LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc :

ALS Vvial : 15 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-BF082223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134950.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.410 560 565 568 rBV 2110873 1846834 77.73% 10.276%
2 6.428 733 738 750 rBV 1947960 1909430 80.36% 10.624%
3 6.787 796 799 806 rVB 566935 446657 18.80%  2.485%
4 7.351 891 895 898 rBV 1323764 1118119 47.06% 6.221%
5 7.975 998 1001 1005 rVB2 112422 113190 4.76% 0.630%
6 8.069 1011 1017 1020 rVB 741019 675096 28.41% 3.756%
7 8.175 1030 1035 1037 rBV5 73868 115132 4.85% 0.641%
8 8.245 1043 1047 1049 rBV3 134301 191151 8.05% 1.064%
9 8.310 1054 1058 1060 rBvV4 127412 185018 7.79% 1.029%
10 8.363 1062 1067 1069 rBV4 190174 204010 8.59% 1.135%
11  8.392 1069 1072 1074 rBV2 186147 183648 7.73% 1.022%
12 8.422 1074 1077 1080 rBV3 153510 168106 7.08% 0.935%
13 8.451 1080 1082 1085 rBV3 231520 236010 9.93% 1.313%
14  8.498 1085 1090 1091 rBV3 156803 241682 10.17%  1.345%
15 8.510 1091 1092 1095 rVB2 220322 167477 7.05% 0.932%
16 8.575 1101 1103 1106 rVB3 178229 129706 5.46% 0.722%
17 8.610 1106 1109 1111 rBV3 294352 358909 15.11% 1.997%
18 8.645 1111 1115 1117 rBV4 166563 246949 10.39% 1.374%
19 8.692 1120 1123 1126 rBV3 376709 502957 21.17% 2.798%
20 8.816 1141 1144 1146 rBV2 390231 393672 16.57% 2.190%
21  8.845 1146 1149 1152 rBV3 340242 453336 19.08% 2.522%
22 8.957 1165 1168 1170 rBV3 516691 484950 20.41% 2.698%
23 9.028 1178 1180 1183 rBv4 368704 404484 17.02% 2.251%
24  9.069 1184 1187 1189 rBV2 669221 664163 27.95%  3.695%
25 9.104 1189 1193 1196 rVV3 917142 1106685 46.58% 6.158%
26 9.151 1196 1201 1204 rBV 2138442 2376008 100.00% 13.220%
27 9.239 1211 1216 1218 rBV5 1130839 1898579 79.91% 10.564%

28 9.469 1253 1255 1259 rBV5 959301 1150832 48.44% 6.403%

Sum of corrected areas: 17972790
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134950.D\data.ms
1le+07

8000000

6000000

4000000

5.410
2000000 6.428

7.351
6.787

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF134950.D\data.ms
1le+07

8000000

6000000

4000000

2000000

o e e e — e — — — ——
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: BF134950.D\data.ms

1e+07

8000000

6000000

4000000

2000000

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 Hexen-1-ylcyclohexane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.175 3.41 ng 115132  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexen-1-ylcyclohexane 166 C12H22 067975-92-2 52
2 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 49
3 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 49
4 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 49
5 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 46
Abundance Scan 1035 (8.175 min): BF134950.D\data.ms (-1030) (-) m/z 81.10 100.00%
81.1 109.1
55.0
1511
5000
133.1
LA mam s R
7.80 8.00 8.20 8.40
38 ‘ %.0
‘M " I mh“ . & | m/z 109.10  90.23%
m/z--> 40 60 80 100 120 140 160 180
Abundance #41538: Hexen-1-ylcyclohexane
67.0
41.0
109.0
5000 L L NN BN LN R B
7.80 8.00 8.20 8.40
166.0 m/z 95.10 73.77%
o) |
\‘\h\“‘\w‘\\“\‘\\\‘\\\\‘\‘\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #41577: trans, cis-2-Ethylbicyclo[4.4.0]decane
81.0
137.0
A Eamaa n e S
166.0 7.80 8.00 8.20 8.40
5000 55.0 m/z 55.05 66.90%
109.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #41564: cis, cis-2-Ethylbicyclo[4.4.0]decane T
81.0 137.0 7.80 8.00 8.20 8.40
m/z 69.10 58.39%
166.0
5000
55.0
109.0
m/z--> 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@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown8.245 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.245 5.66 ng 191151 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-amino-4-methyl- 151 C8H9NO2 002305-36-4 41
2 2-Amino-6-methylbenzoic acid 151 C8H9NO2 004389-50-8 38
3 Oxime-, methoxy-phenyl-_ 151 C8HINO2 1000222-86-6 38
4 2'-Ethylpropiophenone 162 C11H140 016819-79-7 38
5 Cyclohexane, (2-ethyl-1-methylbu... 180 C13H24 074810-41-6 30

