LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc :

ALS vial : 7 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134078.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.916 301 311 318 rBV 362587 514273 31.10% 5.128%
2 5.475 572 576 590 rVB 1802551 1645648 99.52% 16.410%
3  6.481 743 747 755 rBV 1862040 1653642 100.00% 16.490%
4 6.845 806 809 816 rBV 722677 598604 36.20% 5.969%
5 7.404 901 904 908 rBV 1094474 995425 60.20% 9.926%
6 8.128 1020 1027 1030 rBV 873274 824233 49.84% 8.219%
7 8.181 1030 1036 1038 rBV6 121573 209533 12.67% 2.089%
8 8.298 1052 1056 1059 rBv4 182259 261544 15.82%  2.608%
9 8.369 1063 1068 1069 rBV3 149921 200123 12.10% 1.996%
10  8.445 1078 1081 1083 rBV2 225435 237246 14.35%  2.366%
11 8.475 1083 1086 1089 rVV3 139498 149623 9.05% 1.492%
12 8.510 1089 1092 1095 rBV2 268106 275828 16.68% 2.751%
13 8.569 1099 1102 1104 rBV3 266292 291418 17.62% 2.906%
14  8.628 1110 1112 1115 rVB2 172972 150796 9.12% 1.504%
15 8.663 1115 1118 1121 rBv4 253953 411307 24.87% 4.102%
16 14.839 2166 2168 2172 rVB 834065 856313 51.78%  8.539%
17 15.592 2292 2296 2304 rVB 488221 752544 45.51%  7.504%

Sum of corrected areas: 10028100
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 05 Jul 2023 21:34
¢ CG\JU
. 03474-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070523\
BF134078.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BF134078.D\data.ms

5.475 6.481

7.404
3.916 6.845

Time-->

VAN
L L L L B L L L L I L L L L I B L L L L L L L A B I L R L R R I R

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

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BF134078.D\data.ms

0
Time-->

— — — — — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BF134078.D\data.ms

14.839

15.592

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown8.181 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.181 5.08 ng 209533  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Hexanedione, 3-acetyl- 156 C8H1203 042781-07-7 14
2 5-Methyl-2-hexanol, 2-methylprop... 186 C11H2202 1000447-34-4 14
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 14
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 10
5 Sulfurous acid, octyl 2-propyl e... 236 C11H2403S 1000309-11-9 10

Abundance Scan 1036 (8.181 min): BF134078.D\data.ms (-1030) (-) m/z 57.10 100.00%

57.1
5000 95.1 M
1662 U L L R
o | 12‘3-1 144\ ‘ 7.80 8.00 8.20 8.40 8.60
0! : 1hﬂwq‘mhyw‘Hqu?‘Nt““u m/z 43.05 52.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33533: 2,5-Hexanedione, 3-acetyl-
43.0
5000 710 U L L R
7.80 8.00 8.20 8.40 8.60
96.0 m/z 41.10 46.96%
0 | a1 1 N ‘;230 1560
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #60824: 5-Methyl-2-hexanol, 2-methylpropionate
57.0
O EARAmamasmEsE S
7.80 8.00 8.20 8.40 8.60
5000 m/z 71.05 43.40%
go.0 1150
27.0
o Z0 L w0 amo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl- R RARARRswaEE S
57.0 7.80 8.00 8.20 8.40 8.60
m/z 95.10 39.15%
5000
29-0 98.0
o 180 0 a0 ass0 VU
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 (4R*,5R*,9S*)-5,9-Dimethyls... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.298 6.35 ng 261544  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4R*,5R*,95%)-5,9-Dimethylspiro[... 166 C11H180 063088-19-7 62
2 1,6,6-Trimethylbicyclo(3.3.0)oct... 166 C11H180 1000427-23-1 43
3 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 43
4 2-Cyclohexen-1-one, 4-ethyl-3,4-... 152 C10H160 017622-46-7 43
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 35

Abundance Scan 1056 (8.298 min): BF134078.D\data.ms (-1052) (-) m/z 95.10 100.00%

