LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On 1 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc :

ALS Vvial : 18 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-BF071725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF143337.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.263 6 12 28 rVB 231903 378789 40.06% 4.402%
2 5.181 503 508 516 rBvV 67628 93003 9.84% 1.081%
3 5.593 572 578 589 rBV 624190 804258 85.05%  9.345%
4 6.587 742 747 758 rVB 613813 777653 82.24%  9.036%
5 6.963 806 811 820 rVB 488174 613743 64.90% 7.132%
6 7.363 873 879 891 rVB3 17085 39717 4.20% 0.462%
7 7.516 897 905 910 rBV 429098 552647 58.44% 6.422%
8 7.663 924 930 937 rVB4 35304 95316 10.08% 1.108%
9 7.992 982 986 993 rVB3 26490 42304 4.47% 0.492%
10 8.063 993 998 1006 rBV 81634 146033 15.44% 1.697%
11  8.145 1007 1012 1015 rBV5 20724 39003 4.12% 0.453%
12 8.240 1022 1028 1033 rBV 608946 846449 89.51% 9.836%
13  8.328 1040 1043 1048 rVB2 40419 58655 6.20% 0.682%
14  8.387 1048 1053 1057 rBV3 45739 78208 8.27% 0.909%
15 8.569 1076 1084 1088 rBV 99199 203884 21.56% 2.369%
16 8.657 1095 1099 1102 rBV 48951 67202 7.11% 0.781%
17 8.739 1110 1113 1116 rVB2 50008 56248 5.95% 0.654%
18 8.787 1116 1121 1125 rBV2 76351 137689 14.56% 1.600%
19 8.934 1142 1146 1148 rBV3 33734 55236 5.84% 0.642%
20 8.957 1148 1150 1153 rVB 44041 43462 4.60% 0.505%
21  9.022 1157 1161 1165 rBvV2 61345 81708 8.64%  0.949%
22 9.069 1165 1169 1171 rBV2 61710 91337 9.66% 1.061%
23 9.187 1185 1189 1194 rBvV3 83604 146504 15.49% 1.702%
24 9.245 1195 1199 1200 rBvV2 72531 97614 10.32% 1.134%
25 9.316 1206 1211 1216 rVB 765563 945632 100.00% 10.988%
26 9.716 1276 1279 1282 rBV2 190392 241161 25.50% 2.802%
27 9.916 1310 1313 1317 rVB 307837 371626 39.30% 4.318%
28 9.998 1324 1327 1331 rVB 650096 842874 89.13%  9.794%
29 15.651 2284 2288 2299 rVB 270232 467764 49.47% 5.435%
30 16.968 2508 2512 2518 rVB2 107472 190124 20.11% 2.209%

Sum of corrected areas: 8605843
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance : ' '
4000000 TIC: BF143337.D\data.ms

3500000
3000000
2500000
2000000
1500000

1000000

5.593 6.587

500000 6.963 7516

.263
5.181 7.363 7_663

0 L L L L L L L L I L L L L L L L L L B O R I L B IR A

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 : . .
4000000 TIC: BF143337.D\data.ms

3500000
3000000
2500000

2000000
9.998
1500000

1000000 9.316 9.9
8.240 9.716

500000

5965 azef FosERsBPAY
BRE LS 2is v RS S — — — — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance : . .

oeosso TIC: BF143337.D\data.ms

3500000
3000000
2500000
2000000
1500000
1000000
15.651

500000 A A 16908
,\/_,\/\A,\FM\A_’\’_\M

0 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

18.50

T ‘ T T ‘ T
17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.263 12.34 ng 378789 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance  Scan 12 (2.263 min): BF143337.D\data.ms (-6) (-) m/z 73.10 100.00%

73.1
5000 43.0
87.1

R RRRRNREREE SRR
“ 91 ‘ 2.302.402.502.602.70

\‘HH‘HH‘HH‘HH‘HH“H‘H’\H\‘HH‘HH‘HH‘HH‘HH mZ 43.05 45.6800

m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 A RRaaan
2.302.402.502.602.70
43.0