Abundance Scan 1047 (8.245 min): BF134950.D\data.ms (-1043) (-) m/z 133.05 100.00%

133.1
95.1
5000 a1 MM
‘ 162.1 A MLV
‘ ‘ 1812 8.00 8.20 8.40 8.60
Ll b U382 a5 57.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28851: Benzoic acid, 2-amino-4-methyl-
133.0
5000 LA L B I IR AL L
106.0 8.00 8.20 8.40 8.60
78.0 m/z 151.05  49.52%
45.0
\1\4’\()‘\‘1‘\\“ \“\H‘\“\M\\\H“\\\\‘H\\\‘\\\‘\‘\\\\.‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28825: 2-Amino-6-methylbenzoic acid
133.0
=
8.00 8.20 8.40 8.60
m/z 109.10 42.03%
5000 106.0 /
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28789: Oxime-, methoxy-phenyl-_ A AESmanaEEEE
133.0 8.00 8.20 8.40 8.60
m/z 41.10 39.51%
5000
42.0 73.0
105.0
SN PO P N o= A
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@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown8.310 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.310 5.48 ng 185018 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 41
2 Carbamic acid, (3-methylphenyl)-... 165 C9H11NO2 039076-18-1 18
3 trans,cis-1,7-Dimethylspiro[4.5]... 166 C12H22 1010111-72-7 15
4 4-(1H-Imidazol-2-yl)piperidine 151 C8H13N3 1000459-68-4 11
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 11

Abundance Scan 1058 (8.310 min): BF134950.D\data.ms (-1054) (-) m/z 165.20 100.00%
95.1 165.2

55.1 133.0
5000

2

77 15/0 Y kA
8.00 8.20 8.40 8.60

m/z 95.10  88.35%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55015: 1,1,6,6-Tetramethylspiro[4.4]nonane
95.0
165.0
5000 690 LI L I L L L L R R B
41.0 8.00 8.20 8.40 8.60
m/z 109.10 80.01%
137.0
50 | |

\\‘\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41006: Carbamic acid, (3-methylphenyl)-, methyl ester
165.0

%

8.00 8.20 8.40 8.60
5000 133.0 m/z 133.00 54.74%

77.0 106.0

200 20l |

) L L )
et e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41578: trans,cis-1,7-Dimethylspiro[4.5]decane AU ‘A‘ e

95.0 8.00 8.20 8.40 8.60

m/z 55.10 54.69%

=

5000

\

‘ 123.0 166.0

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@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12

Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 4 Bicyclo[4.1.0]heptane, 3-me... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

8.363 6.04 ng 204010 Naphthalene-d8 8.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 3-methyl-... 180 C13H24 041977-48-4 52
2 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 45
3 Cyclohexene,1-hexyl- 166 C12H22 003964-66-7 45
4 1-Heptylcyclohexene 180 C13H24 015232-86-7 43

5 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 43

Abundance Scan 1067 (8.363 min): BF134950.D\data.ms (-1062) (-) m/z 55.10 100.00%
551 811
5000
R RS RRRRRE
8.00 8.20 8.40 8.60
m/z 81.10 98.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #55026: Bicyclo[4.1.0]heptane, 3-methyl-7-pentyl-
81.0
5000 L L L I L R B I
8.00 8.20 8.40 8.60
109.0 180.0 m/z 83.10 63.41%
L’M’
miz--> 20 40 80 100 120 140 160 180
Abundance #19477. 2,6—D|methylbicyc|0[3.2.1]octane
81.0
R RS RRRRRT
8.00 8.20 8.40 8.60
5000 550 m/z 95.10 54.03%
109.0
‘ 138 0
SO 0 4 O Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41537: Cyclohexene,1-hexyl- e AEEARsEEESS R
81.0 8.00 8.20 8.40 8.60
m/z 41.10 53.55%
5000
41.0
‘1090 166.0
N T 0 O Y-
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF082223.M Mon Aug 28

