LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc :

ALS vial : 8 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: BF142817.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.087 484 492 503 rBV 58691 87354 8.23% 0.648%
2 5.493 556 561 576 rBV 645615 828913 78.09% 6.151%
3 6.504 727 733 745 rBV 610730 795025 74.90%  5.900%
4 6.875 792 796 802 rBV 287163 362415 34.14%  2.690%
5 7.440 886 892 902 rBV 394203 497527 46.87% 3.692%
6 8.163 1009 1015 1021 rBV 347906 432739 40.77% 3.211%
7 8.457 1062 1065 1069 rBV2 14696 17429 1.64% 0.129%
8 8.575 1077 1085 1088 rBv6 13571 32976  3.11% 0.245%
9 8.628 1088 1094 1098 rvv2 25099 45797 4.31% 0.340%
106 8.716 1102 1109 1112 rBV6 15558 35653 3.36% 0.265%
11 8.810 1118 1125 1128 rBv4 25089 63203 5.95% 0.469%
12 8.851 1128 1132 1136 rVV3 29385 51259 4.83% 0.380%
13 8.904 1139 1141 1144 rVB 17928 22801 2.15% 0.169%
14 9.045 1161 1165 1170 rBV4 23680 50733 4.78% 0.376%
15 9.239 1193 1198 1203 rBV 691049 912388 85.95% 6.771%
16 9.316 1207 1211 1215 rBV2 172410 233901 22.03% 736%
17 9.787 1288 1291 1293 rBV2 137291 183278 17.27% 360%
18 9.916 1311 1313 1317 rVB 311766 379967 35.80%

19 10.710 1445 1448 1453 rBV 356102 486095 45.79%
20 11.416 1565 1568 1570 rBV 266012 345123 32.51%

NWNBRR
2]
N
[
R

21 12.633 1771 1775 1779 rVB 471189 597387 56.28%
22 12.863 1811 1814 1830 rVB 518628 856296 80.67%
23 12.998 1833 1837 1845 rVB 777464 1061501 100.00%
24 13.892 1986 1989 1999 rVB3 147878 251288 23.67%
25 14.051 2011 2016 2020 rBV2 548104 964413 90.85%

NRk,r NGO P&
00
N
00
B

26 14.539 2093 2099 2111 rVB5 279556 547589 51.59%
27 14.974 2169 2173 2183 rVB 172381 256608 24.17%
28 15.110 2190 2196 2203 rBV 264526 598238 56.36%
29 15.174 2204 2207 2209 rVV 72194 107355 10.11%
30 15.210 2209 2213 2225 rVB3 173349 358471 33.77%

N AR D
IS
N
©
R

31 15.416 2243 2248 2254 rVB 141380 225855 21.28%
32 15.480 2254 2259 2264 rVW 177885 274473 25.86%
33 15.545 2265 22760 2285 rVB2 249639 489507 46.11%
34 15.768 2304 2308 2315 rVB 59531 105168 9.91%
35 16.010 2344 2349 2355 rVB 67135 114549 10.79%

OO WNE
[e)]
w
w
B

36 16.827 2484 2488 2495 rBV3 27720 65848 6.20% 0.489%

8270-BF061925.M Wed Jun 25 ©6:37:03 2025 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 17.045 2518 2525 2535 rBV2 88561 222666 20.98% 1.652%
38 17.133 2536 2540 2549 rVB3 28891 65656 6.19% 0.487%
39 17.498 2596 2602 2613 rVB 66719 152184 14.34% 1.129%
40 17.657 2622 2629 2639 rBvV9 40618 121696 11.46% 0.903%
41 18.468 2761 2767 2777 rVB8 29496 80599 7.59% 0.598%
42 18.698 2801 2806 2821 rVBS8 31499 93139 8.77% 0.691%
Sum of corrected areas: 13475062
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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: BF142817.D\data.ms
1400000
1200000
1000000

800000

5.493
600000 6.504

400000 7.440

6.875
200000
5.087

0 L L L L L L L L L L L L L L L L L L L A B

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: BF142817.D\data.ms

12.633 12.998
12.86

1400000
1200000

1000000

9.239
800000 9.916

600000 9.7
400000 8.163 316

200000

Or——7T— — T ‘ T 1 1 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: BF142817.D\data.ms

