LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample : Q1656-01 2X

Misc :

ALS Vvial : 23  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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142172.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.481 576 576 588 rBV 919653 1243596 24.38% 4.145%
2 6.493 739 748 760 rBV 888842 1235486 24.23% 4.118%
3 6.869 807 812 819 rBV 527285 662195 12.98%  2.207%
4 7.428 897 907 912 rBV 605980 926699 18.17%  3.089%
5 7.798 966 970 975 rBV5 130957 202119 3.96% 0.674%
6 7.892 979 986 993 rBV7 114760 307553 6.03% 1.025%
7 8.098 1017 1021 1024 rBV3 163747 238117 4.67% 0.794%
8 8.151 1025 1030 1036 rVVW 636414 1074703 21.097% 3.582%
9 8.392 1067 1071 1074 rBV3 209905 343384 6.73% 1.145%
10 8.451 1077 1081 1084 rVV3 227474 349910 6.86% 1.166%
11  8.539 1093 1096 1098 rBV3 203593 275936 5.41% 0.920%
12 8.616 1103 1109 1113 rVB3 420520 876182 17.18% 2.920%
13 8.981 1168 1171 1176 rBV3 454466 773645 15.17% 2.579%
14  9.228 1210 1213 1218 rBV 1340041 1911069 37.47% 6.370%
15 9.316 1224 1228 1232 rBV4 1556059 2359796 46.27% 7.866%
16 9.634 1279 1282 1286 rBV2 2225272 3207440 62.89% 10.691%
17 9.792 1306 1309 1312 rBV4 1648532 2604637 51.07%  8.682%
18 9.839 1314 1317 1321 rVB 3363934 4450859 87.27% 14.835%
19 9.916 1326 1330 1335 rBV5 2593258 5099962 100.00% 16.999%

20 14.533 2112 2115 2119 rVB 853455 1000947 19.63%  3.336%

21 15.527 2280 2284 2302 rVB 392555 857608 16.82%  2.859%

Sum of corrected areas: 30001843
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Mar 2025 21:00
: RC/JU
: Q1656-01 2X

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032825\
BF142172.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2e+07

1.5e+07

le+07

5000000

0
Time-->

TIC: BF142172.D\data.ms
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2e+07

1.5e+07

1e+07

5000000

TIC: BF142172.D\data.ms

Time-->
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— — — — — — 7
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1.5e+07
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5000000

Time-->

TIC: BF142172.D\data.ms

14.533
15.527

T ‘ T
13.50

T ‘ T
14.00

T ‘ T
14.50

T ‘ T
15.00

T ‘ T
15.50

T ‘ T
16.00

T ‘ T
16.50

T ‘ T
17.00

T ‘ T
17.50

T ‘ T
18.00

18.50

8270-BF031025.M Mon Mar 31 05:38:44 2025

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 unknown7.798 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.798 3.76 ng 202119 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 38
2 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 27
3 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 27
4 s-Triazolo[4,3-a]pyrazine, 3-ami... 163 C7H9N5 019855-02-8 22
5 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 18

Abundance Scan 970 (7.798 min): BF142172.D\data.ms (-966) (-) m/z 163.10 100.00%

1638.1
107.1
5000 67.1
411 137.1 j\
Ramas e A RERR SN
) ‘ ‘ 7.40 7.60 7.80 8.00 8.20
0 by e Lo m/z 107.10 69.03%
miz--> 40 60 80 100 120 140 160 180
Abundance #52974: 1,3,4-Trimethyladamantane
163.0
5000 L L B R
107.0 7.40 7.60 7.80 8.00 8.20
55.0 810 ‘ m/z 67.10 52.01%
Ot T \‘\M“ \“M\ \Hi‘uw \‘“‘} T ! U\ T “”\ :\L\S?‘O\ \“\ | ! T \1\89\0\
m/z--> 40 60 80 100 120 140 160 180
Abundance #86257: 1,2-Dimethyl-5-nitroadamantane
107.0 163.0
Ramas e A RE R
7.40 7.60 7.80 8.00 8.20
5000 m/z 81.10 48.70%
41.0
‘ 79.0 ‘
0 H‘M ““‘w‘ UL WM Al “““1‘3?‘0‘ T ! e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52975: 1,3,5-Trimethyladamantane R RARESREEE
163.0 7.40 7.60 7.80 8.00 8.20
m/z 95.10 43.49%
5000 107.0 R/ANVJ\AWA/JfNA/VV/
550 79
obo ot PO 11350 gm0 o
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00

Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 2 unknown7.892 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.892 5.72 ng 307553 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 46
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 45
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1@H14 076089-59-3 43
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 41
5 o-Cymene 134 C1oH14 000527-84-4 41
Abundance Scan 986 (7.892 min): BF142172.D\data.ms (-979) (-) m/z 119.05 100.00%
119.1
5000
55.1 770
: 61 1451 L LA B L BN BRI
m | m | ‘ ‘H T | ‘ 1672 7.60 7.80 8.00 8.20
X SE— ] | A sl 005 Tm/z 117.05  55.71%
miz--> 40 60 80 100 120 140 160
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 L B L B L AL BRI
7.60 7.80 8.00 8.20
91.0 m/z 134.85 37.97%
39.0 65.0 ‘
O\1\5\.(‘)\‘\\\"‘\\“\‘\“‘\‘H\‘H‘H‘MNHH‘M\H‘\‘HH|H\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0 {L
R R e AR
7.60 7.80 8.00 8.20
5000 m/z 55.10 34.02%
390 50 O
BT Wit RN PR ! T SRR
m/z--> 20 40 60 80 100 120 140 160
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth e EERRaEEES S
119.0 7.60 7.80 8.00 8.20
m/z 115.05 27.50%
5000
41.0 90
’ 65.0
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 p-Cymen-7-ol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.098 4.43 ng 238117 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymen-7-0l 150 C10H140 000536-60-7 64
2 Cyclohexanone, 2-(2-butynyl)- 150 C1eH140 054166-48-2 62
3 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 55
4 Y-Methylbicyclo(4.3.9)non-6-en-8... 150 C10H140 1000424-65-9 55
5 Ethyltetramethylcyclopentadiene 150 C11H18 057693-77-3 53

Abundance Scan 1021 (8.098 min): BF142172.D\data.ms (-1017) (-) m/z 135.05 100.00%

135.1
5000 79.1
107.1
411 1.9
‘ ” ‘ 162. 1 H 7.80 8.00 8.20 8.40
0 ‘H““Wu‘wuw‘“‘ W‘Nhhh‘uﬂ‘JW‘w““ﬂ“ m/z 150.15 52.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27438: p-Cymen-7-ol
135.0
5000 790 105.0 W PRRPAPRATA LY B
7.80 8.00 8.20 8.40
41.0 m/z 133.05 46.28%
O \\\‘\\\\“H\ \“U‘\ }‘\M\ T T \ }‘\ “\w \‘\M TT \‘! ‘ T \“f T ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27531: Cyclohexanone, 2-(2-butynyl)-
135.0 N\[k
A
55.0 7.80 8.00 8.20 8.40
5000 79.0 m/z 79.10  45.57%
27.0 ‘ rw 0
o ‘”MMwmm!,‘u“hWm‘m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #28419: Ethanone, 1-(2-hydroxy-5-methylphenyl)- N ARARERaEEEEE SR
135.0 7.80 8.00 8.20 8.40
m/z 81.10  28.60%
5000
77.0
43.0 ‘ 107.0
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 unknown8.392 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.392 6.39 ng 343384 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Added stereo to name 164 C12H20 024145-89-9 58
2 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 49
3 3-Methyl-1-adamantanecarboxylic ... 194 C12H1802 1000504-38-9 47
4 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 47
5 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 43

Abundance Scan 1071 (8.392 min): BF142172.D\data.ms (-1067) (-) m/z 149.05 100.00%