87.0 m/z 55.05 31.73%

290
ff!f?ov
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

2.302.402.502.602.70

5000 41.0 55.0 m/z 87.10 25.27%
27.0
b L 1120 1200
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RmAEAR R
73.0 2.302.402.502.602.70

m/z 41.05 14.76%

5000 43.0
58.0
29.0 870
L1y

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 2.302.402.502.602.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.181 3.03 ng 93003 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
Abundance Scan 508 (5.181 min): BF143337.D\data.ms (-503) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 \‘\\\\‘\\\\’\\\\‘\\\\‘\\
‘ 83.0 4.80 5.00 5.20 5.40 5.60
\\\‘\\\\‘\\\\‘\\\\“M}\\‘\\‘\“\i\\\\‘\\\\‘\‘\.\\‘\\\}‘\\\\‘\ m/z 59.19 57.1900
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U L B R
59.0 4.80 5.00 5.20 5.40 5.60
150 010 m/z 101.10 16.96%
. 101.
\\\‘\f‘\f‘\\f‘sf“:ﬁ\.(\)\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R E e R may
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 14.63%
41.0
20.0 101.0
e 730, 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- R e ERmEARETE
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.96%
5000
101.0
41.0
80 2wl 70 880 | M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 unknown7.663 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.663 2.25 ng 95316 Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 37
2 2-Pentanone, 5-(acetyloxy)- 144 C7H1203 005185-97-7 25
3 2-Hexanol, acetate 144 C8H1602 005953-49-1 16
4 Acetic acid, 2-ethylbutyl ester 144 C8H1602 010031-87-5 14
5 Piperidine, 1l-acetyl- 127 C7H13NO 000618-42-8 14
Abundance Scan 930 (7.663 min): BF143337.D\data.ms (-924) (-) m/z 60.00 100.00%
43.1 60.0
85.0
5000 ﬁjk
R NAYA S O
‘ ‘ 1010 1274 7.40 7.60 7.80 8.00
WH‘WHH‘HHMMJ‘muﬁuuﬂﬂwHWJHH‘wu_‘A_H‘_Hw“ m/z 43.10 87.74%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #9226: Pentanoic acid, 3-methyl-
60.0
5000 L L R B L B R
41.0 7.40 7.60 7.80 8.00
87.0 m/z 41.05 87.70%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #23855: 2-Pentanone, 5-(acetyloxy)-
43.0
EAEEmEEEE S
85.0 7.40 7.60 7.80 8.00
5000 58.0 ' m/z 55.85 70.94%
101.0
e 128.0142.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #24069: 2-Hexanol, acetate R AARmmmanE
43.0 7.40 7.60 7.80 8.00
m/z 69.10 55.93%
27.0
5000 87.0
.0
102.0
e 20.144.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 3-Methyl-1-cyclohexanecarbo... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.063 3.45 ng 146033  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-1-cyclohexanecarboxylic... 142 C8H1402 1000453-57-0 55
2 2-Methylene cyclopentanol 98 C6H100 020461-31-8 30
3 Cyclohexanecarboxylic acid, 4-me... 142 C8H1402 004331-54-8 22
4 3-Hexenoic acid, (Z)- 114 C6H1002 001775-43-5 14
5 3-Pyrrolidin-2-yl-propionic acid 143 C7H13NO2 1000193-88-0 14

Abundance Scan 998 (8.063 min): BF143337.D\data.ms (-993) (-) m/z 55.10 100.00%

553.1
5000 MW
39,0 97.1
R ARAN B R
‘M M 127-1143 o 7.80 8.00 8.20 8.40
‘} M‘ b MH‘M;‘H‘“UH m/z 41.10 54.48%
m/z--> 20 40 100 120 140
Abundance #22864: 3-Methyl-1-cyclohexanecarboxylic acid (isomer 1
55.0
5000 L L R B L B R
81.0 97.0 7.80 8.00 8.20 8.40 .
39r ‘ 1270 m/z 70.10 50.62%
150 || M\ ally “\‘m\\“\‘ ] - 143.0
miz-> 20 40 60 80 100 120 140
Abundance #3634: 2-Methylene cyclopentanol
70.0
R AANRARAE R
41.0 7.80 8.00 8.20 8.40
5000 97.0 m/z 57.10 33.01%
b |
m/iz--> 20 40 60 80 100 120 140
Abundance #22805: Cyclohexanecarboxylic acid, 4-methyl- A RARmEEE
55.0 7.80 8.00 8.20 8.40
m/z 73.05 32.12%
5000 82.0 142.0
124.0
SR | % SV “”‘ i Y
m/z--> 20 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 4-Methylcyclohexaneacetic a... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.569 4.82 ng 203884  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylcyclohexaneacetic acid (... 156 C9H1602 1000453-59-3 53
2 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 43
3 Cycloheptanemethanol 128 C8H160 004448-75-3 43
4 1,2-Octanediol 146 C8H1802 001117-86-8 38
5 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 38