1400000
1200000
1000000

800000 14.051

600000

400000 15110 45545

200000

14.9745.21045 480
16174
15.76816.010 17,045
t 16.827 17.133 7 49P657 18.4688.698

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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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

¢ Z:\svoasrv\HPCHEM1\BNA_F

BF142817.D

: 24 Jun 2025 13:24
: RC/JU
: 02381-01

: 8 Sample Multiplier: 1

Library Search

\Data\BF062425\

Compound Report

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

: ASP BNA STANDARDS FOR

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

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

R.T. E

1 2-Pentanone, 4-hydro

stConc Area

Xy-4-me... Concentrat

Relative to ISTD

5.087  4.82 ng 87354

Hit# of 5

Tentative ID

1,4-Dichlorobenzene-d4

MW MolForm

ion Rank 9
R.T.
6.881

CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl-
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

116 C6H1202

000123-42-2 64
001116-98-9 17

3 2,3-Butanedione, monooxime
4 1-Propen-2-o0l, acetate
5 Morpholine, 4-methyl-

101 C4H7NO2
100 C5H802
101 C5H11NO

000057-71-6 12
000108-22-5 10
000109-02-4 9

Abundance Scan 492 (5.087 min): BF142817.D\data.ms (-484) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
4.80 5.00 5.20 5.40
Y a
0 b el e m/z 59.10  57.22%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L B LR
4.80 5.00 5.20 5.40
59.0 m/z 101.10  19.65%
101.0
0\\\\‘2\7\.“0\\““‘1\\‘{‘\f\\8[3‘\.0\f\“‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RRRERE
4.80 5.00 5.20 5.40
5000 1.0 m/z 58.00  15.80%
126.0
O L 12800
m/z--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime R RERRaEEEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.11%
5000
101.0
o120 | 600 840
e R RN
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF061925.M Wed Jun 25 ©6:37:05 2025
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

BF142817.D
: 24 Jun 2025 13:24
: RC/JU
: Q2381-01
: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\

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

2 1,3,5-Trimethyladamantane

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.628 2.12 ng 45797  Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 80
2 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 72
3 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 72
4 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO02 006588-68-7 64
5 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 560
Abundance Scan 1094 (8.628 min): BF142817.D\data.ms (-1088) (-) m/z 163.10 100.00%
163.1
5000 107.1 j\ W
 AAREmmE BRI
41 811 135.1 8.40 8.60 8.80 9.00
0! T T W R m/z 107.85  42.05%
miz--> 40 60 80 100 120 140 160 180
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
5000 107.0 M\’\y‘uu,uu‘uu‘\u
8.40 8.60 8.80 9.00
m/z 164.10  18.45%
55.0 79.0 135.0
0 H‘H‘M\“ \“\‘\ \H“‘\ \M“\ T H‘\ T “\ T \‘\-‘ T T T T \“ T
m/z--> 40 60 80 100 120 140 160 180
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane
163.0 | (\(m
e
8.40 8.60 8.80 9.00
5000 107.0 m/z 81.10 16.10%
50 780 | 1350 192.0
0\\‘\\JM‘HW\JWH\M\‘JM\‘w\\u‘\\\\‘\\\$‘\\l\
m/z--> 40 60 80 100 120 140 160 180
Abundance #52973: 1,3,6-Trimethyladamantane A REEEE R
163.0 8.40 8.60 8.80 9.00
m/z 93.00 15.81%
5000 107.0
550 81.0
135.0
o) — AL w“ e My ol e
miz--> 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF061925.M Wed Jun 25 ©6:37:06 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 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 3 1,3,5,7-Tetramethyl-adamantane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.810 2.92 ng 63203 Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 53
2 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 50
3 trans-.beta.-Ionone 192 C13H200 000079-77-6 50
4 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 47
5 1-(4-Fluorophenyl)-1H-pyrazol-5-... 177 C9H8FN3 727967-95-5 46
Abundance Scan 1125 (8.810 min): BF142817.D\data.ms (-1118) (-)| [ m/z 177.20 100.00%
177.2
5000 107.1
580 19 135.1 AL W AR
8.40 8.60 8.80 9.00 9.20
0 M m/z 107.05  37.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66989: 1,3,5,7-Tetramethyl-adamantane
177.0
5000 1210 [T T T T[T T T [T T[T T T TT
8.40 8.60 8.80 9.00 9.20
m/z 163.10 36.62%
%0 919
0 \\\‘\\\\‘\\‘\“U‘\‘\\\H‘H\\‘\H}“\M‘\\‘\\\‘\‘1\4'2\0‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66933: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-
177.0
Raaas e A RARAE
8.40 8.60 8.80 9.00 9.20
5000 430 m/z 95.18  29.06%
91.0 135.0
o150, 00 I w20 1 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66859: trans-.beta.-lonone AR BEmamEE S
177.0 8.40 8.60 8.80 9.00 9.20
m/z 93.00 26.13%
5000 43.0
91.0 135.0
o180, LSS0 o 020, T
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00 9.20

