LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc :

ALS vial : 6 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: BF142886.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.093 482 493 501 rBV 83648 124380 8.64% 1.094%
2 5.493 556 561 570 rBvV 870150 1163925 80.88% 10.237%
3 6.504 723 733 744 rBV 898025 1180889 82.06% 10.386%
4 6.875 791 796 801 rBV 338816 404586 28.11%  3.558%
5 7.440 886 892 902 rBV 573956 759075 52.75% 6.676%

6 8.157 1009 1014 1023 rBV 412546 521989 36.27% 4.591%
7 9.234 1192 1197 1202 rBV 1160844 1439096 100.00% 12.657%
8 9.916 1308 1313 1318 rBV 442399 542815 37.72% 4.774%
9 10.328 1377 1383 1389 rVB 33338 53120 3.69% 0.467%
10 10.628 1428 1434 1440 rBV 165977 218386 15.18%  1.921%
11 10.710 1442 1448 1456 rBV 586710 780404 54.23% 6.864%
12 10.939 1484 1487 1492 rVB 14021 18224 1.27% 0.160%
13 11.351 1553 1557 1562 rBV5 10033 15290 1.06% ©.134%
14 11.404 1562 1566 1573 rBV ~ 359481 472565 32.84% 4.156%
15 11.786 1623 1631 1636 rBB2 34003 49538 3.44%  ©.436%
16 11.928 1649 1655 1660 rBV 171526 264495 18.38%  2.326%
17 12.627 1766 1774 1778 rBV2 18985 42421 2.95% ©.373%
18 12.716 1784 1789 1801 rVB 41776 67173 4.67% 0.591%
19 12.851 1808 1812 1815 rBV 11254 16341 1.14% 0.144%
20 12.992 1831 1836 1841 rVB 796488 981368 68.19% 8.631%
21 13.204 1867 1872 1878 rVB7 7821 19288 1.34% ©.170%
22 13.557 1924 1932 1935 rBV6 7221 17358 1.21% 0.153%
23 13.886 1983 1988 1996 rBV 128995 209711 14.57%  1.844%
24 14.051 2009 2016 2023 rVB 319910 415632 28.88%  3.655%
25 14.210 2039 2043 2048 rBV 14089 22171 1.54% ©.195%
26 14.280 2051 2055 2060 rVB 8346 14621 1.02% 0.129%
27 14.521 2088 2096 2101 rBV2 117920 258844 17.99%  2.277%
28 14.827 2144 2148 2156 rBV2 11839 25777 1.79% ©.227%
29 14.974 2169 2173 2180 rVB2 19216 27395 1.90% 0.241%
30 15.168 2202 2206 2209 rBV 51428 81243 5.65% 0.715%
31 15.198 2209 2211 2217 rVB2 38039 57841 4.02% ©.509%
32 15.545 2264 2270 2282 rBV 265102 430078 29.89% 3.783%
33 15.768 2303 2308 2313 rBV2 28999 49104 3.41% 0.432%
34 16.004 2343 2348 2353 rBV 51454 89203 6.20% ©.785%
35 16.063 2353 2358 2366 rBvV 36475 84778 5.89% ©.746%
36 16.827 2482 2488 2498 rBV2 19240 45492 3.16% 0.400%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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

37 17.068 2525 2529 2535 rBB7 15397 27956 1.94%  0.246%
38 17.221 2549 2555 2569 rBV6 42610 108654 7.55% ©.956%
39 17.645 2621 2627 2635 rBV9 18338 54348 3.78% 0.478%
40 17.727 2636 2641 2654 rVBS 27091 84108 5.84% 0.740%

41 17.992 2678 2686 2700 rBV6 37972 130402 9.06% 1.147%

Sum of corrected areas: 11370084
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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: BF142886.D\data.ms

1000000

5.493 6.504

800000
600000 7.440

400000 6.875

200000

5.093

0 L L L L L L L L L L L B I

I
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: BF142886.D\data.ms
9.234

I
.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

1000000

800000 12.992

600000 10.710
8.157 9.916
400000 11.404
200000 10.6 11 928
10.328 j\ 10939 11381 1178 % 13.204

0——— —— ——— ———— ‘
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: BF142886.D\data.ms

1000000
800000
600000

400000 14.051

15.545

200000 13.886 14.521
151688 221
rass 1442»@0 14, 8]2797F 1576899063 1682770 0M717 992

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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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F
BF142886.D