149.1
5000 MM
93.1
TR
411 67.1 ‘ ‘H ‘ ‘ 8.00 8.20 8.40 8.60 8.80
Y S | TR [ M“s“‘;w” W L1801 131,05 27.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39761: Added stereo to name
149.0
5000 I L LU B I
93.0 8.00 8.20 8.40 8.60 8.80
55.0 m/z 93.10 26.22%
e
O \\\‘\\\\‘\\‘\‘\‘\‘H\\“”\\\‘\‘\\\\‘\\\\‘\\\\‘\‘\\\’\\\\‘\
miz--> 20 40 80 100 120 140 160 180
Abundance #39778. Adamantane, 1,3-dimethyl-
149.0
e ARARamma R
8.00 8.20 8.40 8.60 8.80
m/z 95.10 24.82%
5000 93.0
41.0
121.0
ooy | Zoy e |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #69059: 3-Methyl-1-adamantanecarboxylic acid R A RRARS BREE
149.0 8.00 8.20 8.40 8.60 8.80
m/z 165.15 22.29%
5000
93.0
R L B R e o
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 unknown8.451 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.451 6.51 ng 349910 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 38
2 1,3,3-Trimethyl-2-(2-methyl-cycl... 178 C13H22 285129-06-8 38
3 2-Propanone, 1-(3,5,5-trimethyl-... 178 C12H180 016695-73-1 27
4 3,5-Dimethyl-1-adamantanecarboxy... 208 C13H2002 014670-94-1 27
5 Pyrazolo[3,4-b]pyridin-6-one, 1,... 177 C9H11N30 057411-62-8 25

Abundance Scan 1081 (8.451 min): BF142172.D\data.ms (-1077) (-) m/z 177.20 100.00%
177.2

—

5000 107.1
411 145.1
. 701 P
‘ ‘ 8.20 8.40 8.60 8.80
0 - ‘mh”w“H“‘Mm}mm m/z 163.20  55.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)-
1638.0
5000
8.20 8.40 8.60 8.80
m/z 107.10 47 .62%
43.0 910 121.0
O\]\_\8‘0\\\\““\\\\6‘5\\0\‘\“\\‘\\“\‘\\‘\“\\\]‘.\4;2\‘\0\\‘!\\\“\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52986: 1,3,3-Trimethyl-2-(2-methyl-cyclopropyl)-cyclohe
163.0

%.