8270-BF061925.M Wed Jun 25 ©6:37:07 2025 Page: 6



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\BF062425\

BF142817.D

: 24 Jun 2025 13:24
: RC/JU
: Q2381-01

: 8 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 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 4 unknown8.851 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.851 2.37 ng 51259 Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Silane, tributylchloro- 234 C12H27C1Si 000995-45-9 35
2 4(1H)-Pteridinone, 2-amino-6-met... 177 C7H7N50 000708-75-8 27

3 4-(4-Fluorophenyl)-1H-pyrazol-3-... 177 C9H8FN3 005848-04-4 27
4 2-Chloro-5-(difluoromethyl)aniline 177 C7H6C1F2N 1261567-27-4 25
5 trans-.beta.-Ionone 192 C13H200 000079-77-6 22

Abundance Scan 1132 (8.851 min): BF142817.D\data.ms (-1128) (-) m/z 177.15 100,00%

17y.2
1071
5000
41.0 81.1 M
1491 L RRRREREE
| ‘ 8.60 8.80 9.00 9.20
ol e m/z 107.05  60.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #115781: Silane, tributylchloro-
177.0
121.0
5000 93.0 R R RS R
8.60 8.80 9.00 9.20
29.0 65.0 m/z 179.20 52.00%
0‘\‘\‘\\“‘\\\\‘\\\\w‘\\ \‘\m\\\ “““‘1‘4!9“0“““[‘“1‘9‘9‘"0‘
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #52087. 4(1H)-Pteridinone, 2-amino-6-methyl-
177.0
R R RRRREE
8.60 8.80 9.00 9.20
5000 m/z 41.05 37.77%
430 109.0
66.0 - 135-0
0 ‘H“J‘HW‘NW‘HM‘N“NW‘;u‘w‘_JM“‘H‘M“‘W“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52240: 4-(4-Fluorophenyl)-1H-pyrazol-3-amine AAREEEEEEEEEEEE
177.0 8.60 8.80 9.00 9.20
m/z 163.10 35.96%
5000
122.0
149.0
43 0 75.0 101. H
R S W NS A
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ \\\\‘\\\\’\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
BF142817.D

: 24 Jun 2025 13:24
: RC/JU
: Q2381-01

. 8

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier: 1

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M
: 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 unknown9.045 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
o.e4s  2.67ng 56733 Acenaphthene-die 5.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 OH-Purin-G-amine,N,o-dimethyl- 163 CZHONS 002009-52-1 30
2 1,3-Diethyladamantane 192 C14H24 025074-51-5 27

3 Benzene, 1-(1,1-dimethylethyl)-4... 178 C12H180
4 Cyclohexane, 1,1-dimethyl-2,4-bi... 192 C14H24
5 Cyclohexane, 3,4-bis(1-methyleth... 192 C14H24

017269-94-2 27
062337-98-8 25
061142-74-3 25

Abundance Scan 1165 (9.045 min): BF142817.D\data.ms (-1161) (-) m/z 163.10 100.00%

163.1
95.1
55.0
5000 121.1
191.1 \\\\‘\\\\‘\\\\‘\\\\’\\\
8.80 9.00 9.20 9.40
0 m/z 95.10 70.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38931: 9H-Purin-6-amine,N,9-dimethyl-
163.0
107.0
5000 LA L B I IR L
134.0 8.80 9.00 9.20 9.40
42.0 80.0 m/z 81.10  60.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66973: 1,3-Diethyladamantane
163.0
AR A RARRE RS
8.80 9.00 9.20 9.40
5000 m/z 55.00  59.94%
107.0
79.0
%0 1] 13f0 192.0
0 bt b el e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #52874: Benzene, 1-(1,1-dimethylethyl)-4-ethoxy- N RERRERREEEEEEEEEE
163.0 8.80 9.00 9.20 9.40
m/z 69.10 57.24%
5000 107.0
29.0 1350
1
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF061925.M Wed Jun 25 ©6:37:08 2025 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.316 12.31 ng 233901  Acenaphthene-di10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 64
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
5 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 35