09:54:38 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 trans,cis-1,8-Dimethylspiro... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.392 5.44 ng 183648 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 78
2 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 55
3 1H-Indene, 1l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 45
4 cis,cis-1,9-Dimethylspiro[5.5]un... 180 C13H24 1000111-73-4 43
5 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 43

Abundance Scan 1072 (8.392 min): BF134950.D\data.ms (-1069) (-) m/z 95.10 100.00%

95.1 165.2
55.1
5000
1231 AR REmma R SR
‘ H 77 ‘ ‘ 4 8.00 8.20 8.40 8.60 8.80
380 L. Al 2800 1820 1y 165,15 94.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #41580: trans,cis-1,8-Dimethylspiro[4.5]decane
95.0
68.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
8.00 8.20 8.40 8.60 8.80
123.0 166.0 m/z 109.10  87.72%
\\‘\\\\‘\\\\‘\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance  #41584: trans,trans-1,8-Dimethylspiro[4.5]decane
95.0
AR
68.0 8.00 8.20 8.40 8.60 8.80
5000 ' m/z 81.16  85.16%
123.0 166.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #41593: 1H-Indene, 1-ethyloctahydro-7a-methyl-, (1.alph AR RARREREERE RS
95.0 8.00 8.20 8.40 8.60 8.80
m/z 55.10 54.79%
67.0
s000( 40 166.0
dizzo W0 | A —
m/z--> 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@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown8.422 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.422 4.98 ng 168106 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 15
2 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 14
3 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 11
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 11
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 11
Abundance Scan 1077 (8.422 min): BF134950.D\data.ms (-1074) (-) m/z 105.00 100.00%
55.1 105.0
5000 137.1
AR
“ Ll 182.1 8.00 8.20 8.40 8.60 8.80
HH‘HHH\W“MH “]Jj m/Z 55.10 98.96%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 I L B B R
8.00 8.20 8.40 8.60 8.80
m/z 97.10 84.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168311: Tetradecane, 1-bromo-
57.0
135.0
AR mmmE E
8.00 8.20 8.40 8.60 8.80
5000 ITI/Z 57.10 72.03%
27.0 97.0
i L hesoere e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7635: 2-Pentene, 2,4,4-trimethyl- AR EmmmamaEae SR
55.0 97.0 8.00 8.20 8.40 8.60 8.80
m/z 81.10 71.85%
5000
wd |11
SN O —— S
m/z--> 20 40 60 80 100120140160180200220240260280 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@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown8.451 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.451 6.99 ng 236010 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane-2,3-dione,... 166 C10H1402 010334-26-6 45
2 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 35
3 cis,trans-1,7-Dimethylspiro[5.5]... 180 C13H24 1000111-73-1 30
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 20
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 20

Abundance Scan 1082 (8.451 min): BF134950.D\data.ms (-1080) (-) m/z 95.10 100.00%

53.1 95.1
165.2
5000
135'1 \\\\‘\\\\’\\\\‘\\\\‘\\\
# 8.20 8.40 8.60 8.80
Al bath . m/z s5.10 97.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41292: Bicyclo[2.2.1]heptane-2,3-dione, 1,7,7-trimethyl-
41.0 93.0
69.0
5000 L B I L LI LN B
8.20 8.40 8.60 8.80
138.0 m/z 109.10 96.29%
15.0 | | ‘ 166.0
\\‘\‘\‘1\\ }“\“1‘\\H“‘H\‘\‘!‘\\“\\‘\\\\“\\\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
95.0
R R R EEEEE
40— 8.20 8.40 8.60 8.80
5000 ' m/z 69.10  76.03%
\H‘\L‘H ,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #55025: cis,trans-1,7-Dimethylspiro[5.5]Jundecane e ARREE TN
95.0 8.20 8.40 8.60 8.80
m/z 165.20 71.58%
5000 55.0 180.0
123.0
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF082223.M Mon Aug 28 09:54:43 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12

Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosyl octyl ether Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.498 7.16 ng 241682  Naphthalene-d8 8.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Eicosyl octyl ether 410 C28H580 1000406-38-8 64
2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 64
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 59
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59

Abundance Scan 1090 (8.498 min): BF134950.D\data.ms (-1085) (-) m/z 57.05 100.00%
57.0

