LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS Vvial : 21  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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125358.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.510 579 582 587 rVB 299997 285139 7.68% 1.135%
2 6.328 716 721 725 rBV2 250725 273777 7.38% 1.090%
3 6.522 752 754 757 rVB 257663 195974 5.28% 0.780%
4 6.898 815 818 822 rBV 1046109 893826 24.09%  3.558%
5 7.169 858 864 867 rVB5 156008 231648 6.24%  0.922%
6 7.204 867 870 873 rBv2 175975 201094 5.42% 0.801%
7 7.292 881 885 889 rBV5 341579 419692 11.31% 1.671%
8 7.428 903 908 910 rBv4 274374 328000 8.84% 1.306%
9 7.457 910 913 917 rW 505613 505011 13.61% 2.011%
10 7.545 923 928 931 rVB4 341604 440085 11.86% 1.752%
11 7.592 931 936 939 rBV7 153673 330891 8.92% 1.317%
12 7.680 947 951 953 rBV 342503 405586 10.93% 1.615%
13 7.704 953 955 961 rVB3 591029 529810 14.28% 2.109%
14 7.775 964 967 969 rBV2 441461 406775 10.96% 1.619%
15 7.822 972 975 981 rBV6 669610 870038 23.44%  3.464%
16 7.922 989 992 994 rBV3 291214 296851 8.00% 1.182%
17 7.992 1001 1004 1007 rBV4 206570 253543  6.83% 1.009%
18 8.022 1007 1009 1011 rVB 380921 276224  7.44%  1.100%
19 8.051 1011 1014 1017 rBV2 348365 386204 10.41% 1.538%
20 8.086 1017 1020 1023 rBV4 321095 424810 11.45% 1.691%
21 8.127 1024 1027 1030 rVV2 456673 392352 10.57% 1.562%
22 8.163 1030 1033 1034 rVV2 575400 538001 14.50% 2.142%
23 8.186 1034 1037 1039 rVV2 1326345 1512944 40.77% 6.023%
24  8.233 1042 1045 1048 rVB3 1074434 1090257 29.38% 4.341%
25 8.269 1048 1051 1053 rBV3 642554 730844 19.69%  2.910%
26  8.333 1059 1062 1064 rBV3 198924 268330 7.23% 1.068%
27 8.357 1064 1066 1068 rVB3 361505 248812 6.70% 0.991%
28 8.386 1068 1071 1073 rBv4 311137 283744  7.65% 1.130%
29 8.416 1073 1076 1079 rBV2 624177 747585 20.14% 2.976%
30 8.475 1079 1086 1090 rBV7 1086182 2212507 59.62%  8.808%
31 8.527 1093 1095 1098 rVB3 549016 487004 13.12%  1.939%
32 8.569 1098 1102 1105 rBV3 677700 840248 22.64% 3.345%
33 8.598 1105 1107 1109 rBV2 694773 716161 19.30% 2.851%
34 8.627 1109 1112 1113 rVV2 925144 1055920 28.45% 4.2047%
35 8.645 1113 1115 1120 rVB5 1271572 1252773 33.76%  4.988%

36 8.686 1120 1122 1124 rBV3 406767 364207 9.81% 1.450%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc

ALS Vvial : 21  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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 9.357 1232 1236 1241 rBV4 1740000 3711085 100.00% 14.775%
38 16.745 2489 2492 2502 rVB3 402543 710361 19.14%  2.828%

Sum of corrected areas: 25118113
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3646-15 2X

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
BF125358.D

3 Sep 2021 21:26

JU/CG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.5e+07

1le+07

5000000

TIC: BF125358.D\data.ms

6.898
5510 6326522 | TrnriAgdt

0
Time-->
Abundance

1.5e+07

1le+07

5000000

\\‘\H\‘\\H’H\wrrw\‘\T‘HTHH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘HH/‘\\"HWHH‘\H