Abundance Scan 1211 (9.316 min): BF142817.D\data.ms (-1207) (-)| | m/z 193.20 100.00%

193.2
55.1 95.1 123.1
5000
A
151.2 9.00 9.20 9.40 9.60
0 m/z 123.10 61.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 R L AR mEma
9.00 9.20 9.40 9.60
m/z 55.10 59.88%
151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
e EARmmEESs ST
9.00 9.20 9.40 9.60
5000 55.0 m/z 95.10 56.84%
109.0
810
29.0 ‘
137.0
olerer Ll mM Jolodes0, | 22
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone e EARmmEESs ST
198.0 9.00 9.20 9.40 9.60
m/z 41.10 48.83%
123.0
5000
150.0
95.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 unknown9.787 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.787 9.65 ng 183278  Acenaphthene-di10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 42
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 41
3 (+)-2-Bornanone 152 C10H160 000464-49-3 30
4 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 30
5 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 25
Abundance Scan 1291 (9.787 min): BF142817.D\data.ms (-1288) (-) m/z 55.10 100.00%
55.1
83.1 109.1 152.1 193.2
5000
—— —
2242 9.50 10.00
0! m/z 69.10 95.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethyinaphthalene
1938.0
123.0
5000 69.0 950 — ——
9.50 10.00
m/z 41.10 86.42%
151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane
69.0
—— —
9.50 10.00
so00, 410 109.0 137.0 m/z 109.10  72.34%
OjﬁPMH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29114: (+)-2-Bornanone — —
95.0 9.50 10.00
m/z 97.10 71.38%
5000 410 69.0
152.0
! A RRRAEE LS S —— —
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 8 Cyclotetracosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.892 5.21 ng 251288 Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 60
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 60
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 60
5 1-Hexacosene 364 C26H52 018835-33-1 60

Abundance Scan 1989 (13.892 min): BF142817.D\data.ms (-1986) (- m/z 57.10 100.00%
57.1
230.1
5000
— ——
‘ ﬁ“ M 3202 13.50 14.00
0l WHJLMMW%‘_HPMm‘_ulwu‘wu‘wu‘wu‘wu‘wu‘_ m/z 43.10 84.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #244232: Cyclotetracosane
43.0
5000 — ——
10 13.50 14.00
' m/z 230.10 75.17%
0 J 11111} ,182.0250.0 336.0
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— —
13.50 14.00
5000 m/z 55.10 69.05%
5.0
OJJﬂI.AZS?"’%g-OMB-' \M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #311253: Pentafluoropropionic acid, octadecy! ester — T
57.0 13.50 14.00
m/z 83.10 64.57%
5000
5.0
\ 252.0 398.0
mlz--> 50 100 150200 250 300 350 400 450 500 550 600 650 13.50 14.00