%

5000
97.1 R RRARE RRREREEEE S
‘ ‘ 133.1 1659 8.20 8.40 8.60 8.80
o L P2 711 73.65%
miz—> 20 40 60 80 100120140160 180200220240 260280
Abundance #308229: Eicosyl octyl ether
57.0
5000 UL L B I B AL LR
8.20 8.40 8.60 8.80
m/z 43.18 56.69%
29.0
Y M\H I ml 0155.0183.0211.0 252.0281.(

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0

%

8.20 8.40 8.60 8.80
5000 m/z 41.10 30.09%

85.0
113.0
H J u‘ L[ 1410 1820 2250253.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester R RRARE R R RS
57.0 8.20 8.40 8.60 8.80

m/z 55.10  21.92%

i

5000

85.0 1130

29.0 |
“ 1l ‘\ | H\ “ | 14\1 0

m/z--> 20 40 60 80 100120140160180200220240260280

s

8.20 8.40 8.60 8.80

8270-BF082223.M Mon Aug 28 09:54:44 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown8.510 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.510 4.96 ng 167477 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 38
2 Cyclohexane, 1,1,3,5-tetramethyl... 146 C10H20 950876-32-9 35
3 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 25
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 22
5 1-Acetyl-3-piperidinamine, N-ace... 184 C9H16N202 389623-44-3 14
Abundance Scan 1092 (8.510 min): BF134950.D\data.ms (-1091) (-) m/z 69.10 100.00%
69.1
411 125.1147.1
5000 95.1
Ve
‘ ML ‘ H ‘ ‘ ‘ 18‘0'2 8.20 8.40 8.60 8.80
‘H“‘Hhuu"wlJhmeMWMHNMHNHJw‘wH‘sﬂ“‘_ m/z 55.10  77.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29421: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0 | 83.0
5000 L B LR B B
8.20 8.40 8.60 8.80
27.0 ‘ 110.0 152.0 ITI/Z 83.10 74 .78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20770: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
R R RREREE
41.0 8.20 8.40 8.60 8.80 ;
5000 m/z 41.10 58.10%
‘ 30
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20297: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)- R R
83.0 8.20 8.40 8.60 8.80
m/z 125.10 53.98%
5000 55.0
27.0 109.0
‘ ‘ ‘ 138.0
‘H"“"Mm‘w_mm“m“_“‘Wm_m_m_ww S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF082223.M Mon Aug 28 09:54:45 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown8.575 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.575 3.84 ng 129706  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyl-7-oxo0-4,7-dihydro-t... 165 C6H7N50 061402-40-2 35
2 Benzenethiol, 4-(1,1-dimethyleth... 180 C11H16S 015570-10-2 27
3 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 25
4 0-(5,6,7,8-Tetrahydronaphthalen-... 328 C18H20N202S 1000408-65-6 22
5 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 20

Abundance Scan 1103 (8.575 min): BF134950.D\data.ms (-1101) (-) m/z 165.20 100.00%

165.2
81.1
5000 109.1
55.1
PPy
1311 8.20 8.40 8.60 8.80
921 m/z 81.10  70.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40661: 1,4-Dimethyl-7-oxo0-4,7-dihydro-triazolo(3,4-c)triz
165.0
410 670
R
5000 8.20 8.40 8.60 8.80
m/z 95.18 66.17%
‘\\\\“H\\\\‘]-\]-\‘(\).\()‘\\]-\3\7‘.(\)\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54826: Benzenethiol, 4-(1,1-dimethylethyl)-2-methyl-
165.0
DLy
8.20 8.40 8.60 8.80
5000 m/z 109.10 51.34%
41.0 91.0 137.0
150 w828 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #55022: cis,trans-2,9-Dimethylspiro[5.5]undecane T
81.0 8.20 8.40 8.60 8.80
m/z 67.10 31.95%
55.0 110.0
5000
137.0 180.0
W‘Ww_‘H_H!mw;m‘_www‘_ S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF082223.M Mon Aug 28 09:54:46 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown8.610 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.610 10.63 ng 358909 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 47
2 1,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 38
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 38
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 35
5 Benzeneacetic acid, 4-chloro-, o... 280 C16H21Cl02 1000406-99-9 35
Abundance Scan 1109 (8. 610 mln) BF134950.D\data.ms (-1106) (-) m/z 69.10 100.00%
5000
1251 1652