: 27 Jun 2025 11:52
: RC/JU
1 Q2413-05

: 6 Sample Multiplier: 1

: ASP BNA STANDARDS FOR

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search

\Data\BF062725\

5 POINT CALIBRATION

Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M

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... Concentrat

EstConc Area

Relative to ISTD

5.093

Hit# of 5

6.15 ng 124380

Tentative ID

1,4-Dichlorobenzene-d4

MW MolForm

ion Rank 5
R.T.
6.875

CASH# Qual

-Pentanone, 4-hydroxy-4-methyl-
»2-Butanediol

cetic acid, cyano-, 1,1-dimethy.
-Propen-2-0l, acetate

orpholine, 4-methyl-

116 C6H1202
90 C4H1002
.. 141 C7H11NO2
100 C5H802
101 C5H11NO

000123-42-2 40
000584-03-2 25
001116-98-9 17
000108-22-5 10
000109-02-4 9

Abundance Scan 493 (5.093 min): BF142886.D\data.ms (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 S S S,
‘ 83.0 4.80 5.00 5.20 5.40
\\\\‘\\\\““1\\‘1i\\\\‘\.\\\“\\\\‘\\\\‘\\ m/Z 59.00 59.73%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I L LA BN
59.0 4.80 5.00 5.20 5.40
m/z 101.10 21.27%
15.0 101.0
\\\‘\‘\W‘\\“M\\}‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #2577: 1,2-Butanediol
31.0 59.0
R RS
4.80 5.00 5.20 5.40
5000 m/z 58.10  15.35%
15.0 ‘ ‘ M
e ee0
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A RAR R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.64%
5000 41.0
o mowge L
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\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.628 8.05 ng 218386  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 53
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 53
4 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1434 (10.628 min): BF142886.D\data.ms (-1428) (- m/z 105.00 100.00%
105.0
771
182.1
5000
51-0 T ‘ T T ‘ T
10.50 11.00
152.1
H\‘H\\“HH‘\HW“HH‘\‘\\\1‘2\6\.9\‘\\‘\‘”\‘\H\‘HH\ m/Z 77.10 63.7900
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
51.0 m/z 182.10  54.77%
27.0 A | 126.0 152.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 26.03%
51.0
27'0 L ‘ gl ‘ 152.0
A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- T A
105.0 10.50 11.00
m/z 181.10 9.03%
77.0
5000
51.0
0 | u | | 125.0 154.0 n
R B B e — 4 —p—
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\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.786 2.10 ng 49538  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 91
2 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 81
3 Ethanone, 1-(9-anthracenyl)- 220 C16H120 000784-04-3 45
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45
5 2H-2a,7-Methanoazuleno[5,6-bJoxi... 220 C15H240 029597-36-2 41
Abundance Scan 1631 (11.786 min): BF142886.D\data.ms (-1623) (-] | m/z 205.10 100.00%
57.0 205.1
175.1
5000
32.1 261.1 N *A\
m \ b b | 00 o
H_Mu”l”hWU\‘_‘JHW““J“h‘”‘“”‘w Wt w/z s57.e0 95.82%
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #1 68692. 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 = —
175.0 11.50 12.00
91.0 m/z 217.10  56.64%
‘ ‘ F32-0261.0
""‘\M\‘W"H‘H‘\"\\\‘\\‘\“\“\\‘h\‘\\}}H‘H}\‘\‘H‘H\‘\‘\\H;\"\‘h"\‘H\"\U‘H‘H!\“HH‘\HH“
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114071: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethyle
217.0
175.0 — —
11.50 12.00
5000 m/z 175.10 55.68%
7.
57.0 910 ‘
B O T N O
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99402: Ethanone, 1-(9-anthracenyl)- — —
205.0 11.50 12.00
m/z 55.00 52.98%
177.0
5000
88.0
43.0 151.0
"“"""w‘:‘wuMu‘“2‘2‘19"HH:w"M"‘W‘Mwwww P e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.928 11.19 ng 264495  Phenanthrene-die 11.404
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 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1655 (11.928 min): BF142886.D\data.ms (-1649) (- m/z 73.00 100.00%
43.0 73.0