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
TIC: BF125358.D\data.ms

Time-->
Abundance

1.5e+07

1le+07

5000000

0

—— — —
10.00 10.50 11.00
TIC: BF125358.D\data.ms

—— — — ——
11.50 12.00 12.50 13.00

16.745

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On 3 Sep 2021 21:26

Operator : JU/CG

Sample : M3646-15 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Heptanone, 6-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.328 6.13 ng 273777 1,4-Dichlorobenzene-d4 6.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 90
2 2-Hexanone 100 C6H120 000591-78-6 59
3 2-Octanone 128 C8H160 000111-13-7 53
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 53
5 2-Hexanone, 4-hydroxy-3-propyl- 158 C9H1802 062338-17-4 45
Abundance Scan 721 (6.328 min): BF125358.D\data.ms (-716) (-) m/z 43.00 100.00%
43.0
58.0
5000
95.1 6.00 6.20 6.40 6.60
11101 . : : .
2.0
oWH_m_HJ“mH_u‘\“‘w‘ﬁwJw“WHJW%?%QH m/z 57.95 68.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14374: 2-Heptanone, 6-methyl-
43.0
58.0
5000 LN L R R B |
6.00 6.20 6.40 6.60
m/z 41.00 17.46%
15.0 29.0 95.0 110.0
O\H‘HM\‘\H‘\“HH“M}H‘\‘\‘H\“H\ZE-\(\)\‘\\‘H‘H‘H‘HH}\\\\‘\]-\2\}8‘.9\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4253: 2-Hexanone
43.0
R RAREE R
8.0 6.00 6.20 6.40 6.60
5000 m/z 71.00 12.10%
29.0 ‘ ‘ 85,0 100.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14278: 2-Octanone R
43.0 6.00 6.20 6.40 6.60
m/z 95.10 9.33%
58.0
5000
27.0
o3 Ll | 880 90011301280y sl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1-Decene, 5-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.169 5.18 ng 231648 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene, 5-methyl- 154 C11H22 054244-79-0 60
2 Cyclooctane, methyl- 126 C9H18 001502-38-1 53
3 Cyclopropane, 1-heptyl-2-methyl- 154 C11H22 074663-91-5 53
4 Cyclopropane, 1,2-dibutyl- 154 C11H22 041977-32-6 53
5 4-Decene, 4-methyl-, (E)- 154 C11H22 060366-66-7 49
Abundance Scan 864 (7.169 min): BF125358.D\data.ms (-858) (-) m/z 57.00 100.00%
57.0
85.0
5000 410
105.1
T
H ‘ ‘ ‘ 1341 1541 6.80 7.00 7.20 7.40
0 ""\Ju$‘WNHLJMWWW‘LW‘HWn‘m‘NNH“‘V“ m/z 55.00 90.46%
miz--> 20 40 60 80 100 120 140 160
Abundance #31419: 1-Decene, 5-methyl-
53.0
5000 L L LN B BN B
21.0 6.80 7.00 7.20 7.40
83.0 9
‘ ‘ ‘ 154.0 m/z 69.10 77.77%
05 T \‘1 T “‘\ \‘\“ T \‘H“\ \H“l TT \“‘ \1\1‘12.\0‘1\2\8.\0\ [T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #13198: Cyclooctane, methyl-
55.0
A A REE
6.80 7.00 7.20 7.40
5000 m/z 85.00 75.04%
29.0 83.0 1110
b U b b Lo
miz--> 20 40 60 80 100 120 140 160
Abundance #31462: Cyclopropane, 1-heptyl-2-methyl- R mama AR
56.0 6.80 7.00 7.20 7.40
m/z 43.00 71.80%
5000
29.0 83.0
owu‘:”‘;”“"“H‘M!m;““1‘1%'9‘1‘2‘7"9“}5‘4'?‘
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Naphthalene, decahydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.292 9.39 ng 419692 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
2 Spiro[4.5]decane 138 C10H18 000176-63-6 76
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 70
4 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 70
5 5H-Inden-5-one, octahydro-, trans- 138 C9H140 004668-81-9 68
Abundance Scan 885 (7.292 min): BF125358.D\data.ms (-881) (-) m/z 67.00 100.00%
67.0
43.0 138.1
96.0
5000
e AR
‘ H H ‘1’13.0 7.00 7.20 7.40 7.60
(]S u}‘w‘: A ““‘\‘:‘HM B NI — m/z 68.00  72.24%
m/z--> 20 40 60 80 100 120 140
Abundance #19430: Naphthalene, decahydro-
67.0 96.0 138.0
5000 41.0 L B B R R
7.00 7.20 7.40 7.60
m/z 43.00 70.80%
O\\\‘\‘\‘\\‘i”\\\“}‘\“‘\\‘ 1L-\1
miz-> 20 40 60 80 100 120 140
Abundance #19395: Spiro[4.5]decane
67.0 96.0
A AEEmEEEE e
138.0 7.00 7.20 7.40 7.60
5000 41.0 m/z 138.05 70.32%
M ‘\ I l “ L ‘ \H‘ ‘ . ‘
N
miz--> 20 40 60 80 100 120 140
Abundance #19452: Naphthalene, decahydro-, cis- ““‘H““H‘FﬁﬁqA4¥T
67.0  96.0 138.0 7.00 7.20 7.40 7.60
m/z 41.00 68.73%
5000 41.0 M
SIEEY SR 1 B BT
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Adamantane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.545 5.82 ng 440085 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane 136 C10H16 000281-23-2 62
2 Ethanol, 2-(3,3-dimethylcyclohex... 154 C1@H180 041370-29-0 30
3 2,3-Dihydro-benzofuran-3-o0l 136 C8H802 1000146-26-4 30
4 Bicyclo[4.1.0]heptan-3-0l, 4,7,7... 154 C10OH180 054750-08-2 20
5 2-Carene 136 C10H16 000554-61-0 18
Abundance Scan 928 (7.545 min): BF125358.D\data.ms (-923) (-) m/z 69.05 100.00%
69.0 136.1
41.0
93.0
5000 119.0
e AR RmaES S
‘ ‘ ‘ ‘ 54.1 7.20 7.40 7.60 7.80
om_m‘m‘_h‘” H‘ “‘ m/z 55.00 98.00%
m/z--> 20 60 120 140
Abundance #18013. Adamantane
136.0
5000 L L L NI B LN R I
93.0 7.20 7.40 7.60 7.80
180 67.0 ‘ m/z 136.05 88.07%
O\\\‘\\\\H\\‘\m\‘\”‘ \\‘\“\\\“\\\“\\\\‘\
miz--> 80 100 120 140
Abundance #31181 Ethanol 2-(3,3-dimethylcyclohexylidene)-
41.0 69.0
e R AR R
93.0 7.20 7.40 7.60 7.80
5000 121.0 m/Z 41.00 75.49%
Ll ol ) mpesee
YU 1 s
miz--> 20 40 60 80 100 120 140
Abundance #18740: 2,3-Dihydro-benzofuran-3-ol e AR RmaES S
136.0 7.20 7.40 7.60 7.80
m/z 79.10 64.01%
119.0
5000 91.0
63.0 ‘ ‘
om_H“HH“MHMM‘ “m;“”“”” ‘ Sishe ak A ——
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 7-Methylene-bicyclo[3.3.1]n... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.680 5.36 ng 405586  Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylene-bicyclo[3.3.1]nonan-... 165 C1OH15NO 1000185-68-5 78
2 1-sec-Butyladamantane 192 C14H24 014449-42-4 72
3 Butanenitrile, 2-(1-adamantyl)-3... 217 C15H23N 1000266-44-6 72
4 2-(Adamantan-1-yloxy)-6-chloropy... 263 C15H18CINO 1000411-33-6 72
5 Tricyclo[3.3.1.1(3,7)]decane, 1-... 181 C1OH15NO2 007575-82-8 64

