LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142537.D

Acqg On : 23 May 2025 16:05
Operator : RC/JU

Sample : Q2100-01

Misc :

ALS Vvial : 12 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142537.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.116 488 497 507 rBV 143192 213128 8.69% 1.228%
2 5.510 558 564 569 rBV 1446528 1915190 78.09% 11.036%
3 6.516 728 735 740 rBV 1460947 1978380 80.66% 11.400%
4 6.892 794 799 805 rBV 505448 643300 26.23% 3.707%
5 7.457 888 895 900 rBV 957563 1270657 51.81% 7.322%

6 7.716 933 938 946 rVB 25095 31754 1.29% 0.183%
7 8.181 1012 1018 1035 rVB 654022 862248 35.16% 4.969%
8 9.251 1194 1200 1206 rBV 1882534 2452664 100.00% 14.133%
9 9.933 1311 1316 1321 rBV 789156 967697 39.45% 5.576%
10 10.645 1432 1437 1445 rVB 348678 432081 17.62%  2.490%

11 10.722 1445 1450 1462 rBV 1192125 1514393 61.74% 8.726%
12 11.080 1507 1511 1522 rBV 31571 47445 1.93% 0.273%
13 11.422 1564 1569 1574 rBV 752976 927984 37.84% 5.347%
14 11.869 1640 1645 1652 rBV 43041 66957 2.73% ©.386%
15 11.945 1653 1658 1681 rVB 338176 533569 21.75% 3.075%
16 12.198 1697 1701 1709 rVB2 18033 24639 1.00% 0.142%
17 12.651 1773 1778 1786 rBv4 14925 30400 1.24% ©.175%
18 12.733 1787 1792 1803 rVB 35899 62720 2.56% ©0.361%
19 13.010 1833 1839 1844 rBV 1522341 1914350 78.05% 11.031%
20 13.904 1986 1991 2000 rBV 61466 109949 4.48% 0.634%

21 14.063 2013 2018 2024 rBV 436408 549583 22.41% 3.167%
22 14.921 2159 2164 2172 rBV 137872 189139 7.71%
23 15.557 2265 2272 2287 rBV 377783 615981 25.11% 3.549%
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Sum of corrected areas: 17354208
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 May 2025 16:05
: RC/JU
: 02100-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
BF142537.D

Sample Multiplier: 1

: 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

Abundance TIC: BF142537.D\data.ms
1500000 5.510 6.516
1000000 7.457
500000 6.892
5.116
0 7.7
\\\\‘\\\\‘\\\\‘\T\\"T\T\“\FTT‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ rT
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: BF142537.D\data.ms
9.251
13.010
1500000
10.722
1000000
8.181
500000
10.645 11.945
. L { 11.080 11.869 12198 12185433
— T — e — A R e e AN B T e o
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: BF142537.D\data.ms
1500000
1000000
500000 14.063 15.557
14.921
13.904
0\ ‘ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142537.D

Acqg On : 23 May 2025 16:05
Operator : RC/JU

Sample : Q2100-01

Misc

ALS vial : 12  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.
5.116 6.63 ng 213128 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 32
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 497 (5.116 min): BF142537.D\data.ms (-488) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1 T AT
‘ 83.0 4.80 5.00 5.20 5.40
\\\\‘\\\\““i\\‘\‘“\\\\“\.\\\“\\\\‘\\\\‘\\ m/Z 59.10 57.25%
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 T
59.0 4.80 5.00 5.20 5.40
m/z 101.10  18.83%
15.0 101.0
\\\‘\‘\W‘\\“M\\1‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
EEEmmEEE TS
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 16.30%
I 126.0142,0
et
m/z--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate A EEmmaEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.60%
5000
15.0 | 720 1000
| N |
-t r—ty——t— EEEmmEEE TS
m/z--> 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@52325\
Data File : BF142537.D

Acqg On : 23 May 2025 16:05
Operator : RC/JU

Sample : Q2100-01

Misc

ALS vial : 12  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 2
R.T. EstConc Area Relative to ISTD R.T.
10.645 8.93 ng 432081  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1437 (10.645 min): BF142537.D\data.ms (-1432) (- m/z 105.10 100.00%
105.1
771
182.1
5000
51.1
—— —
10.50 11.00
152.1
el 1280 L m/z 77.10 63.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — =
10.50 11.00
510 m/z 182.10  55.59%
27.0 A | 126.0 152.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro-
105.0
—— —
770 10.50 11.00
5000 m/z 51.10 27.82%
51.0
27.0 | \‘ I—I | ‘ 125.0 154.0
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40426: Benzeneacetic acid, .alpha.-oxo-, methyl ester —— —
105.0 10.50 11.00
m/z 181.10 8.51%
77.0
5000
51.0
15.0 ‘ | 136.0 164.0
B B —— —
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@52325\
Data File : BF142537.D