5000 129.1

-

12.00
m/z 43.05 95.03%

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

12.00
m/z 59.95 90.38%

157018502130 256.0

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #126199: Pentadecanoic acid
43.0 73.0
—
12.00
5000 129.0 m/z 41.10 78.41%
199.0
e e L
1\?9\”‘1‘\”\”\‘1‘1‘ ”1\‘\””‘1‘1 \H\‘\\‘1H\“\\‘Hi\‘u\i\u‘\‘uu“uu‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid 7
43.0 73.0 12.00
’ m/z 57.05 77.90%
5000 129.0
171.0
214.0
150? —
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\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.716 2.84 ng 67173  Phenanthrene-di0 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1789 (12.716 min): BF142886.D\data.ms (-1784) (- m/z 43.05 100.00%
43.0 7”.0
5000 129.1
185.1 241.2
. —— —
‘ ‘ ‘ 284.C 12.50 13.00
— ‘\ o Ll L L w2 7300 96.37%
m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
43.0 73.0
T
5000 12 ) L L —
2.0 12.50 13.00
m/z 57.05 91.28%
‘ 1850 5440 284
: ‘\“ \“\ M‘ ‘H H”\ HM\ by 1 - ‘ " “‘ R ““
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
—— —
12.50 13.00
5000 129.0 m/Z 59.95 85.01%
H 1710 213.0 256.0
- ‘M’H‘\ h!‘ A ‘\ Hh”\ u‘\ ul ‘ ‘ ‘ .- \‘ ““ I “\‘ -
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid Ay - jA]A LA
73.0 12.50 13.00
43.0 m/z 55.05 82.95%
5000 129.0
185.0
H 228.0
““ “ \\‘\\Hu‘nh\\ N‘\M ‘ \‘\H\‘ \‘ H‘u e — — —
m/z--> 0 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 6 Octadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 10.09 ng 209711  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 95
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 95
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1988 (13.886 min): BF142886.D\data.ms (-1983) (- m/z 57.05 100.00%
57.0
7.0
5000
— —
“ 13.50 14.00
- u‘“ ) L2 ““1“8‘1‘1 23402810  nm/z 43.10  87.68%
m/z--> 50 100 150 200 250 300 350
Abundance #275085: Octadecy! trifluoroacetate
57.0
97.0
5000 — —
13.50 14.00
m/z 55.05 87.32%
\\\\‘ \\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecy! trifluoroacetate
57.0
— —
97.0 13.50 14.00
5000 m/z 83.05 71.14%
— ‘ ‘ . SRR e
m/z--> 50 100 150 200 250 300 350
Abundance #293797: Pentafluoropropionic acid, hexadecyl ester ™ — T
57.0 13.50 14.00
97.0 m/z 97.05 67.63%
sal [l [#2mgmomms o
e “‘ e — —
m/z--> 50 1 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 7 Pentadecafluorooctanoic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.522 12.46 ng 258844  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 94
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 94
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 94
Abundance Scan 2096 (14.521 min): BF142886.D\data.ms (-2088) (- m/z 57.05 100.00%
57.0
. NwLM
T \
‘ | hﬂ 950.1 14.50
HH“H\‘\‘\‘\‘\X\“‘I\“\‘\‘\‘HH‘\\.H‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\ m/Z 43.05 83.9100
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —— |
14.50
m/z 55.05 80.00%
Jf‘\f%‘11%5203690648'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #320429: Tricosyl trifluoroacetate
57.0
T \
14.50
5000 m/z 83.05 65.07%
1 Hhﬂ:‘gSO 29403670
H‘W‘H‘_‘H‘H“‘H‘_H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #332270: Docosyl pentafluoropropionate T !
57.0 14.50
m/z 97.10 62.97%
5000
5.0
| mh‘1960 308.0 454.0
‘Hw‘Hw‘HW‘Hw‘Hw‘Hw‘uw‘uw‘uwu‘wu‘wu‘wu‘w‘ —
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.50

8270-BF061925.M Sat Jun 28 01:31:27 2025 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52

Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 8 Octacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.169 3.78 ng 81243  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2206 (15.168 min): BF142886.D\data.ms (-2202) (- m/z 57.05 100.00%
57.0
—— —
‘ ) \131 o811 15.00 15.50
LA 8T st njz 43.10 60.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane
57.0
5000 —— ——
15.00 15.50
m/z 71.10 56.86%
\‘ \‘\ il \h\ " ﬂ‘ u \ \ ) \225 0 281.0 337.0 394.0
\\\‘\\\‘f\\f‘\f!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.10 44 .44%
113.0
L ‘L! ;1690 2250 3000 365.0 437,
T H A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl- — —
57.0 15.00 15.50
m/z 41.10 22.15%
- MULL
113.0 239.0
LT 1800 =P 2940 3520
e T R e e A e e R R —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 9 Cyclopentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.198 2.69 ng 57841  Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 87
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 43
3 2,5-Dimethyl-1-pyrroline 97 C6H11IN 000822-64-0 38
4 1-Hexadecanol 242 C16H340 036653-82-4 38
5 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 1000283-20-9 30

