40 4.60 4.80 5.00
m/z 60.00 12.87%
71.0
5000
omwmwhxmwmh‘H‘H"1‘1?"9”“HH_M‘HH_M USRI I S— -
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©31038.D

Acqg On : 19 Apr 2024 10:58
Operator : MA/JU

Sample : P2039-08 10X

Misc

ALS Vvial : 74 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@32824.MA.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|
Isobutyl acetate 3.852 2.2 ng/ul 58732 1 7.640 529189 20.0
Propanoic acid,... 4.128 2.5 ng/ul 66006 1 7.640 529189 20.0
Propanoic acid,... 4.305 3.3 ng/ul 87486 1 7.640 529189 20.0
Acetic acid, bu... 4.369 2.1 ng/ul 56446 1 7.640 529189 20.0
Isopropyl butyrate 4.752 5.9 ng/ul 155660 1 7.640 529189 20.0
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