Abundance Scan 951 (7.680 min): BF125358.D\data.ms (-947) (-) m/z 135.00 100.00%

135.0
5000
93.0
ARy
41.0 71‘# 7.40 7.60 7.80 8.00
bl 2 By e e e e m/z 93.00 28.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40539: 7-Methylene-bicyclo[3.3.1]Jnonan-3-one oxime
93.0 135.0
5000 LI B B BN AL
7.40 7.60 7.80 8.00
m/z 79.00 17.76%
41.0 67.
0+ \H“\HM‘\\“\\‘V!‘\1\:\“?\‘5\.9\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66972: 1-sec-Butyladamantane
135.0
e
7.40 7.60 7.80 8.00
5000 m/z 136.05 10.08%
93.0
| 67\-0 ‘\ | ‘ 192.0
Ot bt e e e e e

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

Abundance #95505: Butanenitrile, 2-(1-adamantyl)-3-methyl- A
135.0 7.40 7.60 7.80 8.00

m/z 41.00 9.03%

5000

79.0
410 | 1070 168.0 193.0 217.0

O e Rt e ARAR= G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00

S

8270-BF081821.M Tue Sep 07 01:13:09 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, decahydro-2-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7764 7.00ng 520810 Naphthalene-ds 8.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C1iH2e 002958-76-1 94

1000152-47-3 91
029750-24-1 76
002547-27-5 70
000089-82-7 68

2 trans-Decalin, 2-methyl- 152 C11H20
3 Bicyclo[4.1.0]heptan-2-one, 3,5,... 152 C10OH160
4 trans-4a-Methyl-decahydronaphtha... 152 C11H20
5 Pulegone 152 C10H160

Abundance Scan 955 (7.704 min): BF125358.D\data.ms (-953) (-) m/z 81.05 100.00%

81.0
55.0 152.2
5000 ’
109.1 e
‘ ‘ ‘ 7.40 7.60 7.80 8.00
oww‘wm“lu_mHm_;“w‘mm_H“_HWHZ‘Q‘?:Q m/z 67.00 77.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 L B L R IR I |
7.40 7.60 7.80 8.00
109.0 m/z 95.05 69.86%
0- ‘\i“\\‘h\H“H‘\‘\‘\H\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl-
81.0
N R
55.0 152.0 7.40 7.60 7.80 8.00
5000 ' m/z 152.20  58.73%
29.0 109.0
m/z--> 20 40 60 80 100 120 140 160 180 200 W
Abundance  #29300: Bicyclo[4.1.0]heptan-2-one, 3,5,5-trimethyl- RN mmaas
95.0 7.40 7.60 7.80 8.00
55.0 1520 m/z 55.00  51.28%
5000
123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00

8270-BF081821.M Tue Sep 07

01:13:10 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Adamantane, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.775 5.38 ng 406775 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 60