8270-BF061925.M Wed Jun 25 ©6:37:11 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 Strychnidin-10-one, 2,3-dim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.539 11.36 ng 547589  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 64
2 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 58
3 Di(trimethylene-1-naphthyl)siloxane 410 C26H260Si2 093241-94-2 46
4 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 42
5 2-Iodo-benzoic acid (3,4-dimetho... 410 C16H15IN203 303216-18-4 38
Abundance Scan 2099 (14.539 min): BF142817.D\data.ms (-2093) (- m/z 410.40 100.00%
410.4
57.1
5000
1992 20, s
307.2 :
0l M LR “‘\‘?‘ sk 30723643 |, 57.16 0 74.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.C
5000 363.0 —— ‘
14.50
m/z 411.40 31.18%
770 4350 2030 2800 | ‘ ‘
0L \\m h ‘w\“m‘ hy\ lh ‘wm\w‘ i ;u\u‘ “‘1 il ‘“‘ i i\‘\‘m} !“ ‘Ihh‘hm\‘ bt s \}h Lt \ g
m/z--> 50 100 150 200 250 300 350 400
Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)-
410.C
T \
14.50
5000 m/z 395.30  29.29%
o 560 1340 1930 2660 %0
e R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #308086: Di(trimethylene-1-naphthyl)siloxane 1 ‘
410.C 14.50
m/z 41.05 18.24%
169.0 341.0
5000 241.0 9950
57.0
B N N u
miz--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 Tetradecanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.974 10.48 ng 256608 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 C14H280 000124-25-4 93
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 93
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Hexacosanal 380 C26H520 026627-85-0 91
Abundance Scan 2173 (14.974 min): BF142817.D\data.ms (-2169) (| m/z 57.10 100.00%
57.1
96.1
5000
e
38.1 ‘ .
o AA PP 01 zse12r01  se2 L P
m/z--> 50 100 150 200 250 300 350
Abundance #90089: Tetradecana
57.0
96.0
5000 T
15.00
m/z 82.05 69.20%
‘ 168.0
0 \H\ ‘ “\ W \‘h‘ h“\““\“‘} ‘”\“‘\ T \2‘1\2\0\ L L B e
m/z--> 50 100 150 200 250 300 350
Abundance #171302: 1,19-Eicosadiene
55.0
——
6.0 15.00
5000 m/z 55.05 66.07%
37.0
01‘5-‘(#‘ H t ‘;h H‘\ ]w‘ I, i ‘1‘89"0‘ — ‘2‘59'\0\ L L J\NM
m/z--> 50 100 150 200 250 300 350
Abundance #171306: Bicyclo[10.8.0]eicosane, cis- T
55.0 15.00
m/z 96.10 54.10%
6.0
5000 278.0
37.0
ol L) Pl s002220 | I
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.174 4.39 ng 107355  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 98
2 Nonadecane 268 C19H40 000629-92-5 87
3 Octacosane 394 (C28H58 000630-02-4 81
4 Heptadecane, 4-propyl- 282 C20H42 055044-10-5 74
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 2207 (15.174 min): BF142817.D\data.ms (-2204) (- m/z 57.10 100.00%

57.1
5000

9.1 268.1

o
15.00 15.50
ol ‘ “ y c“‘w““ pJelieetosy | m/z 43.10  62.80%

m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0

5000

—
15.00 15.50
m/z 71.10 54.47%

9.0
0+ “\ } “‘\ ”H‘ \‘“‘\ ““ \“‘ \1\4\“1‘(‘)\ 1‘\8\3\(‘) T \2\5“4\0\ LA B L B
miz-> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0

—
15.00 15.50

5000 m/z 85.10 44.57%
9.0
0 \‘ \L ‘ H\ L H‘ u‘ 1\\4‘\1 9 18392250 26\80
A T AR I e e e o S I
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane — —
57.0 15.00 15.50

m/z 55.05  25.42%

h M
9.0
‘\ M i

oLl 11| 141.0183.0225.0 281.0 337.0 394.
= IRE I VI L v T A 4 A S L.

— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 9-Octadecene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.210 14.65 ng 358471  Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 92
2 9-Octadecene, (E)- 252 C18H36 007206-25-9 90
3 Benzo[e]pyrene 252 C20H12 000192-97-2 74
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 74
5 n-Tetracosanol-1 354 C24H500 000506-51-4 70

Abundance Scan 2213 (15.210 min): BF142817.D\data.ms (-2209) (- m/z 252.10 100.00%

252.1
55.1 971
5000

— 2
15.00 15.50

h \‘ dhw | - 2000‘\“ |, 303.1 355.1

0 : I Bt e o A L m/z 97.10 81.95%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[k]fluoranthene
252.0
5000 — ——

15.00 15.50
m/z 83.10  81.90%

126.0
\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #138524: 9-Octadecene, (E)-
55.0

— —
15.00 15.50

m/z 55.10  77.90%

5000
\\ 1 L 390 1820 2520 M
i 1390 1820 2620
m/z--> 50 100 150 200 250 300 350

Abundance #138556: Benzole]pyrene — T
252.0 15.00 15.50

m/z 69.10 66.73%

5000 125.0 M

43.0 83.0 | 198.0

‘ —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

o
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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\Data\BF062425\

BF142817.D

: 24 Jun 2025 13:24
: RC/JU
: 02381-01

: 8 Sample Multiplier: 1

Library Search Compound Report

: 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 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
Concentration Rank 6

Peak Number

13 Benzo[e]pyrene

R.T. EstConc Area
15.416 9.23 ng 225855
Hit# of 5 Tentative ID

Relative to ISTD R.T.

