LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN120624\

Data File : BN@35456.D

Acqg On : 06 Dec 2024 11:20

Operator : RC/JU

Sample : P5104-17

Misc :

ALS Vvial : 36 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-BN120224.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BN@35456.D\data.ms
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN120624\
Data File : BN@35456.D

Acqg On : 06 Dec 2024 11:20
Operator : RC/JU

Sample : P5104-17

Misc :

ALS Vvial : 36 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-BN120224.MA.M
Title : SVOA CALIBRATION
37 13.957 1875 1882 1894 rVV 799274 1160828 39.84% 4.390%
38 14.192 1916 1922 1931 rBV 63976 112037 3.85% 0.424%
39 14.269 1931 1935 1941 rVB3 8174 12894 0.44% 0.049%
40 14.416 1955 1960 1964 rVB5 2197 3154 0.11% 0.012%
41 14.698 2003 2008 2017 rBV 11238 21990 0.75% 0.083%
42 14.963 2045 2053 2060 rBV 1204011 1690509 58.02% 6.393%
43 15.022 2062 2063 2070 rVB3 3189 3001 0.10% 0.011%
44 15.098 2070 2076 2086 rBV 385068 492062 16.89% 1.861%
45 15.204 2089 2094 2100 rBvV3 3772 5851 ©.20% 0.022%
46 16.110 2245 2248 2252 rBv4 2280 3957 0.14% 0.015%
47 16.551 2319 2323 2328 rVV4 4977 6833 0.23% 0.026%
48 16.722 2346 2352 2361 rBV 1059052 1463954 50.24% 5.536%
49 16.822 2363 2369 2379 rBV2 1496889 2077329 71.30% 7.855%
50 17.451 2469 2476 2481 rBV4 4204 6366 0.22% 0.024%
51 17.669 2509 2513 2521 rBV 39105 47779 1.64% 0.181%
52 17.733 2521 2524 2528 rVB2 3532 4930 0.17% 0.019%
53 18.704 2685 2689 2695 rBV 18663 24671 0.85% 0.093%
54 18.775 2696 2701 2706 rVB 17739 21884 0.75% 0.083%
55 18.857 2706 2715 2730 rBV 166873 262958 9.02% 0.994%
56 18.980 2730 2736 2740 rBV4 23250 32513 1.12% 0.123%
57 19.145 2758 2764 2772 rBV 1949483 2584179 88.69% 9.772%
58 19.833 2878 2881 2883 rBV4 3149 4031 0.14% 0.015%
59 20.974 3070 3075 3086 rBV 1397795 1798846 61.74% 6.802%

60 23.468 3490 3499 3507 rBV 1263930 2751232 94.42% 10.404%

61 23.645 3521 3529 3539 rBV2 869285 1886867 64.76%  7.135%

Sum of corrected areas: 26444548
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN120624\
Data File : BN@35456.D

Acqg On : 06 Dec 2024 11:20
Operator : RC/JU

Sample : P5104-17

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN120224.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN035456.D\data.ms
1500000
1000000
8.769
500000 9. 6810 046
6.c&g40 2% 80108434 9146 ‘
0.958%348.640 4.069 & ﬁ'gk A 899 99315’ OB . gE5u634
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘ T 7_\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 10.50 1100 11.50 12.00 12.50
Abundance TIC: BN035456.D\data.ms
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1500000 16.822 20.974
14.963
16.722
1000000
640
13.387°13 057
500000 15.098

18.857
1 gt 66&4 204 16.11016.55M 17.35606% 1887%{4@ Jg@;gﬁﬂﬂﬂﬂ,d%w

O A B e e R i e e o e e e L B e o A e e B A
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: BN035456.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN120624\
Data File : BN@35456.D

Acqg On : 06 Dec 2024 11:20
Operator : RC/JU

Sample : P5104-17

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN120224.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.769 84.20 ng/ul 2913710  Naphthalene-d8 10.046