2 2'-Hydroxy-4',5"'-dimethylacetoph... 164 C10H1202 036436-65-4 50

3 Added stereo to name 164 C12H20 024145-88-8 50

4 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 50

5 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 49

Abundance Scan 967 (7.775 min): BF125358.D\data.ms (-964) (-) m/z 149.05 100.00%

149.1
5000
93.0
A RRARENREE L o
41‘-0 ‘ | 119.1 | 7.40 7.60 7.80 8.00
0bere et 2 Al myz e3.ee 30.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
5000 I L B R
93.0 7.40 7.60 7.80 8.00
41.0 m/z 107.05 18.66%
I T
O\\\‘\‘\‘\\‘\\\\‘\“\‘\\“‘\\\\‘\‘}\\“\\\\‘\\\\‘1\\\
miz--> 20 60 80 100 120 140 160
Abundance #39398 2'-Hydroxy-4',5'-dimethylacetophenone
149.0
R R AAREE
7.40 7.60 7.80 8.00
5000 m/z 150.05 12.42%
91.0
oliso 430 650, | 1210 | |
L s
mfz--> 20 40 60 80 100 120 140 160
Abundance #39760: Added stereo to name A e EammE N o
149.0 7.40 7.60 7.80 8.00
m/z 41.00 12.09%
5000 93.0
55.0
O O N
oww_m‘wwm ST IR G R S
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF081821.M Tue Sep 07 01:13:11 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Methyldecahydronaphthalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.822 11.50 ng 870038 Naphthalene-d8 8.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 98
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 98
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 89
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 83
5 9-Octadecyne 250 C18H34 035365-59-4 72
Abundance Scan 975 (7.822 min): BF125358.D\data.ms (-972) (-) m/z 67.00 100.00%
67.0 95.1
152.1
41.0
5000
AR R e
‘ H ‘ ‘ \;Mls o131 7.40 7.60 7.80 8.00 8.20
oLl i A0 N “s — m/z 81.85 90.73%
miz--> 40 60 80 100 120 140 160
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 67.0
950 152.0
5000 I L L B
7.40 7.60 7.80 8.00 8.20
m/z 95.10 89.85%
Ll L=
1l il NI | 1l I
O\\\“\\‘\l‘\\\“\\\f‘\\\\‘!\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 67.0
950 1520 I L L B
7.40 7.60 7.80 8.00 8.20
5000 m/z 152.05 72.98%
I
o bl 0l
mfz--> 40 60 80 100 120 140 160
Abundance #29512: trans-4a-Methyl-decahydronaphthalene PR e
95.0 7.40 7.60 7.80 8.00 8.20
137.0 m/z 82.10 67.13%
7
5000 67.0
41.0
| Ll mo ) 190
0 , ly Tl \ I ‘

m/z--> 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20

8270-BF081821.M Tue Sep 07 01:13:12 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On 3 Sep 2021 21:26

Operator : JU/CG

Sample : M3646-15 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown8.051 Concentration Rank 20

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

8.051 5.11 ng 386204 Naphthalene-d8 8.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4'-Methylpropiophenone 148 C10H120 005337-93-9 35
2 Propiophenone, 2'-methyl- 148 C10H120 002040-14-4 35
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 22
4 N-(m-Toluoyl)glycine 193 C1OH11NO3 027115-49-7 22
5 Benzene, isocyanato- 119 C7H5NO 000103-71-9 18

Abundance Scan 1014 (8.051 min): BF125358.D\data.ms (-1011) (-) m/z 119.05 100.00%

119.1
43.0 91.0
5000 67.0
152.1
AL L
H ‘ ‘ 1801 7.80 8.00 8.20 8.40
0 el L Ly e T80T 43 00 54.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26213: 4'-Methylpropiophenone
119.0
5000 L B B I LN B
9L.0 7.80 8.00 8.20 8.40
m/z 91.00 51.98%
65.0 148.0 /
39.0 |
O‘\‘\‘\\“‘\\“\\“\\\\‘\\h}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

3

Abundance #26231: Propiophenone, 2'-methyl-
119.0
AR RE R ARE R
91.0 7.80 8.00 8.20 8.40
5000 ' m/z 55.00 51.92%
65.0 148.0
39.0
0ttt A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- R A RREREREE
119.0 7.80 8.00 8.20 8.40
m/z 81.10 48.12%
5000
91.0
39.0 650 | ‘
Ot el B R e R R R R e
m/z--> 200 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF081821.M Tue Sep 07 01:13:13 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, decahydro-2,6-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.086 5.62 ng 424810 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 58
2 3-(2-Hydroxycyclohexyl)-furan 166 C10H1402 118959-04-9 55
3 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 53
4 (4aS,7S,7aR)-4,7-Dimethyl-5,6,7,... 166 C1@H1402 021651-62-7 46
5 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 43

Abundance Scan 1020 (8.086 min): BF125358.D\data.ms (-1017) (-) m/z 81.10 100.00%