Perylene-di2

1 Benzo[e]pyrene
2 Benzo[k]fluoranthene
3 Benzo[b]fluoranthene

4 Perylene

5 Benzo[a]pyrene

252 C20H12
252 C20H12
252 C20H12
252 C20H12
252 C20H12

000192-97-2 98
000207-08-9 95
000205-99-2 95
000198-55-0 95
000050-32-8 91

Abundance Scan 2248 (15.416 min): BF142817.D\data.ms (-2243) (- m/z 252.10 100.00%
2521
5000
12?0 1950 15.50
ol 830 | 161.01980 , [ 3020 385. ./, 250.10 29.26%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzole]pyrene
252.0
5000 L
15.50
m/z 253.10 20.77%
125.0
0390 83.0 | 2000
\\‘\\\\‘\\\\’\\\\‘\\\\\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138565: Benzo[k]fluoranthene
252.0
7
15.50
5000 m/z 125.00 14.05%
126.0
69.0 “ “
T IR B A e
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzo[b]fluoranthene T
252.0 15.50
m/z 126.00 10.62%
5000
126.0
O 830\ “ ‘“\ 2000\ HH\
T R B AN L A o o S S ——
m/z--> 50 100 150 200 250 300 350 15.50

8270-BF061925.M Wed Jun 25 ©6:37:15 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24

Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M
: 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 13-Methyltetradecanal Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.769 4.30 ng 105168 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanal

268 C18H360

2 13-Methyltetradecanal 226 C15H300
3 Oxirane, hexadecyl- 268 C18H360

4 Hexacosanal
5 Eicosanal-

380 C26H520
296 C20H400

000638-66-4 89
075853-51-9 87
007390-81-0 83
026627-85-0 81
002400-66-0 74

Abundance Scan 2308 (15.768 min): BF142817.D\data.ms (-2304) (- m/z 57.10 100.00%
57.1
6.0
5000
266.1 7 ——
H 137.1 180.0 222.0 ‘ 365.: 15.50 16.00
oL— “\“ ‘M‘H}H!w w;HMJMH\}HH‘M\‘H\‘\1 = Ll \‘w‘\‘\‘m“\‘ o ITI/Z 43.10 99.89"0
m/z--> 50 100 150 200 250 300 350
Abundance #158567: Octadecanal
43.0 82.0
5000 — ——
15.50 16.00
m/z 82.05 70.83%
250.0
h‘ 194.0
0" “
m/z--> 50 100 150 200 250 300 350
Abundance #107160: 13-Methyltetradecana
57.0
— —
15.50 16.00
5000 m/z 55.05 61.81%
96.0
ol ‘L“ LAALLIPT0800 2260
m/z--> 50 100 150 200 250 300 350
Abundance #158578: Oxirane, hexadecyl- — —
43.0 820 15.50 16.00
m/z 96.05 52.33%
5000
23.0
ol L ‘h | | 166.0 208.0 250.0
B e e S R — ——
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF061925.M Wed Jun 25 ©6:37:16 2025

Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.010 4.68 ng 114549  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
4 Docosane 310 C22H46 000629-97-0 87
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 86

Abundance Scan 2349 (16.010 min): BF142817.D\data.ms (-2344) (- m/z 57.10 100.00%

