LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063025\
Data File : BF142912.D

Acqg On : 30 Jun 2025 12:17
Operator : RC/JU

Sample : Q2430-01

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-BF061925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142912.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.263 3 12 24 rVB 263880 423059 13.97% 2.184%
2 5.122 485 498 514 rBV 129299 222465 7.35% 1.148%
3 5.516 558 565 570 rBV 1528661 2110716 69.69% 10.895%
4 6.510 727 734 740 rBV 1431527 2132586 70.42% 11.007%
5 6.875 791 796 802 rBV 481728 611569 20.19% 3.157%

6 7.439 885 892 897 rBV 1010890 1407734 46.48% 7.266%
7 8.157 1009 1014 1024 rBV 628295 810245 26.75% 4.182%
8 9.239 1191 1198 1203 rBV 2066922 2789568 92.11% 14.399%
9 9.916 1308 1313 1318 rBV 776178 956600 31.59%  4.938%
10 10.633 1430 1435 1440 rBV 191060 239948 7.92%  1.239%

11 10.710 1442 1448 1453 rBV 1310360 1699766 56.12% 8.773%
12 11.404 1561 1566 1572 rBV 796902 1031763 34.07% 5.326%
13 12.998 1830 1837 1842 rBV 2216332 3028537 100.00% 15.632%
14 13.886 1982 1988 2001 rBV 82463 146385 4.83% 0.756%
15 14.051 2011 2016 2024 rVB 585019 744647 24.59%  3.844%

16 14.804 2139 2144 2154 rBV 185853 290148 9.58%  1.498%
17 15.545 2263 2270 2281 rBV 468689 728264 24.05%  3.759%

Sum of corrected areas: 19374000
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063025\
Data File : BF142912.D

Acqg On : 30 Jun 2025 12:17
Operator : RC/JU

Sample : Q2430-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142912.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063025\
Data File : BF142912.D

Acqg On : 30 Jun 2025 12:17
Operator : RC/JU

Sample : Q2430-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.263 13.84 ng 423059 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 12 (2.263 min): BF142912.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 43.0
87.1
RRmREARE
‘ 9.0 2.302.402.502.602.70
e e m/z 43.05 42.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 R REE R R R R RRRE R
43.0 2.302.402.502.602.70
‘ 87.0 m/z 55.05 29.57%
\H‘\H\‘HH“HH“HH‘H\\9‘9\\"\}\\‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R RN EE T A
2.302.402.502.602.70
5000 410 55.0 m/z 87.10  26.21%
27.0
1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- RamA A R
73.0 2.302.402.502.602.70
m/z 41.10 14.29%
5000
55.0
27.0 41)o
mwWHW‘H““H“w‘MW,MWmwWm,w_ww P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.302.402.502.602.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063025\
Data File : BF142912.D

Acqg On : 30 Jun 2025 12:17
Operator : RC/JU

Sample : Q2430-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.122 7.28 ng 222465 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 498 (5.122 min): BF142912.D\data.ms (-485) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1
‘ 83.0 4.80 5.00 5.20 5.40
\\\’\\\\““1\\‘1‘i\\\\“\.\\\“\\\\‘\\\\‘\\ m/Z 59.10 58.87%
m/z--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T
59.0 4.80 5.00 5.20 5.40
m/z 101.10 20.32%
279 830 1010
\\\’\‘1‘\\“\\\}‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR mmaEEE S
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.85%
Il | 126.0 1420
1
m/z--> 20 40 60 80 100 120 140
Abundance #4153: 1-Propen-2-ol, acetate e EaAaNmmmasE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.58%
5000
58.0
L L |
— ettt e EaAaammmasE L
mlz--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063025\
Data File : BF142912.D