550 °+ 990
166.2
5000 133.0
AR RRS
‘ “ ‘ ‘ ‘ m 7.80 8.00 8.20 8.40
o318l Ll M bl ol u““ b m/z 99.00  83.39%
miz--> 20 40 60 80 100 120 140 160
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
55.0
5000 L L L L BN LR
109.0 7.80 8.00 8.20 8.40
290 H 137.0 m/z 55.00 82.78%
O‘\‘\‘\\‘i“\\‘\Ml“\h\h\\‘ ‘\}‘\\“}\\\“‘\\1\‘\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #41150: 3-(2-Hydroxycyclohexyl)-furan
81.0
AR R
7.80 8.00 8.20 8.40
5000 166.0 m/z 166.15 74.18%
39.0
TN T
11 O N
L M
miz--> 20 40 60 80 100 120 140 160
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane  AEmmmaasE e
95.0 7.80 8.00 8.20 8.40
m/z 67.00 72.70%
166.0
67.0
5000
H 123.0
) NSRRBNNENESUNMSENS NSNS SUSME S SN A ‘MM ——
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF081821.M Tue Sep 07 01:13:14 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Cyclohexanone, 2-(2-butynyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.127 5.19 ng 392352  Naphthalene-d8 8.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-(2-butynyl)- 150 C10H140 054166-48-2 74
2 3,9-Epoxy-p-mentha-1,8(10)-diene 150 C1eH140 1000111-14-8 68
3 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 68
4 1-Adamantanethiol 168 C1OH16S 034301-54-7 53
5 4-Hydroxy-3-methylacetophenone 150 C9H1002 000876-02-8 53
Abundance Scan 1027 (8.127 min): BF125358.D\data.ms (-1024) (-) m/z 135.00 100.00%
135.0
5000 79.0
107.1
R e BaEas
41.0 7.80 8.00 8.20 8.40
162.1
0 bl il el PP2821 ) 50,65 56.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27531: Cyclohexanone, 2-(2-butynyl)-
135.0
55.0
5000 790 \\‘\\\\‘\\\\‘\\\\‘\\\\’
7.80 8.00 8.20 8.40
7.0 f07 0 m/z 79.00  48.81%
O'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27552: 3,9-Epoxy-p-mentha-1,8(10)-diene
135.0
e AREmammsEEE SR
79.0 7.80 8.00 8.20 8.40
5000 m/z 133.05 29.16%
41.0
107.0
0 S
mfz--> 20 40 60 80 100 120 140 160 180
Abundance #27771: Cyclohexene, 2-ethenyl-1,3,3-trimethyl-
135.0 7.80 8.00 8.20 8.40
m/z 107.10 28.43%
5000 93.0
41.0
67.0
01 %?ﬁH\L‘HM\‘H\\‘H\ R e R RARRREY
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF081821.M Tue Sep 07 01:13:14 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknown8.269 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

8269 9.66ng 730844 Naphthalene-ds 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual

ane, triethoxymethyl- 178 C7H1803Si 002031-67-6 43
,5-Trimethyladamantane 178 C13H22 000707-35-7 38
-Dimethyl-5-nitroadamantane 209 C12H19NO02 006588-68-7 38
-Dimethylcumene 148 C11H16 1000370-34-1 25

4-Formyl-phenyl)-N-methyl-for. 163 C9H9NO2 079213-80-2 25

uiHh WN PR

ZU)I—‘I—‘V\
-

/‘\-DNUJI—'

Abundance Scan 1051 (8.269 min): BF125358.D\data.ms (-1048) (-) m/z 163.10 100.00%
168.1

133.0
57.0
5000 83.1 107.1
ABEEEARENESS L
39 m 8.00 8.20 8.40 8.60
0 {1 Jm“!“”u” m/z 133.00  69.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #53273: Silane, triethoxymethyl-
163.0
Lo
5000 LRI L AL L L L B IR B
77.0 8.00 8.20 8.40 8.60
45.0 105.0 m/z 57.00 61.51%
O\ L “\‘\ T \‘i“‘\ T \‘”\“"\}“\ T “\“\ T \‘}‘\ T \H\ ’ T \‘\ T ‘ !‘\ T ‘ \\
m/z--> 40 60 80 100 120 140 160 180
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
A EEmmEEEE e
8.00 8.20 8.40 8.60
5000 107.0 m/z 55.00 51.05%
55.0 790
Ot i A e L 990L 180.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #86257: 1,2-Dimethyl-5-nitroadamantane T
107.0 163.0 8.00 8.20 8.40 8.60
m/z 107.10 38.59%
5000
41.0
79.0
\‘ o 1850
oHHWHWH,m e e PR o e
mlz--> 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF081821.M Tue Sep 07 01:13:15 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On 3 Sep 2021 21:26

Operator Ju/caG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 1,4-Dimethyladamantane (iso...

R.T. EstConc Area
8.416 9.88 ng 747585
Hit# of 5 Tentative ID

Concentration Rank 7

Relative to ISTD R.T.