57.1
5000
Hde |
7.1
207.0
o‘HH‘_J‘«uﬂ:fm‘mw,mH‘zﬁ‘r?ﬂuwHH‘HHw‘_m_wm m/z 71.e5 60.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane
57.0
5000 —— |
16.00
m/z 43.10 59.51%
oL U F219m02670 3510 4360
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
R \
16.00
5000 m/z 85.05 46.60%
0 /] 1 |1[77:0197.0267.0337.0407.0 491.0562.0
et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #228591: Tetradecane, 1-iodo- —
57.0 16.00
m/z 55.05 22.18%
M P2101970
e [ e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 1,19-Eicosadiene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.827 2.69 ng 65848 Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 62
2 Heptadecanal 254 C17H340 1000376-70-0 52
3 1,15-Hexadecadiene 222 Cl16H30 021964-51-2 49
4 11-cis-Vaccenyl acetate 310 C20H3802 006186-98-7 43
5 Hexanol-1, 6-cyclohexyl- 184 C12H240 004354-58-9 43
Abundance Scan 2488 (16.827 min): BF142817.D\data.ms (-2484) (- m/z 57.10 100.00%
57.1
5000
— ——
146.0176.1  228.1 261.1 16.50 17.00
0! m/z 43.10 78.32%
m/z--> 50 100 150 200 250
Abundance #171303: 1,19-Eicosadiene
55.0
5000 — ——
96.0 16.50 17.00
m/z 55.00 51.31%
0 \‘ | M‘ I H | 1380 1800 2360 2780
T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #141014: Heptadecanal
43.0
82.0
— ——
16.50 17.00
5000 m/z 82.00 48.57%
123.0
ol W‘ HM L, 660 2980 2540
miz--> 50 100 150 200 250
Abundance #102183: 1,15-Hexadecadiene “ —
55.0 16.50 17.00
m/z 83.05 44.56%
96.0
5000
AEERRRRNRCINTY IS S
m/z--> 50 100 150 200 250 16.50 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\

BF142817.D
: 24 Jun 2025 13:24
: RC/JU
: Q2381-01
: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 17 Hexadecane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
17.133 2.68 ng 65656 Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 70
2 Pentacosane 352 (C25H52 000629-99-2 49
3 Hexacosane 366 C26H54 000630-01-3 49
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 49
5 Heneicosane 296 C21H44 000629-94-7 49

Abundance Scan 2540 (17.133 min): BF142817.D\data.ms (-2536) (- m/z 57.05 100.00%
57.0
5000 MM
278.1
—— —
9.0 139.0 211.0 17.00 17.50
0 “$€‘$“ﬂ‘hw‘m Ly M\MJN‘JH“MMH R m/z 71.10 64.82%
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 — —
17.00 17.50
m/z 43.10 55.94%
0 “ ‘ | F?-O‘ 141.0 183.0 226.0
\\\‘\\\\‘\ \\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
—— —
17.00 17.50
5000 m/z 85.10 54.36%
9.0
e R CE R R
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane — —
57.0 17.00 17.50
m/z 278.10 32.27%
5000
9.0
oLl | 41018302250 267.0 3090 366,
i ety I A e A —— =
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 18 .gamma.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.657 4.97 ng 121696  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
2 (35,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 93
3 .beta.-Sitosterol 414 C29H500 000083-46-5 74
4 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25
5 Benzenemethanol, 4-methoxy-.alph... 290 C20H1802 000847-83-6 25
Abundance Scan 2629 (17.657 min): BF142817.D\data.ms (-2622) (- 43.05 100.00%
43.0
107.1 2132 MW\MM
5000
61.1 267.1
329.3 414
—— —
’H 17.50 18.00
1T m/z 55.05 58.08%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 — —
145.0 414.( 17.50 18.00

213.0 303.0 m/z 107.10  56.85%

ol ‘\“ | ‘h“ \ - '
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6-
43.0

—— —
17.50 18.00
5000 91.0 145.0 382.0 m/z 57.00 56.06%

l 2130 590
Ol v byl 30

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol — —
43.0 17.50 18.00
m/z 213.20  56.00%

0 ‘¢A\ f\ﬂ/\\ﬂ

m/z--> 0 50 100 150 200 250 300 350 400 17.50 18.00

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24

Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 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 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 19 unknownl8.468 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.468 3.29 ng 80599  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophenol, S-[3-phenylthiopropi... 274 C15H140S2 087797-69-1 38
2 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 30
3 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 30
4 6-Methyl-6-(5-methyl-furan-2-yl)... 206 C13H1802 077822-40-3 22
5 (1As-(la.alpha.,4b.beta.,8as)-4a... 206 C14H220 082262-79-1 18