Abundance Scan 1084 (8.569 min): BF143337.D\data.ms (-1076) (-) m/z 97.10 100.00%

97.1
55.0
5000
820840860830
7. 129.1 165.1 e
ol 2R T m/z 55.85  75.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33927: 4-Methylcyclohexaneacetic acid (stereoisomer 1
97.0
55.0
5000 L L L I B BN R I
8.20 8.40 8.60 8.80
m/z 60.00 48.19%
29.0 ‘ ‘
TTT ‘ \H\ T i”\‘\‘\”l“ \“U?Zr“\ T “d,““ T 1T ‘ T \]_\:3\8‘.9\ T ‘ T 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41556: Cyclopentane, 1,1'-ethylidenebis-
97.0
55-0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.20 8.40 8.60 8.80
5000 m/z 81.10 41.84%
36. 7, 1230 166.0
R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14334: Cycloheptanemethanol e AR RmaaS BEE
55.0 8.20 8.40 8.60 8.80
m/z 41.10 41.23%
97.0
5000
29.0 ‘ LL
S T N SN U
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\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 Benzeneacetic acid, .alpha.... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.787 3.25 ng 137689 Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-24-3 95
2 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-26-5 93
3 Benzeneacetic acid, .alpha.-methyl- 150 C9H1002 000492-37-5 92
4 m-Tolylacetic acid 150 C9H1002 000621-36-3 81
5 p-Tolylacetic acid 150 CSH1e02 000622-47-9 76
Abundance Scan 1121 (8.787 min): BF143337.D\data.ms (-1116) (-)| [ m/z 105.10 100.00%
105.1
5000 L
77.0 150.1 R EABRRRasEE s e
51.0 H 1270 8.40 8.60 8.80 9.00 9.20
H““““u‘WM‘www‘J‘v“Mﬂmu““““““‘ m/z 150.05  23.38%
m/z--> 20 40 100 120 140 160
Abundance  #28424: Benzeneacetlc aC|d, .alpha.-methyl-, (S)-
105.0
5000 RN R R
8.40 8.60 8.80 9.00 9.20
77.0 0.0 g
51.0 150. m/z 77.00  20.89%
Zo L0 |
\\\\‘\‘\\\“\‘\‘h\“‘\‘\\\‘\\‘\\‘\‘\\\‘\1\3\2'\()‘\\‘\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #28425.8enzeneaceﬂcacw,.Mpha:nuﬂhyh,(R}
105.0
AR Rmmma nE
8.40 8.60 8.80 9.00 9.20
5000 m/z 79.18  18.26%
77.0 150.0
51.0
Zo |, ‘ I
| ‘
“H““““‘““H“““““,“H“““‘
miz--> 20 100 120 140 160
Abundance #28399.Benzeneacencacm,.Mpha:nwﬂhW— e e R
105.0 8.40 8.60 8.80 9.00 9.20
m/z 103.10 12.49%
5000
77.0
‘ 150.0 N\/J\
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 unknown9.069 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.069 2.16 ng 91337 Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexadiene, 3,4-dimethyl-, (Z... 110 C8H14 021293-01-6 35
2 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 30
3 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 22
4 1,2,3,4-Hexadecanetetrol, [2R-(2... 290 C16H3404 136953-06-5 22
5 2,4-Hexadiene, 3,4-dimethyl-, (E... 110 C8H14 002417-88-1 18
Abundance Scan 1169 (9.069 min): BF143337.D\data.ms (-1165) (-) m/z 55.10 100.00%
55.1
95.1
5000
N EERRsmEEs R
180 1450 1792 8.80 9.00 9.20 9.40
A S m/z 74,00 93.50%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #6802: 2,4-Hexadiene, 3,4-dimethyl-, (Z,2)-
95.0
67.0
27.0
5000 L B L B L AL B
8.80 9.00 9.20 9.40
m/z 41.10 69.17%
\‘.\o\ \‘N\ m ‘U‘!‘\ \“h“f\‘\“f“\f“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 20 40 60 80 100 120 140 160 180
Abundance #90846: 1-Hexyl-2-nitrocyclohexane