107.0 8.20 8.40 8.60 8.80
m/z 121.10  47.26%

5000

é

0,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52939: 2-Propanone, 1-(3,5,5-trimethyl-2-cyclohexen-1- A BERRREEESa
163.0 8.20 8.40 8.60 8.80
m/z 145.05  26.95%
43.0
5000
77.0 ‘ 130.0
L P o S O L
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 1-Adamantanemethylamine Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.539 5.14 ng 275936  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Adamantanemethylamine 165 C11H1SN 017768-41-1 50
2 Adamantane-1-carboxylic acid 180 C11H1602 000828-51-3 41
3 Benzamide, o-(.beta.-hydroxyphen... 241 C15H15NO2 023966-60-1 38
4 4A-Hydroxy-N'-{(E)-[4-(propan-2-y... 310 C19H22N202 1000514-52-7 35
5 1-Adamantanemethanol 166 C11H180 000770-71-8 30
Abundance Scan 1096 (8.539 min): BF142172.D\data.ms (-1093) (-) m/z 135.05 100.00%
135.1
81.1 109.1
165.2 (AR e
‘ ‘ “ ‘ m Ll ‘ o2 8.20 8.40 8.60 8.80
0ol M M Wbl o B922 sz s5.10  4e.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40568: 1-Adamantanemethylamine
135.0
30.0
5000 L L R IR B
79.0 165.0 8.20 8.40 8.60 8.80
m/z 69.10 36.04%
‘107.0
0 \\‘\\\\i“‘\\‘\H}‘\“\\\‘”\\h\‘\‘\\\‘\\\!‘\}\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54664: Adamantane-1-carboxylic acid
135.0
R RRRRRRRRERRRRET
8.20 8.40 8.60 8.80
5000 m/z 131.05 33.45%
79.0
41.0 ‘ ‘107 0 180.0
0 ‘wm“MWH‘_m_mwWH‘w_wwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #124829: Benzamide, o-(.beta.-hydroxyphenethyl)- R AAARNEESs S
135.0 8.20 8.40 8.60 8.80
m/z 81.10 31.76%
5000 M
91.0
0 51‘ O \“ il pulll ‘ 178 0 224 o
H_‘H_‘HM‘HM‘H_‘HM‘HM‘H_H‘_H‘_H‘_H‘_‘ R RRRRRRRRERRRRET
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 unknown8.616 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.616 16.31 ng 876182  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 46
2 3,5-Dimethyl-1-adamantanecarboxy... 208 C13H2002 014670-94-1 38
3 1,3-Dimethyl-5-n-hexyladamantane 248 C18H32 052873-50-4 38
4 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 38
5 Benzene, 1-(1,1-dimethylethyl)-4... 178 C12H180 017269-94-2 38
Abundance Scan 1109 (8.616 min): BF142172.D\data.ms (-1103) (-)| | m/z 163.15 100.00%
163.2
5000 107.1 Mw
P T
41‘ 1 | \H ‘H 1012 8.20 8.40 8.60 8.80 9.00
Ol prrrefee i MuH“Mu‘wh AeL2 . m/z 107.10  48.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
5000 107.0 BRI B e e e e
8.20 8.40 8.60 8.80 9.00
m/z 93.10 26.58%
20 810, | 1350 |
0 \\\‘\\\\‘\\\“\‘\“\‘\\H“\\‘1‘\‘\‘1\\“\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #85073: 3,5-Dimethyl-1-adamantanecarboxylic acid
163.0
R R SREREEE
8.20 8.40 8.60 8.80 9.00
5000 107.0 ITI/Z 95.10 25.15%
o0, 70| | ero | 1930
0‘H_‘HNH‘MHWMHWH‘WHH‘HH_HMMHW‘MWH‘WHH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #133594: 1,3-Dimethyl-5-n-hexyladamantane R A aE R
163.0 8.20 8.40 8.60 8.80 9.00
m/z 131.00 22.17%
5000
107.0
0 55.0 810, ‘ 1350 | 2050 248
A R ERAs EE R e AR R R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80 9.00

8270-BF031025.M Mon Mar 31 ©5:38:52 2025 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.981 14.40 ng 773645  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 013065-07-1 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 62
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 60
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 49
Abundance Scan 1171 (8.981 min): BF142172.D\data.ms (-1168) (-)| m/z 118.10 100.00%
118.1 145.1
5000
o 660 8,80 8,00 6,20 0.40
177.2 . . . . .
301,631 | L 1T a0ez P
O Frrr vt e M gl L €595 m/z 145.05  93.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 RN LR
8.60 8.80 9.00 9.20 9.40
91.0 m/z 160.10  67.01%
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
PO
160.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 117.10 50.27%
39.0 91.0
63.0
o} B —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- R RAmE s
118.0 8.60 8.80 9.00 9.20 9.40
160.0 m/z 105.10  31.45%
91.0
ol15.0 %90 €90 Y I o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20 9.40

8270-BF031025.M Mon Mar 31 ©5:38:53 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.316 9.25 ng 2359800  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 91
2 2,2-Dimethylocta-3,4-dienal 152 C10H160 000590-71-6 60
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 60
4 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 43
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38

Abundance Scan 1228 (9.316 min): BF142172.D\data.ms (-1224) (-) m/z 193.20 100.00%
1938.2

55.1 123.1
5000 95.1

.

