Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052125\

BF142482.D

RC/3JU

: Q2074-04

Parameters:

RTE
ON

01

0.2

. 0

tion: 5

: 21 May 2025 12:43

: 6 Sample Multiplier: 1

rteint.p

: TIC: BF142482.D\data.ms

peak R.T. first max 1

# min

6 7.710
7 8.181
8 9.257
9 9.933
10 10.651

11 10.722
12 10.957
13 11.422
14 11.945
15 12.e33

16 12.451
17 12.639
18 12.733
19 12.869
20 13.9010

21 13.316
22 13.910
23 14.063
24 14.533
25 15.116

26 15.557

scan scan s

934 938
1013 1018 1
1195 1201 1
1311 1316 1
1432 1438 1

1445 1450 1
1481 1490 1
1564 1569 1
1651 1658 1
1670 1673 1

1739 1744 1
1771 1776 1
1787 1792 1
1810 1815 1
1834 1839 1

1888 1891 1
1987 1992 2
2013 2018 2
2094 2098 2
2193 2197 2

2266 2272 2

ast
can

944
023
206
324
443

456
495
577
670
682

747
782
799
820
844

896
o010
029
lo4
207

286

Sum

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

100
TOP

PK  peak corr. corr.
TY height area % max.
rBV 103162 150758  8.54%
rBvV 1063806 1374120 77.85%
rBv 1081324 1421529 80.53%
rBV =~ 360762 439349 24.89%
rBV 668365 831482 47.10%
rvB 16763 20140 1.14%
rBV 470756 568855 32.23%
rBV 1164914 1482217 83.97%
rBv 488928 628084 35.58%
rBv 317894 393861 22.31%
rBV 834896 1059814 60.04%
rBv 60159 76250 4.32%
rBv 496689 670577 37.99%
rBV3 165041 279252 15.82%
rvé4 11107 25412  1.44%
rBv 18815 25683  1.45%
rBv 50441 67011 3.80%
rBv 24007 42367 2.40%
rBv 46640 64032 3.63%
rBV 1398903 1765191 100.00%
rvB4 14598 17725 1.00%
rBv 63396 146951 8.32%
rVB 474627 658371 37.30%
rBve6 8798 20257  1.15%
rBv 13275 29870  1.69%
rvB 331033 515210 29.19%
of corrected areas: 12774368
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052125\
Data File : BF142482.D

Acqg On : 21 May 2025 12:43
Operator : RC/JU

Sample : Q2074-04

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 : . .
1400000 TIC: BF142482.D\data.ms

1200000
5.504 6.516
1000000

800000
7.457

600000

400000 6.898

200000
5.099 {

7.71

L L L IR R I U IR W N

I
.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

0 L L L L L L L I O L L L A I L B B

\
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 5.8
Abundance TIC: BF142482.D\data.
oo C 82.D\data.ms

13.010

1200000 9.257

1000000

10.722
800000

600000
8.181 9.933 11.422

400000 10,651

200000 11.945
Or——7— T T T T T T T T T T 10;3\57 L AJE‘Q% ‘ 12ﬁﬁw\ ‘13.‘31
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13. 00
Abu1r1{:|0aon6:630 TIC: BF142482.D\data.ms

1200000
1000000
800000
600000
14.063

400000 15.557

200000

13.910
I 14533 15.116
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 T T I
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\BF052125\
Data File : BF142482.D

Acqg On : 21 May 2025 12:43
Operator : RC/JU

Sample : Q2074-04

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 3
R.T. EstConc Area Relative to ISTD R.T.
5.098 6.86 ng 150758 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 45
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 494 (5.098 min): BF142482.D\data.ms (-483) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 \\\‘\\\\’\\\\‘\\\\‘\\\\
‘ 83.0 4.80 5.00 5.20 5.40
H‘\H\‘\H\‘\H\““\M\‘H‘l\‘HH‘HH‘\‘\.H‘HH“HH’\ m/Z 59.10 57.1200
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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 17.45%
\\‘\\\\‘\\\ﬁ]\.(\)\\“M\\\\‘\\‘1\‘\\\\‘\\\\?:\3‘\.0\\‘\\\1\()“1\-\()\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
A Ra e RamEaRE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 16.67%
410 101.0
27.0 '
L 2w T A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- AR AR REE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.06%
5000 41.0
29.
‘ ‘ 87.0
aso Lol e Cso L
m/z--> 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\BF052125\
Data File : BF142482.D

