LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020725\
Data File : BF141511.D

Acqg On : 07 Feb 2025 16:50
Operator : RC/JU

Sample : Q1299-05

Misc :

ALS vial : 7 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-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141511.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.998 489 494 509 rVB 15470 26476 1.27% 0.185%
2 5.410 558 564 579 rVB 1402330 1904565 91.31% 13.330%
3  6.428 731 737 754 rBV 1405076 1978602 94.86% 13.848%
4 6.786 793 798 804 rBV 404998 499058 23.93%  3.493%
5 7.351 887 894 904 rBV 945487 1288604 61.78% 9.019%
6 7.610 932 938 944 rBV2 59637 81873 3.93% 0©.573%
7 8.069 1010 1016 1035 rVB 497519 676417 32.43% 4.734%
8 8.763 1130 1134 1145 rVB2 15362 24965 1.20% 0.175%
9 9.145 1193 1199 1209 rBV 1635016 2085790 100.00% 14.598%
10 9.822 1309 1314 1325 rVB 533861 673819 32.31% 4.716%
11 10.539 1431 1436 1443 rBV 125301 167926 8.05% 1.175%
12 10.610 1443 1448 1463 rVV 855924 1138808 54.60% 7.970%
13 10.739 1465 1470 1477 rVB2 17303 32625 1.56% 0.228%
14 11.310 1562 1567 1576 rBV2 424502 621650 29.80% 4.351%
15 11.769 1641 1645 1649 rBV5 15306 30488 1.46% 0.213%
16 11.839 1653 1657 1665 rVV 185165 280535 13.45%  1.963%
17 12.521 1769 1773 1777 rBV 61529 81571 3.91% ©.571%
18 12.563 1777 1780 1785 rVB 40246 53837 2.58% 0.377%
19 12.627 1787 1791 1797 rBV6 34396 73680 3.53% 0.516%
20 12.751 1808 1812 1818 rBV 62570 96442 4.62% 0.675%

21 12.898 1832 1837 1844 rVB 1176478 1492836 71.57% 10.448%
22 13.951 2011 2016 2028 rBV 378308 570373 27.35%
23 15.409 2260 2264 2274 rVB 234612 406856 19.51% 2.848%
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Sum of corrected areas: 14287796

8270-BF020625.M Sat Feb 08 04:33:19 2025 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020725\

BF141511.D
: 07 Feb 2025 16:50
: RC/JU
1 Q1299-05
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
: 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\BF020725\
Data File : BF141511.D

Acqg On : 07 Feb 2025 16:50
Operator : RC/JU

Sample : Q1299-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 1 Pentanedioic acid, dimethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.610 2.42 ng 81873  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 72
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 35
3 1-Methyl-3-pyrrolidinol 101 C5H11NO 013220-33-2 22
4 Butanoic acid, 3,3-dimethyl- 116 C6H1202 001070-83-3 12
5 3-Hexanone 100 C6H120 000589-38-8 10
Abundance Scan 938 (7.610 min): BF141511.D\data.ms (-932) (-) m/z 57.05 100.00%
57.0
- 0 L
129.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
o ‘ 178.1 7.20 7.40 7.60 7.80 8.00
T i\M‘\‘\“\H“HH“\!H‘HH‘HH“H m/Z 59.00 63.2400
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36502: Pentanedioic acid, dimethyl ester
59.0
15.0 100.0 .
5000 DL R B A W
129.0 7.20 7.40 7.60 7.80 8.00
m/z 41.05 44.20%
39
\\\\‘\M‘\\‘i\‘\‘\Hi\iw‘\‘\“\\\“‘\\\\‘\!‘\\‘\\\\‘\.\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #36521: Butanedioic acid, methyl-, dimethyl ester
59.0
AN EREamma SR
7.20 7.40 7.60 7.80 8.00
5000 m/Z 100.00 42 .04%
15.0 129.0
101.0
B S I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4593: 1-Methyl-3-pyrrolidinol e A
57.0 7.20 7.40 7.60 7.80 8.00
m/z 101.00 30.24%
5000
101.0
28.0
S .- R — S b U
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020725\
Data File : BF141511.D

