LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc :

ALS Vvial : 14 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133299.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.893 472 477 484 rBV 901308 1028349 34.08% 5.313%
2 5.328 546 551 554 rBV 3229000 3017784 100.00% 15.592%
3  6.363 722 727 730 rBV 3165836 2955531 97.94% 15.271%
4 6.722 784 788 791 rBV 1153221 964672 31.97% 4.984%
5 7.281 873 883 886 rBV 1974497 1856633 61.52% 9.593%
6 7.498 915 920 923 rBv2 95124 120106 3.98% 0.621%
7 7.528 923 925 929 rVB2 140647 131898 4.37% 0.681%
8 7.598 934 937 941 rBV2 90950 115795 3.84% 0.598%
9 7.645 943 945 952 rVB4 169746 181342 6.01% 0.937%
10 7.910 986 990 994 rVB5 119929 144126 4.78% 0.745%
11  7.945 994 996 998 rBV 164343 132430 4.39% 0.684%
12 8.004 1001 1006 1010 rBV 1659979 1512021 50.10% 7.812%
13 8.057 1013 1015 1017 rVB 258486 175345 5.81% 0.906%
14 8.087 1017 1020 1021 rBV2 97905 112924 3.74% 0.583%
15 8.181 1034 1036 1039 rBV3 132901 111391 3.69% 0.576%
16 8.239 1043 1046 1049 rBV3 177650 205563 6.81% 1.062%
17 8.269 1049 1051 1052 rBV 215654 152105 5.04% 0.786%
18 8.298 1052 1056 1059 rVB4 455172 580161 19.22%  2.998%
19 8.328 1059 1061 1063 rBV3 216181 212478 7.04% 1.098%
20 8.357 1063 1066 1068 rVB3 198480 152635 5.06% 0.789%
21 8.392 1069 1072 1075 rBV3 266701 296919 9.84% 1.534%
22 8.451 1078 1082 1083 rBV2 539603 521717 17.29% 2.696%
23 8.469 1083 1085 1088 rVB2 686387 651995 21.61%  3.369%
24  8.510 1090 1092 1094 rVB3 235237 176506 5.85% 0.912%
25 8.551 1097 1099 1101 rBV2 244092 197304 6.54% 1.019%
26 8.639 1109 1114 1115 rBV5 420338 692271 22.94% 3.577%
27 8.692 1120 1123 1125 rBV3 424714 524659 17.39% 2.711%
28 8.751 1131 1133 1136 rBV4 268022 311147 10.31% 1.608%
29 15.315 2246 2249 2259 rVB 975050 1626366 53.89% 8.403%
30 16.374 2426 2429 2438 rVB2 289785 491916 16.30% 2.542%

Sum of corrected areas: 19354089

8270-BF042123.M Tue May 09 14:27:20 2023 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 May 2023 17:30
¢ CG\JU
: 02652-01

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50823\
BF133299.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1le+07

8000000

6000000

4000000

2000000

o

TIC: BF133299.D\data.ms

5.328 6.363

7.281

4.893 6.722

7480

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

1le+07

8000000

6000000

4000000

2000000

TIC: BF133299.D\data.ms

0
Time-->

— — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BF133299.D\data.ms

15.315

16.374

Time-->

T ‘ T 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 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.893 21.32 ng 1028350 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 477 (4.893 min): BF133299.D\data.ms (-472) (-) m/z 43.00 100.00%

43.0
5000 591
1o 460480500520
| 83.0 o IR e
-y m/z 59.10 50.91%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I L LR BN B
59.0 4.60 4.80 5.00 5.20
m/z 101.10 18.18%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R
4.60 4.80 5.00 5.20
5000 410 m/z 58.10 15.13%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140 Jk
Abundance #4156: 1-Propen-2-ol, acetate e
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.47%
5000
15.0 720 1000
o —rTTT AR
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Naphthalene, decahydro-2-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.645 2.40 ng 181342  Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 93
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 83
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 74
5 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 70