Acqg On : 21 May 2025 12:43
Operator : RC/JU

Sample : Q2074-04

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 1
R.T. EstConc Area Relative to ISTD R.T.
10.651 12.54 ng 393861 Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 47
Abundance Scan 1438 (10.651 min): BF142482.D\data.ms (-1432) (- m/z 105.10 100.00%
105.1
A 182.1
5000
51.1
—— =
‘ | 152 1 | 10.50 11000
e e e e e m/z 77.10 62.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— A
10.50 11.00
51.0 m/z 182.10  57.57%
27\'0 ‘ u‘\ ‘ 15\20 H
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165542: Disulfide, dibenzoyl
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.10 27.38%
51.0
270 | I 152.0 242.C
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32009: Acetophenone, 2-chloro- T A
105.0 10.50 11.00
m/z 181.10 9.33%
77.0
5000
51.0
27.0\ \‘ AL Lylt ‘ ‘ 15\4.0
e e e e e e e —— ——
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052125\
Data File : BF142482.D

Acqg On : 21 May 2025 12:43
Operator : RC/JU

Sample : Q2074-04

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 Methanone, (1-hydroxycycloh... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.957 2.27 ng 76250  Phenanthrene-d1e 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 50
3 3-Methylcyclohexyl methylphospho... 194 C8H16FO2P 113548-86-0 45
4 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 45
5 2-Methylcyclosarin 194 C8H16FO02P 085473-32-1 42
Abundance Scan 1490 (10.957 min): BF142482.D\data.ms (-1481) (-/ [ m/z 99.10 100.00%
99.1
5000
77.
55.1 i EN-
] ‘ | 130 11.00
\\\‘\\\\““\\‘N\“\\h\\““\\\\H\‘\\\‘\\\\"\\\\‘\\\\‘\\\\‘\ m/z 81.19 75.7300
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 A L
77. 11.00
55.0 m/z 77.10  30.36%
29.0 ‘
\\\‘\H‘\ \“M\ \“\‘\“\\H\\““\\\\M \‘\\\‘\1\3\:3\.’0\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14895: Cyclohexanol, 1-(aminomethyl)-
99.0
30.0 A
11.00
m/z 55.10 22.67%
5000 55.0
L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #69757: 3-Methylcyclohexyl methylphosphonofluoridate ETT F‘T’T“/\‘A
99.0 11.00
m/z 105.00 16.52%
5000
55.0
. | 7TO | 1250 1490 1940 L
m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052125\
Data File : BF142482.D

Acqg On : 21 May 2025 12:43
Operator : RC/JU

Sample : Q2074-04

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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.945 8.33 ng 279252  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1658 (11.945 min): BF142482.D\data.ms (-1651) (- m/z 43.05 100.00%
43.0 (73.0
5000 129.1 AA,ﬁj\\\AJLVNJ
213.2 T
LA T
H‘_Hﬂﬂu‘ M‘”‘Jhﬂwwm‘pu‘_H‘wa_u‘_h‘_ul_ m/z 73.00  96.20%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 T
129.0 12.00
213.0 m/z 60.00 94.08%
‘ H ﬂ 157.0185.0
’I\ﬁ.‘o\\‘}\ HH\H\Mi‘\‘HH\H““H“”‘}“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
==
12.00
5000 129.0 m/z 57.05 83.17%
199.0
15T M
1:’%9HMWHWJJm‘HWWMHL‘_“H_WH_W
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #92063: Tridecanoic acid T
e
430 |730 12.00
m/z 41.05 81.86%
5000 129.0
171.0
214.0
150? s
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52125\
Data File : BF142482.D

Acqg On : 21 May 2025 12:43

Operator : RC/JU

Sample : Q2074-04

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: 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 1-Docosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.910 4.46 ng 146951  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 1992 (13.910 min): BF142482.D\data.ms (-1987) (-
57.0

m/z 57.05 100.00%

r

5000
111.1
14.00
2301
A, “m‘“”“ i e 2 m/z 43.10  87.05%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
55.0
5000 LA
110 14.00
m/z 55.05 83.14%

\{‘\ | H h‘ |1 308.0

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecy! trifluoroacetate

57.0

:

14.00
m/z 83.05

5000 110 63.53%

i H \\ ‘\ |.. 2100 28303340

m/z--> 0 50 100 150 200 250 300 350 400

Abundance #326112: Heptadecyl heptafluorobutyrate
57.0 14.00

m/z 97.10

%

57.47%

5000
111.0

miz—> O 50 100

L h ‘ 238.0284.0 434,

150 200 250 300 350 400

%

14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052125\
Data File : BF142482.D

Acqg On : 21 May 2025 12:43
Operator : RC/JU

Sample : Q2074-04

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-... 5.098 6.9 ng 150758 1 6.898 439349 20.0
Benzophenone 10.651 12.5 ng 393861 3 9.933 628084 20.0
Methanone, (1-h... 10.957 2.3 ng 76250 4 11.422 670577 20.0
n-Hexadecanoic ... 11.945 8.3 ng 279252 4 11.422 670577 20.0
1-Docosene 13.910 4.5 ng 146951 5 14.063 658371 20.0
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