161.1 159 9.00 9.20 9.40 9.60

(o} LTViH‘P"rv—v—\ m/z 123.10 53.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

T

193.0
123.0
5000 69.0 95.0 T T T T T T
9.00 9.20 9.40 9.60
m/z 55.10 52.84%
‘ ‘ ‘ 151.0 ‘
0 ‘\\\\‘\\\‘\‘\ \\“‘\\\‘L‘\‘\‘\\‘\\\\“\\}\‘\\\\“\\}\‘\!\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29182: 2,2-Dimethylocta-3,4-dienal
123.0
T T
95.0 9.00 9.20 9.40 9.60
so00] 0 m/z 69.10  46.30%
67.0
o S NN - A
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- e EARmmEESs ST
193.0 9.00 9.20 9.40 9.60

m/z 41.10 44.21%

5000 55.0
109.0

é

81.0
29.0 ‘ ‘ ‘
137.0
Il H‘ M‘ 11/ ,163.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 unknown9.634 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.634 12.58 ng 3207440  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 45
2 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 40
3 2-Anthracenamine 193 C14H11N 000613-13-8 38
4 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 38
5 1-Anthracenamine 193 C14H11N 000610-49-1 35

Abundance Scan 1282 (9.634 min): BF142172.D\data.ms (-1279) (-) m/z 193.20 100.00%

193.2
5000
69.1 1231

ik
l‘ h‘ M M “\ ‘ 57.1 \ 9.50 10.00
LI LT 2822 myz 123010 34.71%

miz--> 50 100 150 200 250 300
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0
L

o

—
9.50 10.00
m/z 69.10 32.39%

T T T “ T 1‘ \“‘ ‘”‘ \“ T “‘ T ‘\ \‘ ‘\ L ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #201981: S-Phenyl 5-(phenylthio)pentanethioate
198.0

T
9.50 10.00

o

5000 ITI/Z 41.10 27.62%
123.0
55.0 ‘ ‘
oo L1870 L [ L L s
miz--> 50 100 150 200 250 300
Abundance #68073: 2-Anthracenamine —— —
193.0 9.50 10.00

m/z 83.10  27.59%

5000
97.0

o e U — —
miz--> 50 100 150 200 250 300 9.50 10.00

8270-BF031025.M Mon Mar 31 05:38:56 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 unknown9.792 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.792 10.21 ng 2604640  Acenaphthene-die 9.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30
2 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 25
3 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-95-1 25
4 Crotyl methacrylate 140 C8H1202 007376-45-6 25
5 Naphthalene, decahydro-1,4a-dime... 208 C15H28 030824-81-8 18

Abundance Scan 1309 (9.792 min): BF142172.D\data.ms (-1306) (-) m/z 69.10 100.00%
69.1

5000

— —
9.50 10.00
m/z 55.10 84.38%

224.2

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

193.0
123.0
5000 69.0 950 — —
9.50 10.00
m/z 193.20 79.97%
151.0
O ‘\\\\‘\\\‘\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #87664: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0
o o
9.50 10.00
5000 ITI/Z 41.10 72.57%
29.0
125.0 167.0
ol A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85378: Cyclohexane, 1-(cyclohexylmethyl)-4-ethyl-, cis- e ——
55.0 9.50 10.00
83.0 m/z 83.10 68.98%
111.0
5000
208.0
179.0
H Hm I \‘\ H‘ 137.0 \
0 el el e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00

Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 12 2-Pentanone, 4-cyclohexylid... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
o.830 17.45ng 4450860 Acenaphthene-dle 5.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 2-Pentanone, 4-cyclohexylidene-3... 222 C1sH260 313253-65-5 53