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 59
Abundance Scan 1000 (8.769 min): BN035456.D\data.ms (-963) (-) m/z 73.00 100.00%
5000 A
41.1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
“ H 11‘6-1 8.40 8.60 8.80 9.00
el bbb L2080 28LO . gglle 76.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 L L NN B LA LR R
41.0 8.40 8.60 8.80 9.00
‘ 116.0 m/z 41.10 25.74%
\H‘\H\\‘i“\‘\”‘i\\“‘\“\ ‘H“H\‘!‘H%??]Q’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0
T
8.40 8.60 8.80 9.00
5000 m/z 87.00  22.06%
41.0 ‘ 116.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24100: Hexanoic acid, 2-ethyl- e A REanaREE
88.0 8.40 8.60 8.80 9.00
m/z 57.10 21.99%
5000;  41.0 A
m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN120624\
Data File : BN@35456.D

Acqg On : 06 Dec 2024 11:20

Operator : RC/JU

Sample : P5104-17

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN120224 .MA.M
: SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.375 2.99 ng/ul 103390 Naphthalene-d8 10.046
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 95
3 Benzoic acid 122 C7H602 000065-85-0 93
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 90
Abundance Scan 1103 (9.375 min): BN035456.D\data.ms (-1094) (-) m/z 105.00 100.00%
105.
77.0 122.0
5000
51.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
390 ‘ 9.00 9.20 9.40 9.60
‘_mw;_mlm“‘T’?fg_‘!u‘1“”‘?‘3‘9‘_‘1“”‘mm_ m/z 122.00  72.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11265: Benzoic acid
105.0 122.0
77.0
5000 L L L L L B L R
51.0 9.00 9.20 9.40 9.60
m/z 77.00 71.39%
‘ 65.0
\‘\\\\‘\\\\‘\\‘\\“1\\\‘\\\\‘\1‘11‘\\\\‘\\\\‘\\1\‘\\\\‘\‘\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11261: Benzoic acid
105.0 122.0
R Eama TR R RAR
7.0 9.00 9.20 9.40 9.60
5000 m/z 51.00 26.38%
51.0
0% | es0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11262: Benzoic acid ‘_“‘_“‘_“‘_““
77.0 105.0 9.00 9.20 9.40 9.60
1220 m/z 50.00 16.74%
5000
51.0
27.0 39'0 ‘\ 65.0 | 910 | 11
AR E e R S W‘H“H“_‘H“H“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN120624\
Data File : BN@35456.D

Acqg On : 06 Dec 2024 11:20
Operator : RC/JU

Sample : P5104-17

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN120224.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 9-Octadecenoic acid, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.857 2.92 ng/ul 262958  Chrysene-di2 20.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 94
2 Oleic Acid 282 C18H3402 000112-80-1 91
3 9-Octadecenoic acid 282 C18H3402 002027-47-6 91
4 Oleic Acid 282 C18H3402 000112-80-1 91
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 78

Abundance Scan 2715 (18.857 min): BN035456.D\data.ms (-2706) (- | m/z 55.10 100.00%
5!:

5000

-

1 \
18.50 19.00

m/z 69.10  86.54%

264.1

38.1 180.0 222.2

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 — e
18.50 19.00
264.0 m/z 83.10 76.80%
| H h“ ‘ 180.0 222.0
’HHH‘H‘ ‘HH \“h\‘\‘\m\”i\WH‘\‘\‘\\\’\H\‘\\HWHH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176208: Oleic Acid
55.0
e

-
18.50 19.00
m/z 41.10 65.74%

5000

L.
e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176210: 9-Octadecenoic acid _—
55.0 18.50 19.00

m/z 97.10  58.94%

o

5000

260 |

I niin lf 1l
b “
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN120624\
Data File : BN@35456.D

Acqg On : 06 Dec 2024 11:20
Operator : RC/JU

Sample : P5104-17

Misc

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN120224.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|

Hexanoic acid, ... 8.769 84.2 ng/ul 2913710 2 10.046 692101 20.0
Benzoic acid 9.375 3.0 ng/ul 103390 2 10.046 692101 20.0
9-Octadecenoic ... 18.857 2.9 ng/ul 262958 5 20.974 1798850 20.0
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