Naphthalene-d8

1 1,4-Dimethyladamantane (isomer 1) 164 C12H20

2 Adamantane, 1,3-dimethyl- 164 C12H20
3 Tricyclo[4.3.1.1(3,8)]undecane, ... 228 C11H17Br
4 Tricyclo[4.3.1.1(3,8)]undecane, ... 184 C11H17C1
5 1-Methyl-3-ethyladamantane 178 C13H22

Abundance Scan 1076 (8.416 min): BF125358.D\data.ms (-1073) (-)

m/z-->

5000

O,

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

14

0.1

1000460-67-0 93
000702-79-4 81
021898-96-4 72
027011-46-7 59
001687-34-9 59

m/z 149.05 100.00%

=

93.1
41.0 T T T
67.0 1211 ‘ 8.00 8.20 8.40 8.60 8.80
ot JATEL L m/z 93.10 32.39%
20 40 60 80 100 120 140 160 180 200 220
#39800: 1,4-Dimethyladamantane (isomer 1)
149.0
R EARRAARERRREEEEEEEEE
41.0 93.0 8.00 8.20 8.40 8.60 8.80
m/z 79.00 22.76%
:\L\E)\.‘(J\M\\“\\\\‘\“\‘\\““\\\H\‘\‘\]\-\z‘]_\?\‘\\‘\\‘1\\\‘\\\\‘\\\\‘\\\\
20 40 60 80 100 120 140 160 180 200 220
#39778: Adamantane, 1,3-dimethyl-
149.0
AR AR RN
8.00 8.20 8.40 8.60 8.80
m/z 107.05 16.98%
93.0
41.0
121.0
oy [0 | o |
20 40 60 80 100 120 140 160 180 200 220
#108604: Tricyclo[4.3.1.1(3,8)Jundecane, 1-bromo- A RARARER RS
149.0 8.00 8.20 8.40 8.60 8.80
m/z 41.00 16.76%
93.0
67.0
20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60 8.80

8270-BF081821.M Tue Sep 07 01:13:16 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknown8.475 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.475 29.25 ng 2212510 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Fluorophenyl)-1H-pyrazol-5-... 177 C9H8FN3 727967-95-5 25
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 25
3 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 25
4 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 22
5 trans-.beta.-Ionone 192 C13H200 000079-77-6 22

Abundance Scan 1086 (8.475 min): BF125358.D\data.ms (-1079) (-) m/z 55.00 100.00%
55.0

81.1 177.2

5000 137.1
107.1

X

‘ M 8.20 8.40 8.60 8.80
] S PR T Y P m/z 177.15  76.12%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52239: 1-(4-Fluorophenyl)-1H-pyrazol-5-amine
177.0
5000 UL L B I B AL R
8.20 8.40 8.60 8.80
95.0 1220 .90 m/z 81.10 71.37%
75.0
280 520 U ] I
0 ‘\M\‘H\‘\“H‘H‘H\1H‘\‘H\‘\r\”‘i‘\r“\\‘\\\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19564: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.alf
4

S

1.0
R A RARRRRRREEEEE
67.0 95.0 8.20 8.40 8.60 8.80
5000 ITI/Z 41.00 65.86%
‘ 123.0
0 _‘w“m‘\lm ‘H‘m“um_m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41564: cis, cis-2-Ethylbicyclo[4.4.0]decane A RAR e A R
81.0 137.0 8.20 8.40 8.60 8.80
m/z 83.10 64.92%
166.0
5000
55.0
109.0
0 SR
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 trans, cis-3-Ethylbicyclo[4...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.527 6.44 ng 487004  Naphthalene-d8 8.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22

2 Trans, trans-2-ethylbicyclo[4.4.... 166 C12H22

3 2-Bromomethyl-1-isopropenyl-3-me... 216 C1OH17Br
4 Naphthalene, 2-ethyldecahydro- 166 C12H22

5 Cyclobutane, (1-methylethylidene)- 96 C7H12

Abundance Scan 1095 (8.527 min): BF125358.D\data.ms (-1093) (-)
81.0
55.0

137.1
5000

05.0 166.2

‘ 92.2
o] "MH““m‘}mw”_

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

Abundance #41576: trans, cis-3-Ethylbicyclo[4.4.0]decane
81.0 137.0
166.0
5000
55.0
109.0
0 MH\ \‘\‘\\ w\‘ ‘\ | “ |

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

Abundance #41585: Trans, trans-2-ethylbicyclo[4.4.0]decane
137.0

81.0

5000

166.0
55.0

‘ ‘ 109.0

IS ) 0P i R N AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #93656: 2-Bromomethyl-1-isopropenyl-3-methyl-cycloper

066660-43-3 68
066660-37-5 58
1000187-07-8 47
001618-23-1 30
001528-22-9 25

m/z 81.05 100.00%

5

8.20 8.40 8.60 8.80
m/z 55.00 85.13%

%

8.20 8.40 8.60 8.80
m/z 97.10 70.32%

%

8.20 8.40 8.60 8.80
m/z 137.05 61.30%

?