Acqg On : 07 Feb 2025 16:50
Operator : RC/JU

Sample : Q1299-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.539 4.98 ng 167926  Acenaphthene-di10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-(2-0xo0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 53
3 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 Benzoic acid, phenyl ester 198 C13H1e02 000093-99-2 47
Abundance Scan 1436 (10.539 min): BF141511.D\data.ms (-1431) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
N T
10.50
152.0
b 1299 U m/z 77.00  64.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — :
10.50
51.0 m/z 182.10  55.68%
27.0 ! 1260 1520
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Ox0-2-phenyl-ethyl)-malononitrile
105.0
N T
77.0 10.50
5000 m/z 50.95 30.96%
51.0
e b | 1280 1540 840
L T e R Emmm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24905: Benzenepropanenitrile, .beta.-oxo- —
105.0 10.50
m/z 50.10 10.07%
77.0
5000
51.0
27.0 A ‘ 14?.0
A B R B po
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020725\
Data File : BF141511.D

Acqg On : 07 Feb 2025 16:50
Operator : RC/JU

Sample : Q1299-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 9.03 ng 280535  Phenanthrene-di10 11.310
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1657 (11.839 min): BF141511.D\data.ms (-1653) (- m/z 43.10 100.00%
43.1 730
5000
129.0
213.2 7 T
157.1185.1 256.1 11.50 12.00
e e m/z 73.00 87.26%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
11.50 12.00
97.0 157.0 155 02130 2560 m/z 60.00  84.99%
\H‘HH“}‘HH!H \H‘{\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— ==
11.50 12.00
5000 129.0 m/z 55.10 75.28%
171.0
214.0
150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 41.10 74.99%
5000 129.0
199.0
s e T
;ﬁgkﬂNHM‘MMWMW“AWMW‘_Hﬂwﬂ‘mu‘wu‘wu‘wu‘_ P e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020725\
Data File : BF141511.D

Acqg On : 07 Feb 2025 16:50
Operator : RC/JU

Sample : Q1299-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.627 2.37 ng 73680  Phenanthrene-dle 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 83
2 Dodecanoic acid 200 C12H2402 000143-07-7 62
3 Undecanoic acid 186 C11H2202 000112-37-8 58
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 1791 (12.627 min): BF141511.D\data.ms (-1787) (- m/z 43.10 100.00%

43.1
129.0 241.2
171.1,29%° 284.;

5000

T
12.50 13.00

— \\‘ m/z 55.05 90.32%

m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 730

5000 — ——
129.0 12.50 13.00
m/z 57.00 82.69%
‘ 1850 40 284C "
— \“ \“\‘ h!‘ ‘H‘ H”\ HM\ Ly ] - ‘ N “‘ R ““
m/z--> 50 100 150 200 250
Abundance #75713: Dodecanoic acid
73.0
43.0 — —
12.50 13.00
5000 73.00 81.06%
129.0
200.0
. “\‘ Hw“\\‘d‘ H‘“ ‘“‘\“ ‘h“ I \M ‘1%4#0‘ . . —
m/z--> 50 100 150 200 250
Abundance #60689: Undecanoic acid
60.0 12 50 13 00
m/z 60.00 79.20%
5000
29.0 129.0
bR, e
‘ \ U\‘M A I ‘m‘ L N W aTTARN) TatE
m/z--> 50 100 150 200 250 1250 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020725\
Data File : BF141511.D

Acqg On : 07 Feb 2025 16:50
Operator : RC/JU

Sample : Q1299-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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|
Pentanedioic ac... 7.610 2.4 ng 81873 2 8.069 676417 20.0
Benzophenone 10.539 5.0 ng 167926 3 9.822 673819 20.0
n-Hexadecanoic ... 11.839 9.0 ng 280535 4 11.310 621650 20.0
Octadecanoic acid 12.627 2.4 ng 73680 4 11.310 621650 20.0
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