Acqg On : 23 May 2025 16:05
Operator : RC/JU

Sample : Q2100-01

Misc

ALS vial : 12  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.
11.945 11.50 ng 533569 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1658 (11.945 min): BF142537.D\data.ms (-1653) (- m/z 43.10 100.00%

43.1 ,73.0
5000 129.1

2132 ‘
H 157.1185.2 ‘ 256.3 12.00
HW‘HWMJJ‘“MMJMW:um‘muj_ﬂ‘ﬂu‘_u‘_h‘_ul_ m/z 73.00 98.15%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 PR

12.00
m/z 60.00  94.05%

H 157.01g50213.0  256.0
\u‘uu“}‘u”!”\H‘?\‘H\L\‘1“““\\‘”‘1‘\“\‘\\‘\u\‘\\u‘\‘u\‘\u‘\‘uu‘u\!‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
=
12.00
5000 129.0 m/z 57.05 85.87%
199.0
e e L
1\?9\”‘1‘ \”\“\‘1‘1‘ 4 1\‘\””‘1‘1 \H\‘\\‘1H\“\\‘Hi\‘u\i\u‘\‘uu“uu‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid T
43.0 73.0 12.00

m/z 41.10 78.49%

5000 129.0
171.0
150“ m H d‘ HM‘ (ﬂ‘\ IO T N ‘ ‘ 21?0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Data Path : Z:
BF142537.D
: 23 May 2025 16:05

Data File :
Acqg On

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF052325\

Operator : RC/JU

Sample
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

: Q2100-01

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 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 1-Tricosene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.904 4.00 ng 109949  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 93
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91

Abundance Scan 1991 (13.904 min): BF142537.D\data.ms (-1986) (- m/z 57.05 100.00%
57.0
5000
1111
—
14.00
54 1 2091
\ m“h“‘h\““\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\ m/Z 43.05 84.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227234: 1-Tricosene
43.C
97.0
5000 T T
14.00
m/z 55.05  78.55%
““"“\\\\‘\\\\‘\\\\‘3\2\2\()\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #318054: Nonadecy! pentafluoropropionate
57.0
——
14.00
5000 111.0 m/z 83.85 60.76%
L \\ Ll ‘\‘ 15301960 266.0311.0 412,
i “‘ e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #275085: Octadecyl trifluoroacetate s —
57.0 14.00
m/z 97.10 55.11%
5000 111.0
e “‘ e e . e e —
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@52325\
Data File : BF142537.D

Acqg On : 23 May 2025 16:05
Operator : RC/JU

Sample : Q2100-01

Misc

ALS vial : 12  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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.921 6.14 ng 189139  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 72
4 Farnesol isomer a 222 C15H260 1000108-92-4 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52

Abundance Scan 2164 (14.921 min): BF142537.D\data.ms (-2159) (- m/z 69.05 100.00%

69.0 “
5000

137.1 15.00
budi by 18912312 2820 3413 0 g1 o5 51.46%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0

5000
1500
41.10 26.62%
121.0
27.0 ;| 4Ly L] 1750 231.0273.0 341.0  410.
\\\‘\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
1500
5000 95.05  13.69%

137.0
27.0 |\ J .,y |, 1910 2730 3410 4104
B R R A
miz—> 50 100 150 200 250 300 350 400

Abundance #66993: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
69.0 15.00

m/z 137.05 11.89%

5000

D7. 137.0

‘m ill \H‘ \H H M \“ 192 n n faaVa Vi eV

m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142537.D

Acqg On : 23 May 2025 16:05
Operator : RC/JU

Sample : Q2100-01

Misc

ALS Vvial : 12  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-... 5.116 6.6 ng 213128 1 6.898 643300 20.0
Benzophenone 10.645 8.9 ng 432081 3 9.933 967697 20.0
n-Hexadecanoic ... 11.945 11.5 ng 533569 4 11.422 927984 20.0
1-Tricosene 13.904 4.0 ng 109949 5 14.063 549583 20.0
Squalene 14.921 6.1 ng 189139 6 15.557 615981 20.0
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