81.0 8.20 8.40 8.60 8.80
m/z 95.10 52.41%
137.0
5000
410
e TP o
o“‘H;MWN‘MM‘m"wuHHH‘HEHH“N‘Jw“u“u“‘ - ——
miz-> 20 40 60 80 100 120 140 160 180 200 220 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@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknown8.569 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.569 11.11 ng 840248 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Adamantanemethylamine 165 C11H19N 017768-41-1 45
2 Adamantane-1-carboxylic acid 180 C11H1602 000828-51-3 41
3 2H-1,4-Benzoxazine, 3,4-dihydro- 135 C8HINO 005735-53-5 38
4 2-Iodoadamantane 262 C10H15I 018971-91-0 38
5 1-Adamantanemethanol 166 C11H180 000770-71-8 38

Abundance Scan 1102 (8.569 min): BF125358.D\data.ms (-1098) (-) m/z 135.05 100.00%

135.1
55.0
5000
79.0 109.1
1651 L DL LN B B B
8.20 8.40 8.60 8.80
0 1921 m/z s55.00 61.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40567: 1-Adamantanemethylamine
135.0
5000 L B L L B B I
79.0 8.20 8.40 8.60 8.80
30.0 165.0 m/z 41.00 35.64%
107.
Lsso g [T
O\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\‘\\\‘\\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54664: Adamantane-1-carboxylic acid
135.0
R R
8.20 8.40 8.60 8.80
5000 m/z 69.10 32.09%
79.0
107.0
180.0
0 180,,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17849: 2H-1,4-Benzoxazine, 3,4-dihydro- R RmmEE R
135.0 8.20 8.40 8.60 8.80
m/z 67.00 31.04%
5000
42.0 79.0 106.0
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknown8.598 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.598 9.47 ng 716161 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 27
2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 22
3 Propanoic acid, 2,2-dimethyl-, 2... 248 C16H2402 054644-42-7 22
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 22
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 22

Abundance Scan 1107 (8.598 min): BF125358.D\data.ms (-1105) (-) m/z 57.05 100.00%
57.0

5000 149.1

97.1 P

i M | ‘180 5 8.20 8.40 8.60 8.80 9.00
wuuwuw‘Wm”huuwauH‘HH‘LH‘HH‘HH‘HH‘HH‘HH m/z 71.10  53.42%
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260

Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0

E

o

%

5000 I L L R
8.20 8.40 8.60 8.80 9.00
80 130 m/z 43.00  50.65%
29.0 183.0
O\‘\‘\‘\\‘H\M‘\\H}\“1H\“\\”\‘H]T%‘].HOH‘\H\“‘\\\\‘\\\2\‘25\(\)‘2\\5\:3\‘0\\\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #22095: Octane, 3,6-dimethyl-
57.0
R
8.20 8.40 8.60 8.80 9.00
5000 m/z 149.05 37.87%
29.0
0 “ 1] \\\85\0 \‘ 1420
Wm‘m Ao e A RR AR e e
m/z--> 20 40 60 80 100120140 160 180200 220 240 260

Abundance #133490: Propanoic acid, 2,2-dimethyl-, 2-(1,1-dimethyle Pl T
57.0 8.20 8.40 8.60 8.80 9.00

m/z 41.00  35.80%

5000 149.0

'

85.0 121.0 248.0

L B N B —

m/z--> 20 40 60 80 100120140160 180200 220 240 260 8.20 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@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknown8.627 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.627 13.96 ng 1055920 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, 2-(4-cyclohexylphenox... 324 C20H24N202 1000263-95-6 43
2 Ethanol, 2-[(4-aminophenyl)ethyl... 180 C10H16N20 000092-65-9 43
3 Added stereo to name 164 C12H20 024145-89-9 40
4 Silane, monochloride, methylviny... 220 C10H21Cl0Si 1000420-88-8 40
5 2,4,7,14-Tetramethyl-4-vinyl-tri... 290 C20H340 1000193-31-2 40

Abundance Scan 1112 (8.627 min): BF125358.D\data.ms (-1109) (-) m/z 149.05 100.00%

149.1
5000
93.1
55.0
S e e
8.40 8.60 8.80 9.00
obd ”‘H “U‘“ 82 w/z 93.10  35.96%
miz--> 50 100 150 200 250 300
Abundance #229443: Acetamide, 2-(4-cyclohexylphenoxy)-N-(6-meth
149.0
5000 LI B I B L L B B
108.0 8.40 8.60 8.80 9.00
m/z 55.00 28.56%
ol %80 | || || 1890 2340 324
T L ‘ T L ‘ T =TT T T T ’ T T T ‘ T L ‘ T T
miz--> 50 100 150 200 250 300
Abundance #54573: Ethanol, 2-[(4-aminophenyl)ethylamino]-
149.0
R R R
9.0 8.40 8.60 8.80 9.00
5000 ITI/Z 69.10 26.80%
65.0
0 . 106.0 182.0
B B T T PR e e
miz--> 50 100 150 200 250 300
Abundance #39761: Added stereo to name A RARANEEEE
149.0 8.40 8.60 8.80 9.00
m/z 95.10 24.45%
5000
93.0
55.0
bbb AL
m/z--> 50 100 150 200 250 300 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@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 1,3,5-Trimethyladamantane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.645 16.56 ng 1252770 Naphthalene-d8 8.180