2 1-Indo

linecarboxaldehyde, 2-hydr... 193 C10H11NO3

3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28

013303-70-3 47
080655-44-3 46

4 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
5 Benzonitrile, pentafluoro- 193 C7F5N 000773-82-0 35
Abundance Scan 1317 (9.839 min): BF142172.D\data.ms (-1314) (-)| [ m/z 193.20 100.00%
193.2
5000 7.1
69.1 °
9. 50 10 00
o 224.2 m/z 97.10  44.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0
109.0 9. 50 10 00
290 810 m/z 69.10 37.06%
0 ‘ \‘h\ T \" T 1‘ \“ \‘\ T \“\‘\ T “\]\-:\3‘\‘7‘ \()\H\ T ‘\3\-\0\ ‘ TTTT ‘ T \\Zaz\.\q\ ‘ L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67612: 1-Indolinecarboxaldehyde, 2-hydroxy-5-methoxy
198.0
— —r
9.50 10.00
m/z 109.10 34.02%
50001 690
122.0 149.0
95.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene P ——
193.0 9.50 10.00
m/z 41.10 32.10%
123.0
5000 69.0 95.0
e
o_m,w_HM‘mmWm‘wH‘w_wwww — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00

8270-BF031025.M Mon Mar 31 05:38:58 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample ¢ Q1656-01 2X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Strychnidin-10-one, 2,3-dim... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.533  20.00 ng 1000950  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 86
2 3-Acetyl-1-(3,4-dimethoxyphenyl)... 418 C23H26N205 090140-65-1 72
3 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 64
4 2'-Hydroxy-3,3',4'-trimethoxycha... 410 C20H17F306 1010453-84-8 53
5 9-(3,4-Dimethoxyphenyl)-3,3,6,6-... 410 C25H3005 071827-94-6 50
Abundance Scan 2115 (14.533 min): BF142172.D\data.ms (-2112) (|  m/z 410.30 100.00%
410.3
5000
57.1
1 T T
190.1 14.50
. 240.1 307.2
Ol b A8 L 208 90723588 | nyz 411.40 31.11%
miz--> 50 100 150 200 250 300 350 400
Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.0
5000 363.0 T I
14.50
m/z 395.30 29.45%
o 770 1350 2030 2800 ‘ ‘ ‘
oL U\u ‘m\\w L\}u \‘Mw ‘me‘ i wal‘h; w\‘w g hlw“lw‘ i i“h‘hw‘w .‘!H ;ulh‘hhh‘. iy u\}l A ‘\‘ -
m/z--> 50 100 150 200 250 300 350 400
Abundance #307837: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-d
410.0
1 T
14.50
5000 m/z 57.10 26.50%
326.0
0 43.0 165.0 27‘30 L \‘\ m“\ .‘h ‘ L
R B B R L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)- —— ‘
410.0 14.50
m/z 396.30 8.76%
5000
ol 560 1340 1980 266.0 3380
e e e T
m/z--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032825\
Data File : BF142172.D

Acqg On : 28 Mar 2025 21:00
Operator : RC/JU

Sample : Q1656-01 2X

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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|
unknown?7.798 7.798 3.8 ng 202119 2 8.151 1074700 20.0
unknown?7.892 7.892 5.7 ng 307553 2 8.151 1074700 20.0
p-Cymen-7-0l 8.098 4.4 ng 238117 2 8.151 1074700 20.0
unknown8.392 8.392 6.4 ng 343384 2 8.151 1074700 20.0
unknown8.451 8.451 6.5 ng 349910 2 8.151 1074700 20.0
1-Adamantanemet... 8.539 5.1 ng 275936 2 8.151 1074700 20.0
unknown8.616 8.616 16.3 ng 876182 2 8.151 1074700 20.0
Naphthalene, 1,... 8.981 14.4 ng 773645 2 8.151 1074700 20.0
Decahydro-1,1,4... 9.316 9.3 ng 2359800 3 9.928 5099960 20.0
unknown9.634 9.634 12.6 ng 3207440 3 9.928 5099960 20.0
unknown9.792 9.792 10.2 ng 2604640 3 9.928 5099960 20.0
2-Pentanone, 4-... 9.839 17.4 ng 4450860 3 9.928 5099960 20.0
Strychnidin-10-... 14.533 20.0 ng 1000950 5 14.074 1000950 20.0

8270-BF031025.M Mon Mar 31 ©5:39:00 2025 Pag 16