Abundance Scan 945 (7.645 min): BF133299.D\data.ms (-943) (-) m/z 81.10 100.00%

81.1 152.2
55.1
5000
390 109.1 \\\\‘\\\\‘\\\\‘\\\\’\\\
H ‘ ‘ ‘ ‘ a1 7.40 7.60 7.80 8.00
ool adlll Ll M B3E L w/z e7.00  97.64%
miz--> 20 40 60 80 100 120 140 160
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 67.0
980 152.0
5000 LA L B I IR AN B
7.40 7.60 7.80 8.00
m/z 95.10 96.41%
h 123.0
O' ‘\\‘\\‘u\\\“\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 67.0
950 1520 LA L B I IR B
7.40 7.60 7.80 8.00
5000 m/z 152.20 91.49%
h 123.0
0" L T
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl- O REREEEEEEEE SR
81.0 7.40 7.60 7.80 8.00
m/z 82.10 81.63%
55.0 152.0
5000
29.0 109.0
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1,4-Dimethyladamantane (iso... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.057 2.32 ng 175345 Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 64
2 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 60
3 3-(3,6-Dimethyl-3,6-dihydro-2H-p... 260 C15H1604 1000194-13-6 47
4 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 47
5 Tricyclo[4.3.1.1(3,8)]undecane, ... 228 C11H17Br 021898-96-4 47

Abundance Scan 1015 (8.057 min): BF133299.D\data.ms (-1013) (-) m/z 149.15 100.00%

149.2
5000
551 93.1
e e
| | 7.80 8.00 8.20 8.40
Okl Ml g ) 12823 2800 s g 34.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 L L I L LI L B
41.0 93.0 7.80 8.00 8.20 8.40
m/z 93.10 32.85%
O \\\‘\H\\"‘\\\“\’\“\‘H““H‘\H\‘HH‘\H\’H‘H‘l\\\‘H\\‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
R R
7.80 8.00 8.20 8.40
m/z 67.10 29.58%
5000 93.0
41.0
0 "wJJH‘,“H“‘,MMWuL‘w‘m,‘“H‘lm‘H‘WH,HH,HH_W
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #148255: 3-(3,6-Dimethyl-3,6-dihydro-2H-pyran-2-yl)-3-h R ERAEEamsREEEE
1110 149.0 7.80 8.00 8.20 8.40
’ m/z 83.10 27.15%
5000 43.0
82.0
| o o
m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Pyridine, pentamethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.239 2.72 ng 205563  Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 87
2 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 64
3 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 58
4 Added stereo to name 164 C12H20 024145-88-8 52
5 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 50

Abundance Scan 1046 (8.239 min): BF133299.D\data.ms (-1043) (-) m/z 149.20 100.00%

149.2
5000
93.1
N B RAmaaaE e
al o J 1211 8.00 8.20 8.40 8.60
) R ' e Ml e e 282 myz 93.10 28.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 L B I LA LA BN B U
41.0 93.0 8.00 8.20 8.40 8.60
m/z 79.10 17.43%
O \]-\5\‘0\‘}‘\\“‘\\\‘\‘\\‘\\““\\‘\\‘\‘\\1\2‘]_\\0\\‘\\‘\\‘1\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27027: Pyridine, pentamethyl-
149.0
A RAREmEEEEEESE
8.00 8.20 8.40 8.60
5000 m/z 107.10 16.31%
93.0
270 530 ‘ 1910 ‘
0 b e e et el e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27174: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine e
149.0 8.00 8.20 8.40 8.60
m/z 41.10 13.46%
5000
107.0
53.0 80.0
A O P R NN [ ot
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\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1,3,5-Trimethyladamantane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.269 2.01 ng 152105 Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 81
2 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 59
3 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 59
4 Ethanone, 1-[4-(1-hydroxy-1-meth... 178 C11H1402 054549-72-3 52
5 Silane, triethoxymethyl- 178 C7H1803Si 002031-67-6 50