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 52
2 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 50
3 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 50
4 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 49
5 benzoxazole, 7-methoxy-2-methyl- 163 C9HINO2 1000404-43-8 45

Abundance Scan 1115 (8.645 min): BF125358.D\data.ms (-1113) (-) m/z 163.10 100.00%
168.1

5000 107.1
55.0 81.1
‘ ‘ ‘ ‘13‘1-0 L622 8.40 8.60 8.80 9.00
0 ‘ | el L2822 107,10 44.37%
miz--> 80 100 120 140 160 180
Abundance #52975. 1,3,5-Trimethyladamantane
163.0
5000 107.0 T T T T T T T
8.40 8.60 8.80 9.00
m/z 164.10 26.51%
55.0 790
O\\\‘\\\“\‘\‘\‘\\H“\\H‘\‘\‘1\\“\%?\5‘0\\\\‘\\\\“\\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #86257: 1,2-Dimethyl-5-nitroadamantane
107.0 168.0
T T
8.40 8.60 8.80 9.00
5000 m/z 81.10 25.20%
41.0
79.0
Lol 1380
o‘H_m_m“mm‘ T W AR R
miz--> 80 100 120 140 160 180
Abundance #125491: Tr|cyc|o[3.3.1.1(3,7)—]decane, 1-bromo-3,5-dim¢ R S R REN
107.0 163.0 8.40 8.60 8.80 9.00
m/z 95.10 24.77%
5000
41.0 79.0 ‘
m/z--> 0 60 100 120 140 160 180 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@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.745 20.00 ng 710361 Perylene-di2 15.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 87
2 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 81
3 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 64
4 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 47
5 Propenamide, 3-(3,4-dimethoxyphe... 313 C18H19NO4 339165-72-9 43
Abundance Scan 2492 (16.745 min): BF125358.D\data.ms (-2489) (-  m/z 191.20 100.00%
191.2
5000 95.1
sl W 1S
397.3 ' '
o“}M“%WJ\H*%“h"ﬂ‘%fﬁ?‘gpﬁ%$4??w‘,“44?‘ m/z 95.10  45.52%
mlz--> 50 100 150 200 250 300 350 400
Abundance #82813: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen:
191.0
5000 — —
57.0 16.50 17.00
m/z 81.10 42.73%
107.0
O\\\“‘\‘\‘\‘\h“\‘\l‘\‘l\\“\‘\”‘\ "\\\\’\\\\’\\\\’\\\\’\\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone
191.0
e e
16.50 17.00
500028.0 m/z 69.10 36.80%
135.0
ol ‘ mq‘ha“}w‘ N
mfz--> 50 100 150 200 250 300 350 400
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane —— —
191.0 16.50 17.00
m/z 55.00 27.05%
69.0
5000
123.0
‘ 412.0
OMNMMWA‘MWW%W%WMM_ B
mlz--> 100 150 200 250 300 350 400 16.50 17.00

8270-BF081821.M Tue Sep 07 01:13:23 2021 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90321\
Data File : BF125358.D

Acqg On : 3 Sep 2021 21:26
Operator : JU/CG

Sample : M3646-15 2X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Heptanone, 6-... 6.328 6.1 ng 273777 1 6.898 893826 20.0
1-Decene, 5-met... 7.169 5.2 ng 231648 1 6.898 893826 20.0
Naphthalene, de... 7.292 9.4 ng 419692 1 6.898 893826 20.0
Adamantane 7.545 5.8 ng 440085 2 8.180 1512940 20.0
7-Methylene-bic... 7.680 5.4 ng 405586 2 8.180 1512940 20.0
Naphthalene, de... 7.704 7.0 ng 529810 2  8.180 1512940 20.0
Adamantane, 1,3... 7.775 5.4 ng 406775 2 8.180 1512940 20.0
1-Methyldecahyd. .. 7.822 11.5 ng 870038 2  8.180 1512940 20.0
unknown8.051 8.051 5.1 ng 386204 2 8.180 1512940 20.0
Naphthalene, de... 8.086 5.6 ng 424810 2  8.180 1512940 20.0
Cyclohexanone, 8.127 5.2 ng 392352 2 8.180 1512940 20.0
unknown8.269 8.269 9.7 ng 730844 2 8.180 1512940 20.0
1,4-Dimethylada... 8.416 9.9 ng 747585 2 8.180 1512940 20.0
unknown8.475 8.475 29.3 ng 2212510 2 8.180 1512940 20.0
trans, cis-3-Et... 8.527 6.4 ng 487004 2 8.180 1512940 20.0
unknown8.569 8.569 11.1 ng 840248 2  8.180 1512940 20.0
unknown8.598 8.598 9.5 ng 716161 2  8.180 1512940 20.0
unknown8.627 8.627 14.0 ng 1055920 2 8.180 1512940 20.0
1,3,5-Trimethyl... 8.645 16.6 ng 1252770 2 8.180 1512940 20.0
1-Penten-3-one,. 16.745 20.0 ng 710361 6 15.598 710361 20.0
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