55.0
N EERRsmEEs R
83.0 8.80 9.00 9.20 9.40
5000 m/z 95.10 55.32%
111.0
‘ H L 167.0
A o e A am
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #6627 4,4-Dimethyl-2-cyclopenten-1-one am A R
95.0 8.80 9.00 9.20 9.40
m/z 69.10 51.29%
67.0
5000
41.0
"“1‘5‘-9“\;“u‘;uw_\‘!mmwHwWH_HWH_W S
m/z--> 0 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 unknown9.187 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.187 3.48 ng 146504  Acenaphthene-di10 10.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 35
2 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 35
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 30
4 Cyclooctane, cyclohexyl- 194 C14H26 092369-78-3 30
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 27
Abundance Scan 1189 (9.187 min): BF143337.D\data.ms (-1185) (-) m/z 81.10 100.00%
81.1
41.1
5000
24.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
“ 170.1 8.80 9.00 9.20 9.40 9.60
W o m/z 111.10 88.13%
m/z--> 50 100 150 200 250 300 350
Abundance #43578: Cyclooctane, (1-methylpropyl)-
69.0
111.0
5000 R RN N
8.80 9.00 9.20 9.40 9.60
m/z 69.10 79.00%
29(}(
\\‘\\‘H\‘\‘“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance  #273819: Cyclohexane, 1,4-dimethyl-2-octadecyl-
111.0
R R
8.80 9.00 9.20 9.40 9.60
m/z 41.10 73.23%
5000 69.0 /
H Jhi | 15301940 2520  323.0364( M
‘ L e R man
m/z--> 5 lOO 150 200 250 300 350
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- R aama R
69.0 111.0 8.80 9.00 9.20 9.40 9.60
m/z 95.10 70.88%
5000 M
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 unknown9.245 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.245 2.32 ng 97614  Acenaphthene-dile 10.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thujone 152 C10H160 000546-80-5 45
2 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 38
3 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 38
4 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 30
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 30
Abundance Scan 1199 (9.245 min): BF143337.D\data.ms (-1195) (-) m/z 81.10 100.00%
81.1
55.1
111.1
5000
R A RREEEREE
149.1 179.2 9.00 9.20 9.40 9.60
WMUm‘MLM‘UWHH‘mu“ m/z 55.10 76.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29046: Thujone
81.0
41.0 110.0
5000 LA L B I IR L
9.00 9.20 9.40 9.60
m/z 41.10 66.55%
Ll 15\2'0
L |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #6713: Cyclohexene, 1-ethyl-
81.0
R A RREEEREE
9.00 9.20 9.40 9.60
5000 m/z 111.10 63.02%
41.0 110.0
150,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6705: Cyclohexene, 3-ethyl- R A RREEEREE
81.0 9.00 9.20 9.40 9.60
m/z 69.10 60.96%
5000
41.0
‘ 110.0
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.716 5.72 ng 241161  Acenaphthene-die 10.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 70
2 Iminostilbene 193 C14H11N 000256-96-2 30
3 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 30
4 5-Amino-2-fluorobenzonitrile, TM... 208 C1OH13FN2Si 1000478-92-3 25
5 1H-Indole, 2-phenyl- 193 C14H11N 000948-65-2 25

Abundance Scan 1279 (9.716 min): BF143337.D\data.ms (-1276) (-) | m/z 193.20 100.00%
3.

