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Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
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Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053025\

BF142570.D

RC/3JU

: Q2150-09

Parameters:
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tion: 5
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: 6 Sample Multiplier: 1

rteint.p

: TIC: BF1425790.D\data.ms
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6 7.457
7 7.710
8 8.181
9 9.257

9.933

11 10.651
12 10.727
13 11.422
14 11.951
15 12.651

16 12.733
17 13.010
18 13.904
19 14.068
20 14.533

21 14.921
22 15.562
23 16.098

scan scan s

889 895
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1012 1018 1
1195 1201 1
1311 1316 1

1433 1438 1
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1834 1839 1
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2094 2098 2
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Filtering:
Min Area:
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Peak Location:
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2685951 88.
664947 21.
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53025\
Data File : BF142570.D

Acqg On : 30 May 2025 15:21
Operator : RC/JU

Sample : Q2150-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142570.D\data.ms

2000000 5.516 6.522

1500000
7.457

1000000

6.898
500000

5122
304 I\ L 7.71

0 \\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\ [

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF142570.D\data.ms
9.257

2000000 13.010

10.727
1500000

1000000
8.181 9.933 11.422

500000 11.951

—————— T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF142570.D\data.ms

2000000
1500000
1000000

500000 14.068 15.562

13.904
. 14,533 14.921
T T T T T ‘ T T T ‘ T T T T T T ‘ T T T

‘ ‘ ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

16.098
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53025\
Data File : BF142570.D

Acqg On : 30 May 2025 15:21
Operator : RC/JU

Sample : Q2150-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.122 9.07 ng 301649 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 498 (5.122 min): BF142570.D\data.ms (-489) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1 T T T T T
83.0 4.80 5.00 5.20 5.40
) S SO M. e S m/z 59.10  56.83%
m/z--> 20 40 60 80 100 120 140
Abundance #9287: 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  18.14%
15.0 101.0
\\\‘\‘\W‘\\“M\\}‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e REARRREE SR
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.73%
I 126.0142,0
et
m/z--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate e EaAaRmmEasE L
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.00%
5000
15.0 | 720 1000
| N |
-t r—ty——t— N R RRRREE TS S
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\BF@53025\
Data File : BF142570.D

Acqg On : 30 May 2025 15:21
Operator : RC/JU

Sample : Q2150-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.651 6.33 ng 303148  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 47
Abundance Scan 1438 (10.651 min): BF142570.D\data.ms (-1433) (- m/z 105.10 100.00%
105.1
771 182.1
5000
51.1
— —
10.50 11.00
152.1
et 1260 T myz 77.10 62.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — —
10.50 11.00
510 m/z 182.10  58.44%
270 | A 1260 1520 |
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
77.0
— —
182.0 10.50 11.00
5000 m/z 51.10 26.78%
51.0 105.0
270 | 1280 1920
L I e e AR e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo- T =
105.0 10.50 11.00
m/z 181.10 9.24%
5000 77.0
51.0 178.0
270 | I 133.0 1600 "
R e e e :
mlz--> 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\BF@53025\
Data File : BF142570.D

Acqg On : 30 May 2025 15:21
Operator : RC/JU

Sample : Q2150-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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.
11.951 13.84 ng 626761  Phenanthrene-di10 11.422
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 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1659 (11.951 min): BF142570.D\data.ms (-1653) (- m/z 43.05 100.00%
43.0 |173.0
5000 129.1
213.2 J A
H 157.1185.2 ‘ 256.3 12100
HW‘HAMJJ‘W‘%MHMW1nw~uui_w‘ﬂuw_uu_h‘_uj_ m/z 72.95 99.88%
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

m/z 60.00 96.57%

H 157.01g50213.0  256.0
\H‘HH“}‘HH!H {\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100 120 140 160 180200 220 240 260
Abundance #92063: Tridecanoic acid

43.0 730

o

12.00
5000 129.0 m/z 57.05 84.06%
171.0
214.0
ol AL,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid o
43.0 73.0 12.00
m/z 41.95 77.06%
5000 129.0
199.0
5 LT LT
1§RMHMHM‘MMWMWHWMMM‘HJM‘h_MHMH‘MHW‘HW‘ P
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53025\
Data File : BF142570.D