R AR RREE o

H 1962 | 8.20 8.40 8.60 8.80 9.00
b LT T m/z 95.10 67.89%

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

Abundance #20729: Cyclopentane (2-methylbutyl)-

5000 1110 DL B AL B W
8.20 8.40 8.60 8.80 9.00
m/z 55.10 64.74%
140.0
\\\‘\\\\‘\\\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55015: 1,1,6,6-Tetramethylspiro[4.4]nonane
95.0
R ARRREE S
8.20 8.40 8.60 8.80 9.00
5000 69.0 165.0 m/z 41.10 53.85%
41.0 ’
‘ ‘ ‘ 137.0
H“H“_““MHWLﬂw,wh‘w“h“u‘ﬂu‘}u“_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’ T T T T
69.0 8.20 8.40 8.60 8.80 9.00
111.0 m/z 109.10 48.73%
41.0 '
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

8270-BF082223.M Mon Aug 28 09:54:48 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12

Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown8.645 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
s.eas  7.32ng 246949  Naphthalene-ds 8.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylglyoxylic acid 192 C11H1203 003112-46-7 25

007364-19-4 25
039647-71-7 11
1000111-72-4 11
1000459-20-9 11

2 Benzene, 1-(1,1-dimethylethyl)-4... 162 C12H18
3 Cyclopropane, (2,2-dimethylpropy... 110 C8H14
4 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22
5 4-(Pyrazol-1-ylmethyl)piperidin-... 181 C9H15N30

Abundance Scan 1115 (8.645 min): BF134950.D\data.ms (-1111) (-) | m/z 147.00 100.00%
0

95.1
55.1
5000 1191
176.1 B
8.40 8.60 8.80 9.00
m/z 95.10 82.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66315: Mesitylglyoxylic ac
147.0
5000 1190 LA L B I IR L
8.40 8.60 8.80 9.00
91.0 m/z 55.10 73.06%
39.0
65.0
\1\2\.\0‘ it \“‘U\“”\“‘\‘\ \‘1‘”‘ i “H T \‘M T ! T i ‘]\_\912\(‘)\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37993: Benzene, 1-(1,1-dimethylethyl)-4-ethyl-
147.0
R Rm e R Ra
8.40 8.60 8.80 9.00
5000 ITI/Z 81.10 51.10%
119.0
91.0
41.0 ‘ ‘
50, R b L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6805: Cyclopropane, (2,2-dimethylpropylidene)- R RE e
55.0 95.0 8.40 8.60 8.80 9.00
m/z 97.10 50.67%
5000
27.0
e AASRARRRRRRRSEE
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF082223.M Mon Aug 28 09:54:49 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12

Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
: 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 13 1-{4-Propylbicyclo[2.2.2]oc... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.692 14.90 ng 502957 Naphthalene-d8 8.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual

4-Propylbicyclo[2.2.2]octan-1...

194 C13H220

5-Methyl-furan-2-yl)-hexan-2-one 180 C11H1602

2-Methylcyclohex-1-enyl)-but-...

164 C11H160

1000435-24-0 58
1000185-87-5 43
1000299-24-2 43
1000188-10-0 38

11-
2 6-(
3 2-Furoic acid, 3-chloroprop-2-en... 186 C8H7C1l03
4 4-(
5 1-(

1,2-Dimethyl-cyclopent-2-enyl... 138 C9H140 070987-82-5 38

Abundance Scan 1123 (8.692 min): BF134950.D\data.ms (-1120) (-) m/z 95.10 100.00%
95

A

5000 151.2
55.1

\“ s

5

123.1 180.2

‘ ‘ 8.40 8.60 8.80 9.00

e Sl e b nyz s1.10 48.96%

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

Abundance  #69290: 1-{4-Propylbicyclo[2.2.2]octan-1-yl}ethanone
95.0

o

43.0
151.0

5000 e
67.0 194.0 8.40 8.60 8.80 9.00

m/z 151.20 47.91%

'

123.0
1 | |

T H‘HH‘HH‘\‘H\“\H\‘\

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

t

Abundance #54703: 6-(5-Methyl-furan-2-yl)-hexan-2-one
95.0
D
8.40 8.60 8.80 9.00
5000 m/z 109.10 34.72%
43.0 180.0
122.0
| | 67.0 Ll ‘\ 1l \‘ ‘1470