95.1
55.1 151.2
5000 133.0
77 '8.008.20 8.40 8.60
37 1514\‘ ] ‘ 180.2 oL AT RN
0 A B e m/z 109.10  75.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #41452: (4R*,5R*,9S*)-5,9-Dimethylspiro[3.5]nonan-1-on
95.0
68.0
5000 410 UL L B I B AL LR
123.0 166.0 8.00 8.20 8.40 8.60
' m/z 151.15  64.96%
‘ | ‘148‘.0
O ‘\‘\‘\\““\\‘\“’\‘\\\‘\\\‘\‘\1\\’\‘\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance  #41433: 1,6,6-Trimethylbicyclo(3.3.0)octan-2-one
95.0
S
8.00 8.20 8.40 8.60
5000 m/z 55.10 62.80%
69.0 166.0
133.0
ok 0 bl o L
m/z--> 40 60 80 100 120 140 160 180
Abundance #41580: trans,cis-1,8-Dimethylspiro[4.5]decane R RRREEE e
95.0 8.00 8.20 8.40 8.60
m/z 81.10 57.93%
68.0
5000
123.0 166.0
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown8.369 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.369 4.86 ng 200123  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[4.3.1.1(3,8)]undecan-3-01 166 C11H180 014504-80-4 30
2 trans,trans-1,7-Dimethylspiro[4.... 166 C12H22 1000111-72-6 18
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 18
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 18
5 Cyclopentene, 5-hexyl-3,3-dimethyl- 180 C13H24 061142-66-3 18

Abundance Scan 1068 (8.369 min): BF134078.D\data.ms (-1063) (-) m/z 165.15 100.00%

165.2
95.1
5000 41.1 131.0
69.1
R AREEEaREEE
8.00 8.20 8.40 8.60
(o} m/z 95.10 77.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41418: Tricyclo[4.3.1.1(3,8)Jundecan-3-ol
95.0
5000 L L L I B BN R I
166.0 8.00 8.20 8.40 8.60
550 ' m/z 109.10 66.85%
T 12?'0 1470 |
Ok M“‘\‘H\h‘H”H‘\M\‘H

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #41582: trans,trans-1,7-Dimethylspiro[4.5]decane

~

95.0
R ARARRERNE RS
8.00 8.20 8.40 8.60
5000 ITI/Z 81.05 49, 89%
67.0
‘ ‘ 123.0 166.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6752: 1,3-Dimethyl-1-cyclohexene T
95.0 8.00 8.20 8.40 8.60
m/z 131.00  45.65%
5000
67.0
410 M
0 ““M‘wuH““:“H!M“‘i“u““1‘mm‘uu‘uu‘uu‘” R RARRAR
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 cis,trans-1,9-Dimethylspiro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.445 5.76 ng 237246  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-1,9-Dimethylspiro[5.5]... 180 C13H24 1000111-73-3 53
2 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 49
3 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 49
4 cis,cis-1,9-Dimethylspiro[5.5]un... 180 C13H24 1000111-73-4 46
5 trans,trans- and trans,cis-1,8-D... 180 C13H24 1000111-73-2 38

Abundance Scan 1081 (8.445 min): BF134078.D\data.ms (-1078) (-) m/z 95.10 100.00%

95.1
55.0 165.2
5000
123.1 e EESEAENa.
77 “ ‘ ‘ 8.20 8.40 8.60 8.80
0 el b L2921 s 109,10 95.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance  #55023: cis,trans-1,9-Dimethylspiro[5.5]undecane
81.0
55.0 110.0
5000 1800 LA L B I IR L
8.20 8.40 8.60 8.80
m/z 81.10 77.99%
‘ ‘ 151.0
O\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\“\\‘\\‘\‘\\\“\\\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance  #55024: trans,cis-2,8-Dimethylspiro[5.5]undecane
95.0
R RRREREREEEEREEEEE
8.20 8.40 8.60 8.80
5000 m/z 55.00 74.77%
55.0 137.0
180.0
0
m/z--> 40 60 80 100 120 140 160 180
Abundance  #55029: trans,trans-2,8-Dimethylspiro[5.5]undecane  EARREEmaEEEEE
95.0 8.20 8.40 8.60 8.80
m/z 165.20 72.02%
5000
550 137.0
180.0
0 ‘ LR
m/z--> 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@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Bromomethyl-1-isopropenyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.475 3.63 ng 149623  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromomethyl-1-isopropenyl-3-me... 216 C10H17Br 1000187-07-8 50
2 Cyclohexene, 3-(2-methylpropyl)- 138 C10H18 004104-56-7 30
3 trans-4-Methylcyclohexanol, hept... 310 C11H13F702 1000364-14-0 27
4 Cyclohexene,3-butyl- 138 C10H18 003983-07-1 22
5 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C1@H160 001125-12-8 22

Abundance Scan 1086 (8.475 min): BF134078.D\data.ms (-1083) (-) m/z 81.05 100.00%