198.2
41.1 691
5000

220.2

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 69.0 950

m/z 55.10 65.02%

‘ ‘ 151.0
RRRRRRRRRAN ”H}N!W”LW!‘”M‘A‘\”‘HW“ !‘\‘
m/z--> 20 40 60 80 100 120 140 160 180 20
Abundance #68060: Iminostilbene

193.0

N —
o
IS
N J

5000 m/z 69.10 63.54%
165.0
300 630 90 1300 M
Py e e e e e e el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68105: [1,1'-Biphenyl]-4-acetonitrile —— ——
193.0 9.50 10.00

m/z 57.10  59.35%

5000 M//\W
82.0
1150 1520

27.0 51.0 \‘\ JL \\‘

T
m/z--> 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\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 Cyclododecanone, 2-methylene- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.916 8.82 ng 371626  Acenaphthene-d10 10.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 52
2 2-Anthracenamine 193 C14H11N 000613-13-8 50
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
4 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 30
5 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 30

Abundance Scan 1313 (9.916 min): BF143337.D\data.ms (-1310) (-) m/z 193.20 100.00%

55.1 193.2
’ 97.1
5000
123.1
——
163. ~ 10.00
‘w L4242 h 5510 83.0%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69266: Cyclododecanone, 2-methylene-
41.0
5000 T
123.0 10.00
' 194.0 m/z 97.10 77.64%
‘ 151.0 ‘
15.0 \“M\‘\\Ml“\‘\‘}\‘\‘\\\‘\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68073: 2-Anthracenamine
193.0
——
10.00
5000 165.0 m/z 41.10 73.11%
97.0
o, | o
L1 Ly | L l I I
R o e e R o e AR R
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 10.00
m/z 69.10 70.13%
123.0
5000 69.0 950
‘ ‘ 151.0
H‘_‘H,HNW"Jﬂ‘w‘mkwtuh‘“‘_‘H\HJW‘k‘_“ —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080625\
Data File : BF143337.D

Acqg On : 06 Aug 2025 18:40
Operator : RC/JU

Sample : Q2774-09 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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 1,19-Eicosadiene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.968 8.13 ng 190124  Perylene-di2 15.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 92
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Tetradecanal 212 C14H280 000124-25-4 91
4 Tetracosanal 352 C24H480 057866-08-7 76
5 Cyclododecanol 184 C12H240 001724-39-6 64
Abundance Scan 2512 (16.968 min): BF143337.D\data.ms (-2508) (- m/z 57.10 100.00%
57.1
5000
1700
207.1 292.1 :
— ““‘i‘ il “u WH\N\FL? ey ko " bl o ‘.‘%ﬂ?"‘zm : “1:‘"‘8‘ m/z 43.10 75.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
55.0
5000 R
17.00
m/z 82.10 59.80%
Fgo
\\T‘\“\H"H‘\m\l\’\]-\89\()‘\2\2\8\0‘\2\7i8\0‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
——
17.00
5000 m/z 55.10 58.37%
29. 38.0
‘ n ]" |,1830 2500
H\“HM“‘\ ‘i L T i G
m/z--> 50 100 150 200 250 300 350 400
Abundance #90089: Tetradecanal —
57.0 17.00
m/z 83.10 45.36%
5000
9.0
‘ 168.0
WM e -
m/z--> 50 100 150 200 250 300 350 400 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80625\
Data File : BF143337.D

Acqg On i 06 Aug 2025 18:40
Operator : RC/JU

Sample 1 Q2774-09 2X

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071725.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|
Butane, 2-metho... 2.263 12.3 ng 378789 1 6.963 613743 20.0
2-Pentanone, 4-... 5.181 3.0 ng 93003 1 6.963 613743 20.0
unknown7.663 7.663 2.3 ng 95316 2 8.245 846449 20.0
3-Methyl-1-cycl... 8.063 3.5 ng 146033 2 8.245 846449 20.0
4-Methylcyclohe... 8.569 4.8 ng 203884 2 8.245 846449 20.0
Benzeneacetic a... 8.787 3.3 ng 137689 2 8.245 846449 20.0
unknown9.069 9.069 2.2 ng 91337 2 8.245 846449 20.0
unknown9.187 9.187 3.5 ng 146504 3 10.004 842874 20.0
unknown9. 245 9.245 2.3 ng 97614 3 10.004 842874 20.0
Decahydro-1,1,4... 9.716 5.7 ng 241161 3 10.004 842874 20.0
Cyclododecanone... 9.916 8.8 ng 371626 3 10.004 842874 20.0
1,19-Eicosadiene 16.968 8.1 ng 190124 6 15.651 467764 20.0
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