100 120 140 160 180 200

#61533: 2-Furoic acid, 3-chloroprop-2-enyl ester T T T T
95.0 8.40 8.60 8.80 9.00

m/z 55.10 34.51%

m/z--> 20 40 60 80
Abundance

5000
151.0

390 730
| | 1230 | 1860

80 100 120 140 160 180 200

\

m/z--> 20 40 60

8.40 8.60 8.80 9.00

8270-BF082223.M Mon Aug 28 09:54:50 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 unknown8.816 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.816 11.66 ng 393672 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9IN3S 001128-67-2 27
2 2,4,6-Trimethyl-7-0x0-4,7-dihydr... 179 C7H9N50 025623-78-3 27
3 (2,4-Dimethylcyclohexyl)methyl a... 184 C11H2002 1000497-97-0 27
4 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25
5 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 25

Abundance Scan 1144 (8.816 min): BF134950.D\data.ms (-1141) (-) m/z 179.20 100.00%

179.2
6.1 1091
5000 41.1
RS
137.1 8.40 8.60 8.80 9.00 9.20
206.2 o
m/z 109.10 65.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54110: 2(3H)-Benzothiazolone, 3-methyl-, hydrazone
179.0
5000 I L LU B I
109.0 136.0 8.40 8.60 8.80 9.00 9.20
m/z 69.10 59.43%
65.0
T ‘2\8}“\0\ "‘\‘\H\ T “i‘ \‘\‘MS\?\“Q\ Tt 1‘\ f* ‘H\ T \“\“ T U‘\ T “ !‘\ T l‘\ T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54052: 2,4,6-Trimethyl-7-oxo0-4,7-dihydro-triazolo(3,2-c)
179.0
R A RRARS BREE
8.40 8.60 8.80 9.00 9.20
67.0 m/Z 55.10 54.05%
5000 420
151.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58716: (2,4-Dimethylcyclohexyl)methyl acetate (isomer R RRARS BRRT
430 82.0 0 8.40 8.60 8.80 9.00 9.20
m/z 41.10 49.26%
- ﬂw
180 ool 1139.0 169.0
R B e R EaE B S R A aE R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

8270-BF082223.M Mon Aug 28 09:54:51 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 1,1'-Bicyclohexyl Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.845 13.43 ng 453336  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 76
2 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 53
3 Glutaric acid, cyclohexylmethyl ... 310 C18H3004 1000394-02-8 47
4 4-Methyl-1,3-pentadiene 82 C6H1e0 000926-56-7 43
5 2,4-Hexadiene 82 C6H1e0 000592-46-1 43

Abundance Scan 1149 (8.845 min): BF134950.D\data.ms (-1146) (-) m/z 82.10 100.00%

82.1
55.1
5000
166.2 \\\\‘\\\\‘\\\\‘\\\\’\\\
N ‘12‘51‘ Lo5 8.60 8.80 9.00 9.20
owwwwlu"‘WMJwJwH‘w‘m“uwmwm_m m/z 67.10 64.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41527: 1,1'-Bicyclohexyl
82.0
55.0
5000 LA L B I IR L
8.60 8.80 9.00 9.20
166.0 m/z 55.10  63.94%
29.0
b 1090 1380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #211866: Adipic acid, di(trans-hex-3-enyl) ester
82.0
R RRRREREEEEEEREREE
8.60 8.80 9.00 9.20
5000 550 m/z 83.18  49.95%
129.0
2%.0\\ b | 229.0
R R L N S AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #211905: Glutaric acid, cyclohexylmethyl cis-hex-3-enyl € A R
82.0 8.60 8.80 9.00 9.20
550 m/z 41.10 30.29%
115.0
5000
29.0
ot 2290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BF082223.M Mon Aug 28 09:54:53 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown8.957 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.957 8.43 ng 484950  Acenaphthene-d10 9.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentylidenecyclohexane 152 C11H20 039546-80-0 43
2 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C1@H18 000473-19-8 35
3 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 27
4 2,2,7,7-Tetramethyl-4-methylenec... 180 C12H200 1000424-29-1 18
5 3,5-Dodecadiene, 2-methyl- 180 C13H24 055638-51-2 18

Abundance Scan 1168 (8.957 min): BF134950.D\data.ms (-1165) (-) m/z 69.10 100.00%