81.0
137.1
41.0
5000
10'1 \\\‘\\\\’\\\\‘\\\\‘\\\\
‘ H 182.1 8.20 8.40 8.60 8.80
oHwH;Mn\‘h‘wm b M/Z 0 55.00 88.83%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #93656: 2-Bromomethyl-1-isopropenyl-3-methyl-cycloper
81.0
137.0
5000 UL L B I B AL LR
41.0 8.20 8.40 8.60 8.80
m/z 137.05 83.84%
L e | 150
O \\\‘\“\‘HN\\“M“\h\‘\\“‘\\‘\1‘\“\‘\\“\\\“‘\}\\‘H\\\H\‘H\\‘\\H‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #19482: Cyclohexene, 3-(2-methylpropyl)-
81.0
SO
8.20 8.40 8.60 8.80
5000 41.0 m/z 41.05 66.19%
‘ ‘ ‘ 138.0
L T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #210922: trans-4-Methylcyclohexanol, heptafluorobutyrat B AREEE
81.0 8.20 8.40 8.60 8.80
m/z 97.10 61.39%
5000
41.0 169.0
ol I h\ 1y 1120 197.0225.0 253.(
et b e e e TS A AR AR REREEEEEEREEE
m/z--> 20 40 60 80 100120 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@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown8.510 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.510 6.69 ng 275828 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 46
2 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 45
3 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 45
4 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 42
5 cis,trans-1,7-Dimethylspiro[5.5]... 180 C13H24 1000111-73-1 41
Abundance Scan 1092 (8.510 min): BF134078.D\data.ms (-1089) (-) m/z 109.10 100.00%
109.1
550 g11 165.2
5000
135.1 N e  RAEEEEn e
H ‘ ‘ ‘ 183.3 8.20 8.40 8.60 8.80
0 by L3833 0 Tz 95 10 75.14%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #55024: trans,cis-2,8-Dimethylspiro[5.5]undecane
95.0
5000 550 L B LR B B
137.0 8.20 8.40 8.60 8.80
180.0 m/z 55.00 71.73%
O
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #55029: trans,trans-2,8-Dimethylspiro[5.5]undecane
95.0
R R RRERERE
8.20 8.40 8.60 8.80
5000 m/z 165.20 70.37%
55.0 137.0
180.0
:
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #55020: cis,cis-2,9-Dimethylspiro[5.5]undecane S AREEasREEESE R
95.0 8.20 8.40 8.60 8.80
m/z 81.10 67.47%
55.0
5000
123.0 180.0
SR B Y B B E Y
m/z--> 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF062623.M Thu Jul 06 10:04:28 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2(1H)-Naphthalenone, octahy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.569 7.07 ng 291418 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Naphthalenone, octahydro-1... 180 C12H200 022738-31-4 53
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 38
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 38
4 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 38
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 27

Abundance Scan 1102 (8.569 min): BF134078.D\data.ms (-1099) (-) m/z 69.10 100.00%

69.1
41.1
5000
.
H H 8.20 8.40 8.60 8.80
o_umm‘w‘w m/z 55.00 80.25%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #54945: 2(1H)-Naphthalenone, octahydro-1,4a-dimethyl-
41.0

69.0

\

5000 95.0 125.0 L L L I B BN R I
8.20 8.40 8.60 8.80
180.0

m/z 83.10  68.24%

152.0

Ok \\H\‘“\‘\H\‘\“W‘\H“‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29423: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0

X,

83.0

8.20 8.40 8.60 8.80
5000 m/z 95.10 61.18%

‘ ‘ 110.0 152.0

O rrrrs il 01320
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29426: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a R EARRRRRRRRRRRREE
55.0 | 83.0 8.20 8.40 8.60 8.80

m/z 41.10 54.57%

\

5000

110.0 152.0

0 _H“;“m“!‘u e

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

\

27‘.0
‘\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown8.628 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.628 3.66 ng 150796  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 46
2 Cyclopentene, 5-hexyl-3,3-dimethyl- 180 C13H24 061142-66-3 35
3 3-Methoxy-6-methyl-6H-pyrazolo[4... 165 C6H7N50 037526-57-1 27
4 Cyclohexene,1-propyl- 124 C9H16 002539-75-5 18
5 5-Hepten-2-0l, 6-methyl- 128 C8H160 001569-60-4 18

Abundance Scan 1112 (8.628 min): BF134078.D\data.ms ( 1110) ()| m/z 165.20 100.00%

95.1 165.
55.0
5000 131.1
e
‘ . | H 8.40 8.60 8.80 9.00
Y T .- LD TR “‘H_m_mg}?ﬁ? m/z 95.10  88.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #41584: trans,trans-1,8-Dimethylspiro[4.5]decane
95.0
68.0
5000 ' 8.40 8.60 8.80 9.00
166.0 : : : :
‘ 123.0 m/z 81.10 75.32%
O‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘!\\\“\\‘\\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55014: Cyclopentene, 5-hexyl-3,3-dimethyl-
95.0
R R R AR R R R
8.40 8.60 8.80 9.00
5000 m/z 109.10 66.86%
67.0
41.0 ‘ 165.0
123.0
ol Ak ol il 1300 |
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #40657: 3-Methoxy-6-methyl-6H-pyrazolo[4,3-E][1,2,4]tri¢ T T T
165.0 8.40 8.60 8.80 9.00