Abundance Scan 2211 (15.198 min): BF142886.D\data.ms (-2209) (- m/z 97.10 100.00%

55.0 971
5000

[
‘ ‘ ’139.0 180.1210.2 283.( 15.00 15.50
I ‘\h‘ T 1 ‘\ “\‘ T “ ‘H ‘\‘H\ ‘H\ ’h‘ \‘ by H 7 ‘1 L —— ‘\ \‘ T m/Z 83.10 91.36%

|
m/z--> 50 100 150 200 250
Abundance #87653: Cyclopentadecane
83.0
41.0 210.0

5000 e —
15.00 15.50
125.0 m/z 55.05 88.82%
. ‘L“ ‘i‘ ‘\‘\“ 1‘\ ‘\h“ \H "\\1‘6§'q . “ o
miz—-> 50 100 150 200 250
Abundance #29428: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
83.0
e e
15.00 15.50

m/z 69.10  75.64%

50001 41,0
‘ ‘ ‘ 152.0
. H‘ }\\ ‘\‘\\‘ \‘H H‘H : \“ \U — " . P o
miz—> 50 100 150 200 250

Abundance #3360: 2,5-Dimethyl-1-pyrroline —
42.0 97.0 15.00 15.50

m/z 111.10  58.75%

A T — — —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 10 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.769 2.28 ng 49104  Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 17-Octadecenal 266 C18H340 056554-86-0 91
3 16-Octadecenal 266 C18H340 056554-87-1 91
4 Heptadecanal 254 C17H340 1000376-70-0 90
5 14-Octadecenal 266 C18H340 056554-89-3 90
Abundance Scan 2308 (15.768 min): BF142886.D\data.ms (-2303) (- m/z 57.10 100.00%
57.1
96.0
5000
138.1 ‘15‘50‘ ‘16‘00‘
| " 2620 329 | 53 o1
T "\ “\\\\“\\\\’\‘\\‘\‘\\\ m/Z 43.00 83.91%
m/z--> 50 100 150 200 250 300
Abundance #158569: Octadecanal
43.0, 82.0
5000 — —
15.50 16.00
m/z 82.05 76.01%
m/z--> 50 100 150 200 250 300
Abundance #155912: 17-Octadecena
82.0
43.0 —— ——
15.50 16.00
5000 m/z 55.00 65.48%
23.0 252.0
. [ asrgree0 2P0
m/z--> 50 100 150 200 250 300
Abundance #155913: 16-Octadecenal 7 T
82.0 15.50 16.00
43.0 m/z 96.05 54.54%
- WA#A¢VW¢VJ\VM»/J\ﬂMﬁ
23.0 252.0
R oz 0 T
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 11 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.004 4.15 ng 89203  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2348 (16.004 min): BF142886.D\data.ms (-2343) (- m/z 57.10 100.00%

57.1
5000
Hde |
7.0 .
197.1265.0 o
‘HH‘WHr"H‘m‘,HH_m_HwmwHw‘_m_wm m/z 71.85 59.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 —— |

16.00
m/z 43.05 58.32%

| 1 || 1?719‘197 0267.0337.0407.0 491.0562.0

[T T T T T T T T T T T [T [T T[T T T[T T[T TTT

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #314331: Triacontane
57.0

%

16.00
5000 m/z 85.05 45.92%

wJJFfHJ197026703370 4220

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0 16.00

m/z 55.00 22.70%

%

5000

%

] 1?701970 281.0 3940

—
m/z--> 0 50 100150200250300350400450500550600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 12 Octacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.063 3.94 ng 84778  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 95
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 90
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 90
Abundance Scan2358(16063rnm) BF142886.D\data.ms (-2353) (- m/z 57.05 100.00%
570
111.1
5000
T \
M Il ‘} |167.0 223.1 283.0 16.00
ST B 1 N P m/z 55.85 97.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol
57.0
5000 111.0 RN
16.00
m/z 97.05 94.92%
L) H \h\ g ‘h i 7.0 2220 292.0 392.0
\\\‘ \\‘!\\ \\!\‘\\\\‘\\\\‘ \\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #321407: Heptacosyl acetate
43.0
97.0 L — T
16.00
5000 m/z 43.05 86.54%
|y ‘.‘ ‘ML\ \‘\ e 209.0 264.0 320.0 378.0424.0 M\J\/M
IR B | L L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1 —
57.0 16.00
m/z 83.05 81.39%
111.0
5000
‘» 8702220 080 -
miz--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 13 Oxirane, heptadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.827 2.12 ng 45492  Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
2 Undec-10-ynoic acid, dodecyl ester 350 C23H4202 1010406-16-5 72
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 58
4 Cyclohexane, (1-hexyltetradecyl)- 364 C26H52 004443-60-1 52
5 Eicosane, 9-cyclohexyl- 364 C26H52 004443-61-2 52