69.1
5000 M
TIT T I T[T T T[T T T [ rrT T
8.60 8.80 9.00 9.20
m/z 41.10 68.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29491: Neopentylidenecyclohexane
69.0
5000 410 109.0 1370 e A RmaE
8.60 8.80 9.00 9.20
m/z 137.05 67.56%
\]_\5\“0\“\‘\\ \\H‘w“ \‘\“\ \H’h\ \U!‘\U\\“\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19516: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-
95.0
 aamana e REARS
67.0 8.60 8.80 9.00 9.20
5000 41.0 m/z 81.10  63.90%
‘ 123.0
Hm“MM“‘“‘HH“HHWHWHWW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43584: Cyclooctane, 1-methyl-3-propyl- e A RmaE
69.0 8.60 8.80 9.00 9.20
m/z 95.10 62.45%
5000 410 125.0
H 97.0
‘H“HHWLHM‘Jm‘ﬂﬁ‘ﬁw‘u‘_M‘W“‘W“H“‘H“H“ RS RS
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 unknown9.028 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.028 7.03 ng 404484  Acenaphthene-d10 9.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 27
2 Norbornane, 2-isobutyl- 152 C11H20 018127-14-5 25
3 Bicyclo[2.2.1]heptane, 2-butyl- 152 C11H20 061177-16-0 25
4 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 25
5 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 18
Abundance Scan 1180 (9.028 min): BF134950.D\data.ms (-1178) (-) m/z 81.10 100.00%
81.1
55.1 179.2
5000 109.1
135.1
R AANEEEREY
‘ ‘ 8.80 9.00 9.20 9.40
12092 g5 10 83.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 L B I L LI LN B
110.0 8.80 9.00 9.20 9.40
39.0 m/z 179.20 61.95%
\]-\5\.‘0\‘}‘\ \M\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29487: Norbornane, 2-isobutyl-
95.0
67-0 \\\\‘\\\\’\\\\‘\\\\‘\\\
8.80 9.00 9.20 9.40
5000 m/z 55.10 59.28%
41.0
e
i L all L | |
e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29504: Bicyclo[2.2.1]heptane, 2-butyl- R AANEEEREY
95.0 8.80 9.00 9.20 9.40
m/z 41.10 56.71%
67.0
5000
41.0
L L e s
i RN | S| RTIN 1 | l
A N B A B ARREEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 cis,trans-2,9-Dimethylspiro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.069 11.54 ng 664163  Acenaphthene-di10 9.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 64
2 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 55
3 cis,trans-1,9-Dimethylspiro[5.5]... 180 C13H24 1000111-73-3 49
4 Silane, chlorodiethyl(2-methylbu... 208 C9H21C1l0Si 1000363-11-1 42
5 Cyclohexane, (2-ethyl-1-methylbu... 180 C13H24 074810-41-6 38
Abundance Scan 1187 (9.069 min): BF134950.D\data.ms (-1184) (-) m/z 81.10 100.00%
81.1
179.2
55.1 109.1
5000
e EARRsmEEs R
i1 15‘1'2 8.80 9.00 9.20 9.40
S A ) L Lol 2082 2s1E L ti0g 50 72.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #55022: cis,trans-2,9-Dimethylspiro[5.5]undecane
81.0
55.0 110.0
5000 LI L L L L LB LI B B
8.80 9.00 9.20 9.40
137.0 180.0 m/z 95.10 63.07%
\\\‘\\\\‘\\\\‘\\\\’\\H‘\\\\‘}\\\“\\\\‘HH!‘HH‘HH‘HH‘H\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #6734: Methyl ethyl cyclopentene
81.0
e EARRsmEEs R
8.80 9.00 9.20 9.40
5000 ITI/Z 55.10 62.84%
110.0
39.0
,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #55023: cis,trans-1,9-Dimethylspiro[5.5]Jundecane e EARRaEEES S
81.0 8.80 9.00 9.20 9.40
110.0
55.0 m/z 109.10 62.65%
5000 180.0 MAﬁNA/WﬂMWwJWMVMVAA
‘ | | 1510
T e e e e e e e SRR R RRRR ERE
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 19 unknown9.239 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.239  32.99 ng 1898580  Acenaphthene-d10 9.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 46
2 Cyclohexane, 2-propenyl- 124 COH16 002114-42-3 43
3 n-Nonylcyclohexane 210 C15H30 002883-02-5 38
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 35
5 4-Hexen-2-one, 3,4-dimethyl- 126 C8H140 053252-21-4 30
Abundance Scan 1216 (9.239 min): BF134950.D\data.ms (-1211) (-) m/z 55.10 100.00%
55.1
83.1
5000
e ERRREEEIY
9.00 9.20 9.40 9.60
0! m/z 83.10 76.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20732: Cyclohexane, (2-methylpropyl)-
55.0 83.0
5000 L B LA LA BN B U
9.00 9.20 9.40 9.60
m/z 69.10 69.05%
27.0 H ‘ 140.0
‘\}‘\\"1\\1“]\-]\-\2\-‘0\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12168: Cyclohexane, 2-propenyl-
55.0 83.0
e ERRREEEIY
9.00 9.20 9.40 9.60
5000 m/z 41.10 64 .40%
27“.0‘ | 1240 M
AR | |
-t
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87655: n-Nonylcyclohexane R R
83.0 9.00 9.20 9.40 9.60
m/z 82.10 54.41%
55.0
5000
29-0‘ 210.0
ol 12601530 3820 #00  T
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\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 20 Benzene, 1-cyclohexyl-3-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.469 20.00 ng 1150830  Acenaphthene-d10 9.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 64
2 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 46
3 1-Cyclohexyl-2-cyclohexylidenethane 192 C14H24 059986-23-1 25
4 trans-3'-Hydroxycotinine, heptaf... 388 C14H11F7N203  1000448-42-8 22
5 1H-Pyrazol-4-ylmethanamine 97 C4H7N3 037599-59-0 22