Acqg On : 30 May 2025 15:21
Operator : RC/JU

Sample : Q2150-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.733 2.82 ng 127848  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1792 (12.733 min): BF142570.D\data.ms (-1787) (- m/z 43.05 100.00%

43.0
5000 129.1

185.1 241.2 —— ——
h ‘ ‘ 284.3 12.50 13.00
H ‘u \\ ‘ | [

L) L ““““““ﬂu““““‘ m/z 59.95 87.79%

m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
129.0

5000 s =
12.50 13.00
185.0 oyq o 2040 m/z 72.95 87.37%
“¢\\ Mth““ JW‘MH‘M”‘H
miz—-> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
12.‘50 13.‘00
5000 2840 m/z 57.85 86.43%
3.0 129.0
| ‘ 1850 2410
—— \‘\\‘\ MLU\ H‘H\‘uh\\ \u‘\‘\} ol ‘ \‘ | “ \‘ “ e “ ‘ T “‘ T ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid — T
73.0 12.50 13.00

m/z 55.10 78.61%

5000 129.0
294 199.0 242 0
L ‘ ‘ HH‘\ \\h” ‘\H M ‘ ‘ ‘ ‘ ‘

‘ —
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF052025.M Sat May 31 03:34:33 2025 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53025\
Data File : BF142570.D

Acqg On : 30 May 2025 15:21
Operator : RC/JU

Sample : Q2150-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Octadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.904 8.96 ng 260305  Chrysene-di2 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 1991 (13.904 min): BF142570.D\data.ms (-1986) (- m/z 57.05 100.00%
57.0
97.1
5000
——
14.00
bl ‘ ‘H‘ ! “‘u “‘ “““8‘1‘2 e | M/z 43.05  91.33%
m/z--> 50 100 150 200 250 300 350
Abundance #275085: Octadecy! trifluoroacetate
57.0
97.0
5000 T
14.00
m/z 55.05 83.02%
\\\\‘ \\\ \\\\’\\ \\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
——
14.00
5000 m/z 83.05 69.78%
390
50 L LLLII0 1060 2090 a0
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate T
57.0 14.00
97.0 m/z 69.05 62.55%
5000
i “‘ = B —
mlz--> 50 100 150 200 250 300 350 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53025\

BF142570.D
: 30 May 2025 15:21
: RC/JU
: Q2150-09
: 6 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Supraene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14921 2.79ng 83775 Perylene-d12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 supraene at0 C3oHse 067683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91

1000163-04-7 90
062951-96-6 87
056882-09-8 83

3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360

Abundance Scan 2164 (14.921 min): BF142570.D\data.ms (-2160) (- m/z 69.10 100.00%

69.1
5000

\
137.0 15.00
- ‘ L u““ pddy 2032 2830 3412 ./, 81.65  49.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 T 7
15.00
m/z 41.10 25.14%
137.0
oLl 1910 2730 3410 410
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
P
15.00
5000 m/z 95.85 14.32%
121.0
270, |y | 1| [ 1750 23102730 3410 410,
i
m/z--> 50 100 150 200 250 300 350 400
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, P
69.0 15.00
m/z 68.00 11.76%
5000
‘ rn 0
il Loy [ 1P102080 27303150 3840 | [ag il Ly i
m/z--> 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53025\
Data File : BF142570.D

Acqg On : 30 May 2025 15:21
Operator : RC/JU

Sample : Q2150-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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|
2-Pentanone, 4-... 5.122 9.1 ng 301649 1 6.898 664947 20.0
Benzophenone 10.651 6.3 ng 303148 3 9.933 958238 20.0
n-Hexadecanoic ... 11.951 13.8 ng 626761 4 11.422 905627 20.0
Octadecanoic acid 12.733 2.8 ng 127848 4 11.422 905627 20.0
Octadecyl trifl... 13.904 9.0 ng 260305 5 14.068 580839 20.0
Supraene 14.921 2.8 ng 83775 6 15.563 601105 20.0
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