Abundance Scan 1051 (8.269 min): BF133299.D\data.ms (-1049) (-) m/z 163.20 100.00%

168.2
5000
107.1
55.1 133.1
b ‘ 81‘ 1 ‘ ‘ L6812 8.00 8.20 8.40 8.60
ol 37* ) ~ b L 382 s 167,10 34.83%
miz--> 80 100 120 140 160 180
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
5000 107.0 ARB R RER R e
8.00 8.20 8.40 8.60
m/z 133.05 20.00%
55.0 790
O\ T ‘ T \“\ ‘ \‘\‘\ \H“\ \‘\“\‘\‘} T “\]\-?’5\‘0\ \ T ‘ !‘\ T \“\\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #52974: 1,3,4-Trimethyladamantane
168.0
o ARREaE R
8.00 8.20 8.40 8.60
5000 m/z 93.10 18.86%
107.0
55.0 81.0
A T L
0“““Jw‘~“HW‘:w,JU‘ P v SIS N M
miz--> 80 100 120 140 160 180
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane R AREE R e e
163.0 8.00 8.20 8.40 8.60
m/z 55.10 17.41%
5000 107.0 Mﬁ/v
55.0 79.0
) S U P Y -
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\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 4a(2H)-Naphthalenemethanol,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.298 7.67 ng 580161 Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 60
2 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 50
3 trans,trans-3-Ethylbicyclo[4.4.0... 166 C12H22 058462-32-1 45
4 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 45
5 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 45

Abundance Scan 1056 (8.298 min): BF133299.D\data.ms (-1052) (-) m/z 177.20 100.00%
177.2

81l.1

137.2
55.1

5000 107.1

=

| ‘ | 8.00 8.20 8.40 8.60
It eprllibpe el m/z 81.10 79.89%
miz—> 20 40 60 80 100 120 140 160 180
Abundance  #43400: 4a(2H)-Naphthalenemethanol, octahydro-

5

810 137.0
50001  41.0 T
8.00 8.20 8.40 8.60
m/z 137.15 63.76%
[0} H‘M]‘-O\K.\O\“\H“\\\\%\6\8\.9‘\\\\ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41564: cis, cis-2-Ethylbicyclo[4.4.0]decane
81.0 137.0
T
166.0 8.00 8.20 8.40 8.60
5000 m/z 55.10 55.90%
55.0
109.0
; |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41581.: trans,trans-3-Ethylbicyclo[4.4.0]decane A RAR e AR RS
81.0 137.0 8.00 8.20 8.40 8.60
m/z 41.05 51.85%
5000 166.0
55.0
‘ 109.0
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\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknown8.328 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.328 2.81 ng 212478 Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 38
2 (4R*,5R*,9S*)-5,9-Dimethylspiro[... 166 C11H180 063088-19-7 25
3 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 002530-17-8 25
4 Hexadecane 226 Cl6H34 000544-76-3 22
5 Decane, 1-bromo-2-methyl- 234 C11H23Br 127839-47-8 14
Abundance Scan 1061 (8.328 min): BF133299.D\data.ms (-1059) (-) m/z 57.10 100.00%
57.1
95.1
5000 165.2
12t 8.00 8.20 8.40 8.60

I L, ‘Hm %ﬁ;oiq‘:u : Hsh ‘ “?9?:3‘ n/z 71.16  85.39%

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

Abundance #45479: Dodecane
43.0
71.0
5000 UL L B R I R B |
8.00 8.20 8.40 8.60
m/z 41.10 79.54%
‘ ‘ H 98.0 127.0 170.0
0 ‘ “ Ll \‘\ | Il L .
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41452: (4R*,5R*,9S*)-5,9-Dimethylspiro[3.5]nonan-1-on
95.0

\

N
68.0 8.00 8.20 8.40 8.60

so00| %0 m/z 43.18  79.38%

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

Abundance #41449: 2(1H)-Naphthalenone, octahydro-8a-methyl-, cis G
41.0 8.00 8.20 8.40 8.60

m/z 95.10 64.05%

3

67.0 950

5000

166.0
124.0

5,

m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF042123.M Tue May 09 14:27:30 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30

Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 5-(1-Bromo-1-methyl-ethyl)-... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.357 2.02 ng 152635 Naphthalene-d8 8.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(1-Bromo-1-methyl-ethyl)-2-met... 234 C10H19BrO 1010188-65-7 50
2 1H-Pyrrole, 1-pentyl- 137 COH15N 000699-22-9 46
3 7-Oxabicyclo[4.1.0]heptane, 1-(2... 220 C15H240 059744-12-6 22
4 0-Trifluoroacetyl-menthol 252 C12H19F302 028587-50-0 22
5 cis-4a-Methyl-decahydronaphthalene 152 C11H20 002547-26-4 16
Abundance Scan 1066 (8.357 min): BF133299.D\data.ms (-1063) (-) m/z 137.05 100.00%
81.1 137.1
55.1
5000
1111
i 800820840860
| ‘1822 . : 40 8. o
(o} e ey m/z 81.10 94.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115357: 5-(1-Bromo-1-methyl-ethyl)-2-methyl-cyclohexa
137.0
1.
41.0 81.0
5000 L L AL B LI BN B
8.00 8.20 8.40 8.60
m/z 55.10 78.18%
1070‘ ‘
O ’\}H\‘\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19334: 1H-Pyrrole, 1-pentyl-
81.0
 aamana e REARS
8.00 8.20 8.40 8.60
5000 137.0 m/z 97.10 71.88%
41.0
H 108.0
o! T R -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99346: 7-Oxabicyclo[4.1.0]heptane, 1-(2,3-dimethyl-1,3- R AN
137.0 8.00 8.20 8.40 8.60
m/z 41.10 56.77%
5000
43.0
‘ 69.0  109. (W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60

8270-BF042123.M Tue May 09 14:27:31 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30

Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 9 unknown8.392 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.392 3.93 ng 296919 Naphthalene-d8 8.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Adamantane-1-carboxylic acid 180 C11H1602 000828-51-3 38
2 1-Adamantanemethanol 166 C11H180 000770-71-8 38
3 1-Adamantanemethylamine 165 C11H1SN 017768-41-1 35
4 1-Ethyl-1(1-cyclobutylidenethyl)... 164 C12H20 1000215-13-7 30
5 N-(3-Hydroxy-2,6-dimethyl-4-pyri... 300 C18H24N202 1000260-99-3 27

Abundance Scan 1072 (8.392 min): BF133299.D\data.ms (-1069) (-) m/z 135.05 100.00%
135.1
69.1
5000 111.1
41.1
165.2 AT
H‘ ‘ 8.00 8.20 8.40 8.60 8.80
0 H_m“‘” it “‘M lh. | b by “‘19‘2‘1, m/z 69.10  56.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54668: Adamantane-1-carboxylic acid
135.0
5000 I L LU B I
8.00 8.20 8.40 8.60 8.80
79.0 m/z 111.10 45.63%
41.0 ‘ |1070 | 18?-0
0 \\‘\\\\“‘\‘\\\’\‘\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41388: 1-Adamantanemethanol
135.0
R R SRR
8.00 8.20 8.40 8.60 8.80
5000 m/z 41.10 36.28%
79.0
41.0
| ‘ ‘ 107.0 ‘ 166.0
Ot e A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40567: 1-Adamantanemethylamine R A aE R
135.0 8.00 8.20 8.40 8.60 8.80
m/z 55.10 34.23%
5000
79.0
30.0 165.0
1070
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80

8270-BF042123.M Tue May 09 14:27:32 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknown8.451 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.451 6.90 ng 521717 Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2R, (4A)S, (8A)R)-1,2,(4A),5,6... 180 C12H200 1000434-46-5 27
2 isobenzofuran, 1,3-dihydro-1,3-d... 180 C10H1203 1000404-83-6 27
3 1-Methylene-2b-hydroxymethyl-3,3... 222 C15H260 1000144-10-6 22
4 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 22
5 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 22