Acqg On : 30 Jun 2025 12:17
Operator : RC/JU

Sample : Q2430-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.633 5.02 ng 239948  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1435 (10.633 min): BF142912.D\data.ms (-1430) (- m/z 105.00 100.00%
105.0
7m0 182.1
5000
51-0 T ‘ T T ‘ T
10.50 11.00
152.1
‘\H\’H‘H‘\HW’HH‘\‘\\\1‘2\6\.9\‘H‘}”\‘HH‘H\H m/Z 77 .00 62.31%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —— o
10.50 11.00
51.0 m/z 182.10  58.39%
270 | A 1260 1520 |
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo-
105.0
—— —
10.50 11.00
5000 77.0 m/z 51.00 25.47%
51.0 178.0
270 | I 1330 160.0 T
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl- —— A
105.0 10.50 11.00
m/z 181.10 9.19%
5000 77.0
51.0
27.0
T 1330 168.0
B B SR e —
miz--> 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\BF063025\
Data File : BF142912.D

Acqg On : 30 Jun 2025 12:17
Operator : RC/JU

Sample : Q2430-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Triacontyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.886 3.93 ng 146385  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 91
2 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 91
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
Abundance Scan 1988 (13.886 min): BF142912.D\data.ms (-1982) (- m/z 57.05 100.00%
57.0
— ——
{ ‘ F5 1 13.50 14.00
ULy 2070 e Mz 43.85  78.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #342310: Triacontyl trifluoroacetate
57.0
5000 — —
13.50 14.00
m/z 55.05 67.66%
“ i “”9502640 392.0 465.0
\\\!‘1fH‘H\f‘\H\’1\H‘\H\’\f\\‘H\f‘\f\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #347041: Dotriacontyl pentafluoropropionate
57.0
— ——
13.50 14.00
5000 m/z 83.05 52.22%
‘ ‘ MA195026403340 448.0 594.(
“H‘H‘w e m
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #342427: Tricosyl heptafluorobutyrate
57.0 1350 1400
m/z 97.05 52.04%
B JvAﬂmv\,m/\h\mAnAvxm
I I “,.1950 3220 518.0
H‘w“u‘u‘w‘u"‘H"H‘M‘H‘H‘W‘H“H‘W‘H‘_‘H“ P —
mlz--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063025\
Data File : BF142912.D

Acqg On : 30 Jun 2025 12:17
Operator : RC/JU

Sample : Q2430-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 5 13-Docosenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.804 7.97 ng 290148  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 2-Propanone, 1-cyclohexyl- 140 CS9H160 000103-78-6 43
Abundance Scan 2144 (14.804 min): BF142912.D\data.ms (-2139) (- m/z 59.00 100.00%
59.0
5000 AM‘
— ——
97.1 40.4 14.50 15.00
‘ih‘h‘ \‘MH‘ ‘“M \‘m\ s -‘ = ‘\]8\4\ 1‘ f \2\4\0‘2 \2\77\’\1 ’3\29\2\ m/Z 72.00 61. 5100
m/z--> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (2)-
59.0
5000 — ——
137:0 /14.5055 o5 15.(;01 269
97.0 . m/z . . 0
LI ‘\“‘ \‘H‘\“H} W“‘ \H“\ ‘} “\ T 1\9\3‘-0\ \2\4.\0-‘0\ T \29\4’.0\ } T ‘\'
m/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (2)-
59.0
— —
14.50 15.00
5000 m/z 41.05 34.78%
18, 770, 1400 1840 2380 2810
e
m/z--> 50 100 150 200 250 300
Abundance #142059: Hexadecanamide o T
59.0 14.50 15.00
m/z 43.05 34.04%
5000
I L‘\ ), M40 1700 212.0 2550
— P —
miz--> 50 100 150 200 250 300 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063025\
Data File : BF142912.D

Acqg On : 30 Jun 2025 12:17
Operator : RC/JU

Sample : Q2430-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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|
Butane, 2-metho... 2.263 13.8 ng 423059 1 6.881 611569 20.0
2-Pentanone, 4-... 5.122 7.3 ng 222465 1 6.881 611569 20.0
Benzophenone 10.633 5.0 ng 239948 3 9.916 956600 20.0
Triacontyl trif... 13.886 3.9 ng 146385 5 14.051 744647 20.0
13-Docosenamide... 14.804 8.0 ng 290148 6 15.545 728264 20.0
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