Abundance Scan 2767 (18.468 min): BF142817.D\data.ms (-2761) (- m/z 123.10 100.00%
123.1
5000 287.1
231.1 U
AN el
0! i - m/z 95.00 61.81%
miz--> 50 100 150 200 250 300
Abundance #165835: Thiophenol, S-[3-phenylthiopropionyl]-
123.0 165.0
274.0
5000 T
18.50
65.0 m/z 109.00  60.63%
0 T T \‘i“‘\“‘\ “\ \‘ “‘\L \“\‘H‘\ ‘ \h\ \‘ T ’2\1§-0\ T ‘ T \h\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #82843: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-
123.0
P
18.50
41.0 191.0
92.95 55.35%
5000 78.0 m/z
ol “ e M
m/z--> 50 100 150 200 250 300
Abundance #82826: 2,3,3-Trimethyl-2-(3-methyl-buta-1,3-dienyl)-cycl T
123.0 18.50
m/z 121.10 51.02%
41.0 191.0
5000 9.0
o dso
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24

Operator : RC/JU

Sample : Q2381-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M
: 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 20 unknownl8.698 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.698 3.81 ng 93139  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Testosterone 288 C19H2802 000058-22-0 38
2 Fumaric acid, 4-methoxyphenyl 3-... 290 C16H1805 1000405-77-9 30
3 Littorine 289 C17H23N03 021956-47-8 27
4 Fumaric acid, 2-methoxyphenyl 3-... 290 C16H1805 1000405-93-0 27

5 (Z)-1-(3-(2-chloro-3"-methoxy-[1... 355 C22H26C1NO 318276-19-6 25

Abundance Scan 2806 (18.698 min): BF142817.D\data.ms (-2801) (- m/z 124.10 100.00%
124.1
43.1
5000
290. oy A,
355.2 412. 18 40 18.60 18.80
0 m/z 43.10 66.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184187: Testosterone
124.0
5000 LA L L L B
79. 18.40 18.60 18.80
288.0 %
203.0 m/z 229.15 45.31
2 ok
0! \‘\hd\nh‘H‘ ‘u ‘\‘\\‘\ ‘\‘ NI Prrrip
m/z--> 50 100 150 200 250 300 350 400
Abundance #186455: Fumaric acid, 4-methoxyphenyl 3-methylbut-2-¢
124.0
STIVE L.
18.40 18.60 18.80
5000 m/z 55.00  42.35%
o280, 1| o 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #185205: Littorine R B S S
124.0 18.40 18.60 18.80
m/z 41.00 36.60%
289.0
O 980 T
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062425\
Data File : BF142817.D

Acqg On : 24 Jun 2025 13:24
Operator : RC/JU

Sample : Q2381-01

Misc :

ALS vial : 8 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-... 5.087 4.8 ng 87354 1 6.881 362415 20.0
1,3,5-Trimethyl... 8.628 2.1 ng 45797 2 8.163 432739 20.0
1,3,5,7-Tetrame... 8.810 2.9 ng 63203 2 8.163 432739 20.0
unknown8.851 8.851 2.4 ng 51259 2 8.163 432739 20.0
unknown9.045 9.045 2.7 ng 50733 3 9.922 379967 20.0
Decahydro-1,1,4... 9.316 12.3 ng 233901 3 9.922 379967 20.0
unknown9.787 9.787 9.7 ng 183278 3 9.922 379967 20.0
Cyclotetracosane 13.892 5.2 ng 251288 5 14.057 964413 20.0
Strychnidin-10-... 14.539 11.4 ng 547589 5 14.057 964413 20.0
Tetradecanal 14.974 10.5 ng 256608 6 15.545 489507 20.0
Octadecane 15.174 4.4 ng 107355 6 15.545 489507 20.0
9-Octadecene, (E)- 15.210 14.7 ng 358471 6 15.545 489507 20.0
Benzo[e]pyrene 15.416 9.2 ng 225855 6 15.545 489507 20.0
13-Methyltetrad... 15.769 4.3 ng 105168 6 15.545 489507 20.0
Hentriacontane 16.010 4.7 ng 114549 6 15.545 489507 20.0
1,19-Eicosadiene 16.827 2.7 ng 65848 6 15.545 489507 20.0
Hexadecane 17.133 2.7 ng 65656 6 15.545 489507 20.0
.gamma.-Sitosterol 17.657 5.0 ng 121696 6 15.545 489507 20.0
unknownl18.468 18.468 3.3 ng 80599 6 15.545 489507 20.0
unknown18.698 18.698 3.8 ng 93139 6 15.545 489507 20.0
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