Abundance Scan 1082 (8.451 min): BF133299.D\data.ms (-1078) (-) m/z 149.20 100.00%

149.2
69.1

41.1
5000 125.2

©
a
=

176.2 8.20 8.40 8.60 8.80

0- m/z 69.10 79.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #54953: (1R,2R,(4A)S,(8A)R)-1,2,(4A),5,6,7,8,(8A)-Octat
149.0

%

5000 .
8.20 8.40 8.60 8.80

810 105 m/z 57.10  70.77%

41 0 ‘ 180.0
| d W “ h |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #54433: isobenzofuran, 1,3-dihydro-1,3-dimethoxy-

o

5

149.0
R EE e RmART
91.0 8.20 8.40 8.60 8.80
5000 1190 m/z 41.10 58.93%
' 179.0
51.0
2% L
0_‘””‘,”““1”‘ HH“H“‘H“"mwm‘mwmw

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

Abundance #102061: 1-Methylene-2b-hydroxymethyl-3,3-dimethyl-4k R AR
69.0 8.20 8.40 8.60 8.80

m/z 55.10 51.42%

5000
93.0

%

H‘ 1350

o_‘H,m‘_m‘HH_H‘_‘H_me‘_m_m_‘ N S ESREEES

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80

8270-BF042123.M Tue May 09 14:27:33 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30

Operator : CG\JU

Sample : 02652-01

Misc

ALS Vial 14  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3,6-Trimethyladamantane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.469 8.62 ng 651995 Naphthalene-d8 8.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 52
2 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 47
3 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 47
4 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180 004951-40-0 45
5 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 42

Abundance Scan 1085 (8.469 min): BF133299.D\data.ms (-1083) (-) m/z 163.20 100.00%
163.2
5000 107.1
81.1
41.1
133.1 ‘ 8.20 8.40 8.60 8.80
0 0: b e 10 16710 45.13%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52973: 1,3,6-Trimethyladamantane
163.0
5000 1070 LB L L LA B L B IR
8.20 8.40 8.60 8.80
55,0 81.0 m/z 95.10  36.29%
135.0
O' “\“U\\““\\\‘\‘\\‘\\’\\\\“\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
T
8.20 8.40 8.60 8.80
5000 107.0 m/z 81.10 33.83%
55"0 8o | 135.0 |
(O \H“m\“wH‘H‘\H‘\‘mu,mu“uu‘\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane e ARRamEEsS S
163.0 8.20 8.40 8.60 8.80
m/z 164.20 31.47%
5000 107.0
B I ol I I~ - T A Ol
m/z--> 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF042123.M Tue May 09 14:27:34 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknown8.510 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.510 2.33 ng 176506  Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 45
2 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 38
3 3-Methoxy-6-methyl-6H-pyrazolo[4... 165 C6H7N50 ©37526-57-1 35
4 2(3H)-Benzofuranone, 3a,4,5,6-te... 180 C11H1602 016778-26-0 30
5 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C1@H18 061142-31-2 25
Abundance Scan 1092 (8.510 min): BF133299.D\data.ms (-1090) (-) m/z 165.20 100.00%