Abundance Scan 2488 (16.827 min): BF142886.D\data.ms (-2482) (- m/z 57.05 100.00%

5000

— —
16.50 17.00
m/z 43.05 85.05%

T ’ TTTT ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176357: Oxirane, heptadecyl-

43.0 820

5000 — e
16.50 17.00

m/z 55.00 74.02%

152.0 1820 222.0 264.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #259948: Undec-10-ynoic acid, dodecyl ester
55.0

— —
16.50 17.00
5000 m/z 82.85  72.32%

97.0
‘“HW‘H‘H‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158579: Oxirane, hexadecyl-

43.0 820 1650 1700
m/z 96.00 66.51%
¥

208.0 250.0
e

— —
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 14 Aromandendrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.221 5.05 ng 108654  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aromandendrene 204 C15H24 000489-39-4 56
2 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 49
3 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 46
4 Aciphyllene 204 C15H24 087745-31-1 43
5 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 41
Abundance Scan 2555 (17.221 min): BF142886.D\data.ms (-2549) (- m/z 55.05 100.00%
65.0 204.2
97.0 135.1
5000 269.13011
1671 S S
H H ‘ 17.00 17.50
L b L N m/z 204.15  98.85%
m/z--> 50 100 150 200 250 300
Abundance #80128: Aromandendrene
410 919 161.0
204.0
5000 T
17.00 1750
m/z 43.05 98.21%
T M\ 1‘ ‘ H;“‘\ “i \“ \h\ L “\ T L ‘ L T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #80473: Naphthalene, decahydro-4a-methyl-1-methylene
41.0 105.0 204.0
—— —
17.00 17.50
5000 1610 m/z 69.05 87.90%
3111190 IR
m/z--> 50 100 150 2 250 300
Abundance #80316: 1H-Cycloprop|e]azulene, decahydro-1,1,7-trimet — —
41.0 17.00 17.50
161.0 o
93.0 m/z 57.05 86.33%
miz--> 50 10 1 50 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 15 unknownl7.645 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.645 2.53 ng 54348  Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-[1-(1H-Benzimidazol-2-yl)-3-me... 255 C13H13N50 433697-54-2 16
2 Fumaric acid, monoamide, N-(4-et... 303 C18H25NO3 1000345-45-4 11
3 Fumaric acid, monoamide, N-(4-et... 303 C18H25NO3 1000345-45-5 11
4 Thiophene, 2-(phenylmethyl)- 174 C1l1H1es 013132-15-5 10
5 4-(4-Methylpiperazinomethyl)-3-(... 273 C13H18F3N3 694499-26-8 10
Abundance Scan 2627 (17.645 min): BF142886.D\data.ms (-2621) (-] | m/z 43.00 100.00%
43.0
107.0 213.1
5000
3033 3813
—— —
M [ N .
il R R i P m/z 213.10  67.70%
m/z--> 5 100 150 200 250 300 350 400
Abundance #141601: N-[1-(1H-Benzimidazol-2-yl)-3-methyl-1H-pyraz
218.0
5000 ‘ n n
450 119.0 17.50 18.00
m/z 107.00 62.45%
- m‘ ‘m‘\\“‘u‘ m ‘.\“\‘M p%o -
m/z--> 50 100 150 200 250 300 350 400
Abundance #203284: Fumaric acid, monoamide, N-(4-ethylphenyl)-, i
174.0
—— —
121.0 303.0 17.50 18.00
5000 m/z 105.00 54.37%
43.0 19.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #203279: Fumaric acid, monoamide, N-(4-ethylphenyl)-, — —
174.0 17.50 18.00
m/z 174.00 52.62%
121.0
303.0
5000
43.0 n ﬂ
el A L ER0 L SN B | |
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 16 unknownl7.727 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.727 3.91 ng 84108  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 38
2 D-Homopregn-17a(20)-ene, (5.alph... 300 C22H36 054482-44-9 35
3 Androst-2-en-17-one, 4,4-dimethy... 300 C21H320 053286-38-7 30
4 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 30
5 2-(3-Fluorophenyl)-1,3-benzoxazo... 300 C16H17FN20Si  1000476-88-7 30
Abundance Scan 2641 (17.727 min): BF142886.D\data.ms (-2636) (-] | m/z 133.00 100.00%
138.0
55.0 204.2 300.1
5000
257.1
355.1 409. T T
H‘ ‘ ‘ | | 17.50 18.00
A B m/z 204.15  79.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #200029: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0
5000 /\
217.0 17.50 18.00
m/z 300.15 78.85%
Ao ]
i \“ “h‘ Al ] — ‘\h‘\ ‘\H‘wd” ‘\H\‘ | m‘\“ \‘ ‘\‘\‘ T RRR R
miz—-> 50 100 150 200 250 300 350 400
Abundance #200078: D-Homopregn-17a(20)-ene, (5.alpha.,17aE)-
300.0
P e
230.0 17.50 18.00 .
5000 95.0 ITI/Z 55.05 76.82%
‘ h h ‘M\M wh L R
m/z--> 50 100 150 200 250 300 350 400
Abundance #200069: Androst-2-en-17-one, 4,4-dimethyl-, (5.alpha.)- P ——
300.0 17.50 18.00
m/z 285.15 76.07%
257.0
5000 82.0
150. o
m/z--> 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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 17 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.992 6.06 ng 130402  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 70
2 1-(4-Amino-2-methylphenyl)-2-pip... 204 C12H16N20 443999-53-9 55
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 55
4 3-(4-Fluorophenyl)-1-methylpyraz... 204 C11H9FN20 689250-53-1 38
5 1H-Cycloprop[e]azulene, 1la,2,3,4... 204 C15H24 000489-40-7 38

