LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140635.D

Acqg On : 26 Nov 2024 12:18
Operator : RC/JU

Sample : P4960-06

Misc :

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:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140635.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.087 504 509 522 rVB 17521 28126 1.52% 0.236%
2 5.498 573 579 594 rBvV 1042701 1412269 76.24% 11.834%
3 6.504 745 750 776 rBV 1096309 1464001 79.03% 12.268%
4 6.869 807 812 819 rBV 345873 419210 22.63% 3.513%
5 7.434 902 908 918 rBV 700441 939446 50.71% 7.872%

6 7.686 946 951 962 rBV 10662 20578 1.11% 0.172%
7 8.151 1025 1030 1045 rBV 420083 549530 29.67% 4.605%
8 9.222 1207 1212 1235 rBV 1444555 1852414 100.00% 15.523%
9 9.904 1323 1328 1341 rBV 477167 611143 32.99% 5.121%
10 10.616 1444 1449 1458 rBV 97290 129085 6.97% 1.082%

11 10.698 1458 1463 1479 rBV 782778 1045674 56.45% 8
12 11.398 1576 1582 1590 rBV 458198 616513 33.28% 5.166%
13 11.916 1665 1670 1692 rBV2 73393 141356 7.63% 1
14 12.980 1846 1851 1869 rBV 1356633 1724055 93.07% 14.447%
15 13.874 1998 2003 2018 rBV 43178 113882 6.15% ©.954%

16 14.045 2027 2032 2040 rVB 298201 402630 21.74% 3.374%
17 14.757 2147 2153 2161 rBV6 22064 57787  3.12% ©0.484%
18 15.539 2280 2286 2299 rVB 237459 405812 21.91%  3.401%

Sum of corrected areas: 11933511
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Nov 2024 12:18
: RC/JU
: P4960-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
BF140635.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140635.D

Acqg On : 26 Nov 2024 12:18
Operator : RC/JU

Sample : P4960-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.616 4.22 ng 129085  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 Benzilamide 227 C14H13NO2 004746-87-6 47
Abundance Scan 1449 (10.616 min): BF140635.D\data.ms (-1444) (-] ' m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1 — —
10.50 11.00
152.1
Ol il 2280 2R m/z 77.10 70.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —t ——
10.50 11.00
510 m/z 182.10  52.01%
o2mo || 1969 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.10 25.36%
51.0
ol2o o
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- Tk —
105.0 10.50 11.00
m/z 106.00 8.49%
77.0
5000
51.0
0 27'0 L \‘ Inl Lyl ‘ ‘ 125'0 15\4.0 j\
R A e e ——+h —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140635.D

Acqg On : 26 Nov 2024 12:18
Operator : RC/JU

Sample : P4960-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.59 ng 141356  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 1670 (11.916 min): BF140635.D\data.ms (-1665) (- m/z 73.10 100.00%
7’2
43.0
5000
129.1
213.2 T
157.1185.2 256.1 12.00
0! m/z 43.05 76.12%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
12.00
167.01g5 02130  256.0 m/z 60.00 75.32%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
—=
12.00
5000 m/z 57.05 67.31%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid a —
43.0 73.0 12.00
m/z 55.05 64.43%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140635.D

Acqg On : 26 Nov 2024 12:18
Operator : RC/JU

Sample : P4960-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 1-Tetracosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.874 5.66 ng 113882  Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Hexacosene 364 C26H52 018835-33-1 93
Abundance Scan 2003 (13.874 min): BF140635.D\data.ms (-1998) (- m/z 57.10 100.00%
A
97.0
5000
— ——
‘ ‘ | *390 207.1 13.50 14.00
j— | ‘ bl w2810 sz ssies 92.70%
miz-> 50 100 150 200 250 300
Abundance #244231:; 1-Tetracosene
43.0 83.0
5000 — e
13.50 14.00
25.0 m/z 83.05 90.28%
ol W\ Ll L | J880 2100 a3
miz-> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
— ——
13.50 14.00
5000 m/z 43.05 86.90%
onog [ LIIL | £ £ 1810 2220 2640 3080 _
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol “ T
55.0 13.50 14.00
97.0
m/z 97.05 84.14%
pro0 | L1 LI 180 e0 magasso )
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140635.D

Acqg On : 26 Nov 2024 12:18

Operator : RC/JU

Sample : P4960-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT 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 unknownl4.757 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.757 2.87 ng 57787  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-4,6-dichloropyridine, 2M... 190 C7H8C12N2 1000494-82-6 22
2 4-Methylthiophene-2-sulfonamide 177 C5H7NO2S2 1000242-76-2 14
3 Benzenamine, N,N-dimethyl-4-[[(1... 190 C12H18N2 027976-83-6 11
4 2,3-2H-Benzofuran-2-one, 3,3,4,6... 190 C12H1402 086562-99-4 11
5 Diflunisal, O-trifluoroacetyl-, . 460 C18H9F904 1000447-07-7 11

Abundance Scan 2153 (14.757 min): BF140635.D\data.ms (-2147) (-

m/z 57.10 100.00%

57.1 177.1
460.
122.1
5000 255.2
—r —
Il (1T | R T S
0l I m/z 177.180 93.55%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #65154: 2-Amino-4,6-dichloropyridine, 2Me derivative
161.0
5000 ‘J\Nﬁ —
440 1120 14.50 15.00
‘ m/z 460.35 71.20%
O r‘ ‘i“ r“l‘\‘“‘\"\‘“‘H‘l”\ L““‘“‘ l\ ‘\ U“ L L B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #52006: 4-Methylthiophene-2-sulfonamide
177.0 ﬂ
—r —
14.50 15.00
5000 113.0 ITI/Z 175.10 70.08%
53.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 /\
Abundance #64757: Benzenamine, N,N-dimethyl-4-[[(1-methylethyl)i I ﬂﬂ‘ﬂﬂ ; ——
175.0 14.50 15.00
m/z 161.05 55.46%
5000
87.0
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140635.D

Acqg On : 26 Nov 2024 12:18
Operator : RC/JU

Sample : P4960-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
Benzophenone 10.616 4.2 ng 129085 3 9.904 611143 20.0
n-Hexadecanoic ... 11.916 4.6 ng 141356 4 11.398 616513 20.0
1-Tetracosene 13.874 5.7 ng 113882 5 14.045 402630 20.0
unknownl14.757 14.757 2.9 ng 57787 5 14.045 402630 20.0
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