95.1 165.2
5000 55.1
e EEAAREwEEEE R
A - # | 11“3'113‘7'1 | 8.20 8.40 8.60 8.80

0388w TR L b L 11930 s es 10 8o.e3%

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

Abundance #55020: cis,cis-2,9-Dimethylspiro[5.5]undecane

95.0
55.0
5000 L B LR B B
123.0 180.0 8.20 8.40 8.60 8.80
m/z 81.10 76.87%
0151.0 1
m/z--> 40 60 80 100 120 140 160 180
Abundance  #55024: trans,cis-2,8-Dimethylspiro[5.5]undecane
95.0
 RARREEEE
8.20 8.40 8.60 8.80
5000 m/z 109.10 76.69%
55.0 137.0
180.0
0
m/z--> 40 60 80 100 120 140 160 180
Abundance #40657: 3-Methoxy-6-methyl-6H-pyrazolo[4,3-E][1,2,4]triz R B
165.0 8.20 8.40 8.60 8.80
95.0 m/z 55.18 42.04%
5000 137.0
42.0
M | | |
0 e R R RNEEE
m/z--> 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF042123.M Tue May 09 14:27:34 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 2-n-butyladamantane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.551 2.61 ng 197304  Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-n-butyladamantane 192 C14H24 014449-43-5 70
2 1-Ethyladamantane 164 C12H20 000770-69-4 58
3 1-Ethyl-1(1-cyclobutylidenethyl)... 164 C12H20 1000215-13-7 58
4 1-Adamantanemethanol 166 C11H180 000770-71-8 53
5 1-Adamantyl isothiocyanate 193 C11H15NS 004411-26-1 53

Abundance Scan 1099 (8.551 min): BF133299.D\data.ms (-1097) (-) m/z 135.05 100.00%
135.1

&

5000
69.1
o 1642 520840860880
A — J\U‘ Ay M‘ . ‘”‘]l:?’mm - ‘ 208 7 ee.10 34.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66969: 2-n-butyladamantane
135.0
5000 L L B L BN BN R B
29.0 8.20 8.40 8.60 8.80
400 : 1920 m/z 79.10  23.30%
‘ ‘ ‘ ‘ 107.0 ’
O‘\\\\“\\\“\“\‘w\\“}\\‘H\‘\‘\\\‘\\\1‘\\\\‘\\\\‘\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39757: 1-Ethyladamantane
135.0
-
8.20 8.40 8.60 8.80
5000 m/z 41.10 21.15%
79.0
a0 | 1070 1640
o EACEVROCSTHRERS ML THESEY WIS SMSESUSSISS [t NS
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #39815: 1-Ethyl-1(1-cyclobutylidenethyl)cyclobutane T
135.0 8.20 8.40 8.60 8.80

m/z 93.10 19.71%

5000

%

55.0 |70 16?.0
O ek e e e e e e
miz-> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

79.0
| \“M

8270-BF042123.M Tue May 09 14:27:35 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1,3,4-Trimethyladamantane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.639 9.16 ng 692271 Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 55
2 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 43
3 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180 004951-40-0 38
4 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO02 006588-68-7 38
5 Silane, triethoxymethyl- 178 C7H1803Si 002031-67-6 35

Abundance Scan 1114 (8.639 min): BF133299.D\data.ms (-1109) (-) m/z 163.15 100.00%
168.2

%

5000 81.1
55.1 107.1
R AR R
‘ ‘ ‘ 135.1 H 8.40 8.60 8.80 9.00
0 _m‘_u“ HM ‘wmm ‘M“w ‘MH I “MH‘H?’%%HH m/z 81.10 41.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52974: 1,3,4-Trimethyladamantane
163.0
5000 L B LA LA BN B U
107.0 8.40 8.60 8.80 9.00
m/z 95.10 40.79%
550 g1, /
O‘\\\\‘\\\‘}“\\\\H“H\\M“\‘\‘U\\‘\\\\‘q“\\‘!\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
R ERRRRE R
8.40 8.60 8.80 9.00
5000 107.0 m/z 93.10 37.03%
8.0 79.0 | 1350 |
0“‘H“HW,MMNL‘WWdluﬂ‘u“u“_“ﬁ“u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #52910: 2-Propenal, 3-(2,6,6-trimethyl-1-cyclohexen-1-yl R AAAN R R
163.0 8.40 8.60 8.80 9.00

m/z 107.10  29.14%

5000

41.0 930 4210
oL \‘ \‘\ H\\ \m R ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

%.

