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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142398.D

Acqg On : 15 May 2025 18:11
Operator : RC/JU

Sample : Q2010-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142398.D\data.ms
2000000

5.510 6.516
1500000

1000000 7457

6.898

500000

5.110

@.293 L 7.711
0 [ ‘ TTTT ‘ TTTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT ‘ TTTT ‘ TTTT ‘ TTT ‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T ‘ rTTT ‘ T ‘ TTTT ‘ TTTT ‘ [ T
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: BF142398.D\data.ms
2000000 9.257 13.p10

1500000
10.722

9.934 11.422

1000000 8.181

500000

10.64
11.945
k, 10.239 AJ | 12.733

0——— —— ———— e e e
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: BF142398.D\data.ms
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1500000

1000000

14.063
15.551
500000
13.904 14.539 17.757
0\"—'.\‘&/\ ‘ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142398.D

Acqg On : 15 May 2025 18:11
Operator : RC/JU

Sample : Q2010-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.110 7.61 ng 340931 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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 496 (5.110 min): BF142398.D\data.ms (-486) (-) m/z 42.95 100.00%
43.0
5000 59.1
o AREEE RN
‘ 83.0 1011 4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\“‘M\\‘\\‘\“\‘\\\\‘HH‘\‘\-H‘HH“HH‘\ m/Z 59.10 51.6200
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T
59.0 4.80 5.00 5.20 5.40
15.0 101.0 m/z 58.10 16.81%
\\\‘\f‘\.f‘\\f‘:?‘?‘\.(\)\\“u{\\‘\\}!‘\\\\‘\\\\8‘9\-(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
 EEEmmaEE TR
4.80 5.00 5.20 5.40
5000 57.0 m/z 101.10 15.72%
29.0
‘ 101.0
‘H"H"Hﬂ‘ﬁ“m11H“M1‘H“_“q“u“u‘mu“_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- R EmaaE R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.28%
5000
410 101.0
80 T Al 10 880 L e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 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@51525\
Data File : BF142398.D

Acqg On : 15 May 2025 18:11
Operator : RC/JU

Sample : Q2010-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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.
10.645 4.47 ng 294980  Acenaphthene-di10 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 47
Abundance Scan 1437 (10.645 min): BF142398.D\data.ms (-1432) (- m/z 105.00 100.00%
105.0
771
182.1
5000
51.0
—— —
10.50 11.00
152.1
‘H\\’\\‘M‘\H”“‘\\\\‘\‘\\\1‘2\6\.(\)\‘\\}“\‘HH‘H\H m/Z 77.10 62.3800
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — A
10.50 11.00
51.0 m/z 182.10  53.65%
210 | R 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 51.00 27.19%
51.0 105.0
270 | | 1280 1920 |
e L e A e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26928: 1,2-Propanedione, 1-phenyl- —r —
105.0 10.50 11.00
m/z 181.10 8.97%
77.0
5000
51.0
| y! 148.0
R R B B I B LA A —— —
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\BF@51525\
Data File : BF142398.D

Acqg On : 15 May 2025 18:11
Operator : RC/JU

Sample : Q2010-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.945 3.58 ng 242534  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1658 (11.945 min): BF142398.D\data.ms (-1653) (- m/z 43.10 100.00%

43.1 | 73.0
5000
129.1

213.2 T ;
H 157.1185.1 256.1 12.‘00
\‘ ]

rrrpreeH

' m/z 60.00 94.12%

m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 2
43.0 73.0 256.0
©

5000 ‘
129.0 12.00

m/z 73.00 92.35%

213.0
157 0185.0
’]‘ﬁ"o“‘} ‘ulﬂ‘ ‘H!H \Mi‘\ ‘(m‘ ‘M ‘\‘H‘\‘ " IR I “‘ " “‘ ”\‘ - “‘ | ‘\‘ D “‘ .
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
430 73.0

T
12.00
5000 129.0 m/z 57.10  82.45%
171.0
214.0
ol ALY
m/z--> 20 40 6 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 41.05 77.15%
5000 129.0
199.0
el ee 1 T
1?'9‘1””1“‘”‘“‘W‘“‘mm‘“u‘l‘l‘M‘H_m“u‘u_‘m‘uu‘uu‘mw P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142398.D

Acqg On : 15 May 2025 18:11
Operator : RC/JU

Sample : Q2010-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.904 3.54 ng 169525  Chrysene-di2 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1991 (13.904 min): BF142398.D\data.ms (-1986) (- m/z 57.05 100.00%
57.0
5000
1111
—
5.1 14.00
- ‘M‘w‘ ‘H‘ 1418 bl 2101 281 m/z 55.05  85.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecy! trifluoroacetate
57.0
5000 T
1.0 14.00
m/z 43.05 84.65%
Lo mooamo s
\\\‘ \\] ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
——
14.00
m/z 83.05 68.15%
5000 111.0 /
169.0
UL T e amo
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester ——
57.0 14.00
m/z 97.05 60.30%
5000 111.0
169.0
L ez aoe S
mlz--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142398.D

Acqg On : 15 May 2025 18:11
Operator : RC/JU

Sample : Q2010-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.M

Quant Tit

TIC Libra

le

ry

TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.756 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.756 2.42 ng 113653  Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 46
2 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 45
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 43
4 Aciphyllene 204 C15H24 087745-31-1 42
5 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 38

Abundance Scan 2646 (17.757 min): BF142398.D\data.ms (-2640) (- m/z 204.20 100.00%
204.2
55.0
133.0 300.3
5000 /\
257 1 \ T T T T T T ﬂ\
‘ H ‘ h ‘ ‘ | 409.4 17.50 18.00
(H1NNE “H_m_‘w\“‘ m/z 55.85 72.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80482: Naphthalene, decahydro-4a-methyl-1-methylene
105.0 204.0
161.0
5000 41.0 e ——
17.50 18.00
m/z 133.00  71.15%
‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di
161.020%-0
41'0 T ‘ T T ‘ T
17.50 18.00
5000 m/z 300.30  64.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronap —— —
204.0 17.50 18.00
m/z 205.20 64.04%
410 91.0
5000 161.0
x gL
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51525\
Data File : BF142398.D

Acqg On : 15 May 2025 18:11
Operator : RC/JU

Sample : Q2010-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050525.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-... 5.110 7.6 ng 340931 1 6.898 896482 20.0
Benzophenone 10.645 4.5 ng 294980 3 9.934 1319570 20.0
n-Hexadecanoic ... 11.945 3.6 ng 242534 4 11.422 1353820 20.0
Heptadecyl trif... 13.904 3.5 ng 169525 5 14.063 957925 20.0
unknownl7.756 17.756 2.4 ng 113653 6 15.551 938660 20.0
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