Abundance Scan 2686 (17.992 min): BF142886.D\data.ms (-2678) (- m/z 204.15 100.00%
204.2
50001 430 : 2873 /\ K
A0 AN
‘ ﬁ45'F 355. 18.00
1] 1Ll L m/z 135.00 63.75%
m/z--> 50 100 150 200 250 300 350
Abundance #80265: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-die
204.0
108.0
5000 161.0 18.00
m/z 133.00 51.33%
B ‘\“\H‘ H‘\ w”h ‘\H\‘h\‘ ‘ “‘ ‘ T
miz-—-> 50 100 150 200 250 300 350
Abundance  #79786: 1-(4-Amino-2-methylphenyl)-2-piperidinone
204.0
107. L
07.0 18.00
5000 m/z 287.30  48.99%
48.0
m/z--> 50 100 150 200 250 300 350
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di 1
204.0 18.00
161.0
41.0 m/z 121.85 47.98%
5000 79.0
h “ : —
m/z--> 5 100 150 200 250 300 350 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062725\
Data File : BF142886.D

Acqg On : 27 Jun 2025 11:52
Operator : RC/JU

Sample : Q2413-05

Misc

ALS vial : 6 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|
2-Pentanone, 4-... 5.093 6.2 ng 124380 1 6.875 404586 20.0
Benzophenone 10.628 8.1 ng 218386 3 9.916 542815 20.0
7,9-Di-tert-but... 11.786 2.1 ng 49538 4 11.404 472565 20.0
n-Hexadecanoic ... 11.928 11.2 ng 264495 4 11.404 472565 20.0
Octadecanoic acid 12.716 2.8 ng 67173 4 11.404 472565 20.0
Octadecyl trifl... 13.886 10.1 ng 209711 5 14.051 415632 20.0
Pentadecafluoro... 14.522 12.5 ng 258844 5 14.051 415632 20.0
Octacosane 15.169 3.8 ng 81243 6 15.545 430078 20.0
Cyclopentadecane 15.198 2.7 ng 57841 6 15.545 430078 20.0
Octadecanal 15.769 2.3 ng 49104 6 15.545 430078 20.0
Tetratetracontane 16.004 4.2 ng 89203 6 15.545 430078 20.0
Octacosanol 16.063 3.9 ng 84778 6 15.545 430078 20.0
Oxirane, heptad... 16.827 2.1 ng 45492 6 15.545 430078 20.0
Aromandendrene 17.221 5.0 ng 108654 6 15.545 430078 20.0
unknownl7.645 17.645 2.5 ng 54348 6 15.545 430078 20.0
unknownl7.727 17.727 3.9 ng 84108 6 15.545 430078 20.0
1,2,4,8-Tetrame... 17.992 6.1 ng 130402 6 15.545 430078 20.0
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