Abundance Scan 1255 (9.469 min): BF134950.D\data.ms (-1253) (-) m/z 131.05 100.00%

1.1
5000 M
AR e R
2072 9.20 9.40 9.60 9.80
T m/z 81.10 91.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
105.0
5000 L B L B L LN SR
9.20 9.40 9.60 9.80
390 479 m/z 118.10  89.69%
]\-\5‘\.‘0\“1‘\ \“M “‘1“‘\‘\”1‘”’”\ \“!‘ \“‘ 7 \“\ T \“ T \‘\ [T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene
131.0
R ARSEARRE S R
105.0 9.20 9.40 9.60 9.80
5000 m/z 55.10 79.86%
174.0
41.0 77.0 ‘
i 1 |
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66991: 1-Cyclohexyl-2-cyclohexylidenethane A AEEmEEEE e
81.0 9.20 9.40 9.60 9.80
m/z 96.10  78.33%
55.0
b WL/\W
‘ 109.0 192.0
H‘_“W¢JMM _ﬁupu“_‘u‘u‘W“m‘u‘W‘u R R RRTREERRRNENE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80

8270-BF082223.M Mon Aug 28 09:54:58 2023 Page: 22



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134950.D

Acqg On : 25 Aug 2023 20:12
Operator : CG\JU

Sample : 04145-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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|
Hexen-1-ylcyclo... 8.175 3.4 ng 115132 2 8.069 675096 20.0
unknown8.245 8.245 5.7 ng 191151 2 8.069 675096 20.0
unknown8.310 8.310 5.5 ng 185018 2 8.069 675096 20.0
Bicyclo[4.1.0]h... 8.363 6.0 ng 204010 2 8.069 675096 20.0
trans,cis-1,8-D... 8.392 5.4 ng 183648 2 8.069 675096 20.0
unknown8.422 8.422 5.0 ng 168106 2 8.069 675096 20.0
unknown8.451 8.451 7.9 ng 236010 2 8.069 675096 20.0
Eicosyl octyl e... 8.498 7.2 ng 241682 2 8.069 675096 20.0
unknown8.510 8.510 5.0 ng 167477 2 8.069 675096 20.0
unknown8.575 8.575 3.8 ng 129706 2 8.069 675096 20.0
unknown8.610 8.610 10.6 ng 358909 2 8.069 675096 20.0
unknown8.645 8.645 7.3 ng 246949 2 8.069 675096 20.0
1-{4-Propylbicy... 8.692  14.9 ng 502957 2 8.069 675096 20.0
unknown8.816 8.816 11.7 ng 393672 2 8.069 675096 20.0
1,1'-Bicyclohexyl 8.845 13.4 ng 453336 2 8.069 675096 20.0
unknown8.957 8.957 8.4 ng 484950 3 9.845 1150830 20.0
unknown9.028 9.028 7.9 ng 404484 3 9.845 1150830 20.0
cis,trans-2,9-D... 9.069 11.5 ng 664163 3 9.845 1150830 20.0
unknown9.239 9.239 33.0 ng 1898580 3 9.845 1150830 20.0
Benzene, 1-cycl... 9.469 20.0 ng 1150830 3 9.845 1150830 20.0
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