95.0 m/z 55.00 52.10%
5000 137.0
42.0
0 _mmm!‘wmwH“1‘uuhw“msu_“w‘H_m_ S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1,1,6,6-Tetramethylspiro[4.... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.663 9.98 ng 411307 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4R*,5R*,95%)-5,9-Dimethylspiro[... 166 C11H180 063088-19-7 72
2 1,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 58
3 3,5-Octadiene, 4,5-diethyl-3,6-d... 194 C14H26 061233-79-2 50
4 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 49
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 43

Abundance Scan 1118 (8.663 min): BF134078.D\data.ms (-1115) (-) m/z 95.10 100.00%

951
M1 geq
c000 165.2
123.1
'8.40 8.60 8.80 9.00
0 “‘ Hmm‘m““lS’ﬁz‘ m/z 109.10  74.26%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41452: (4R*,5R*,9S*)-5,9-Dimethylspiro[3.5]nonan-1-on

%

95.0
68.0
5000 410 L L R B L BN R
123.0 166.0 8.40 8.60 8.80 9.00
' m/z 81.10  66.14%
O‘\\\\\\\‘H‘\‘\\““\\\‘\\\\‘\\‘\“\1‘\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55015: 1,1,6,6-Tetramethylspiro[4.4]nonane
95.0
T
8.40 8.60 8.80 9.00
165.0 %
5000 69.0 m/z 41.10 66.04%
41.0
137.0
5
0‘\‘1‘\\1‘1\‘\ R e
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #69417: 3,5-Octadiene, 4,5-diethyl-3,6-dimethyl- R RARRaEEE T

41.0 109.0 165.0 8.40 8.60 8.80 9.00
81.0 m/z 69.10 61.58%
5000
137.0 194.0
m/z--> 20 40 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Propanohydrazide, N2-(3,5-d... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.839 20.00 ng 856313  Chrysene-di2 14.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanohydrazide, N2-(3,5-di-ter... 382 C24H34N202 304870-86-8 72
2 2-Methyl-4-phenylquinoline 219 C16H13N 001721-92-2 72
3 1-Naphthalenamine, N-phenyl- 219 C16H13N 000090-30-2 64
4 Quinoline, 2-(3-tolyl)- 219 C16H13N 024641-30-3 64
5 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 59
Abundance Scan 2168 (14.839 min): BF134078.D\data.ms (-2166) (- m/z 219.20 100.00%
219.2
5000 i
14‘50‘ ‘15‘00‘
57.1 : :
11611 438.4
0L 02 0T L 31108594 RS 7 220.20  18.24%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #289495: Propanohydrazide, N2-(3,5-di-tert-butyl-4-hydrc
219.0
5000 — —
164.0 14.50 15.00
m/z 57.10 6.87%
o 501070 | 2000 3820
\\\\‘\\\\‘\\\\‘1\\!]\ \\‘\fl\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #97892: 2-Methyl-4-phenylquinoline
219.0
— —
14.50 15.00
5000 m/z 203.20 4.43%
109.0
0 517'91\‘ [ 1“651\0‘ |
-ttt
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #97897: 1-Naphthalenamine, N-phenyl- “ —
219.0 14.50 15.00
m/z 438.40 3.60%
5000
108.0
0 5179\ HH\ 1 1650‘ L
R L e e e - .
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134078.D

Acqg On : 05 Jul 2023 21:34
Operator : CG\JU

Sample : 03474-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
unknown8.181 8.181 5.1 ng 209533 2 8.128 824233 20.0
(4R*,5R*,9S*)-5, .. 8.298 6.3 ng 261544 2 8.128 824233 20.0
unknown8.369 8.369 4.9 ng 200123 2 8.128 824233 20.0
cis,trans-1,9-D... 8.445 5.8 ng 237246 2 8.128 824233 20.0
2-Bromomethyl-1... 8.475 3.6 ng 149623 2 8.128 824233 20.0
unknown8.510 8.510 6.7 ng 275828 2 8.128 824233 20.0
2(1H)-Naphthale...  8.569 7.1 ng 291418 2 8.128 824233 20.0
unknown8.628 8.628 3.7 ng 150796 2 8.128 824233 20.0
1,1,6,6-Tetrame... 8.663 10.0 ng 411307 2 8.128 824233 20.0
Propanohydrazid... 14.839 20.0 ng 856313 5 14.110 856313 20.0
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