8270-BF042123.M Tue May 09 14:27:36 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknown8.692 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.692 6.94 ng 524659 Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, dimethyl(dimethyl(undec-... 346 C17H3803Si2 1000347-94-8 32
2 trans-.beta.-Ionone 192 C13H200 000079-77-6 27
3 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 25
4 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 22
5 p-Aminophenyl trifluoromethyl ether 177 C7H6F3NO 000461-82-5 22

Abundance Scan 1123 (8.692 min): BF133299.D\data.ms (-1120) (-) m/z 177.20 100.00%

177.2
107.1
55.1
5000
h ‘ 8.40 8.60 8.80 9.00
0! ﬂbWwW;LWN e m/z 107.10 66.15%
miz--> 50 100 150 200 250 300
Abundance #255228: Silane, dimethyl(dimethyl(undec-2-enyloxy)silyl
177.0
5000 L B L B L LN B
8.40 8.60 8.80 9.00
133.0 m/z 55.10 53.07%
ol 240 s10 L 300.0 346
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #66859: trans-.beta.-lonone
177.0
A AEEmEEEE e
8.40 8.60 8.80 9.00
5000 43.0 m/z 149.20 50.82%
91.0 1350
o] mm— \“ ‘\H“m“ H‘\ ‘M‘“H‘\‘ H“”\ ‘\“\‘ “ TR N R
m/iz--> 50 100 150 200 250 300
Abundance #66984: 1,3,5,6-Tetramethyladamantane A
177.0 8.40 8.60 8.80 9.00
m/z 41.10 50.08%
5000 121.0
55.0
m/z--> 50 100 150 200 250 300 8.40 8.60 8.80 9.00

8270-BF042123.M Tue May 09 14:27:37 2023
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50823\
BF133299.D

: 08 May 2023 17:30

: CG\JU

: 02652-01

: 14  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF042123 .M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion 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 unknown8.751

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.751 4.12 ng 311147 Naphthalene-d8 8.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 27
2 4,7(1H,8H)-Pteridinedione, 2-amino- 179 C6H5N502 000529-69-1 27
3 3,5-Octadiene, 4,5-diethyl-3,6-d... 194 C14H26 061233-79-2 25
4 Tricyclo[4.3.1.1(3,8)]undecane, ... 180 C12H200 021898-92-0 25
5 2-propanone, 2-(5-nitro-2-pyridi... 194 C8H10N402 1000395-99-3 14
Abundance Scan 1133 (8.751 min): BF133299.D\data.ms (-1131) (-)| [ m/z 179.20 100.00%
179.2
109.1
69.1
5000 411
PR
‘ ‘ H 138.1 | 8.40 8.60 8.80 9.00
O el Sl B k2081 100,10 73.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85386: Naphthalene, decahydro-1,6-dimethyl-4-(1-meth
109.0
41.0
5000 81.0 165.0 A R
8.40 8.60 8.80 9.00
m/z 69.10  58.80%
O\\\\‘\”‘\\“\\\\‘\1‘\\H“\\\‘\“\\\\‘h\\\‘\\\\‘!\\\‘\\\\2‘\0\8\(\]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53997: 4,7(1H,8H)-Pteridinedione, 2-amino-
179.0
SRR RRR AR
8.40 8.60 8.80 9.00
5000 m/z 55.10 53.84%
43.0
109.0 .
‘ 68.0 | lsﬂo
ob 18l bl b b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69417: 3,5-Octadiene, 4,5-diethyl-3,6-dimethyl- e A RARESREE
41.0 109.0 165.0 8.40 8.60 8.80 9.00
81.0 m/z 81.10 49.28%
5000
137.0 194.0
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\BF050823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30

Operator : CG\JU

Sample : 02652-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 17 28-Nor-17.beta.(H)-hopane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.374 6.05 ng 491916  Perylene-di12 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 80
2 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 76
3 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 64
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 46
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl... 342 C15H18N8S 1000276-08-2 43

Abundance Scan 2429 (16.374 min): BF133299.D\data.ms (-2426) (-] ' m/z 191.20 100.00%
191.2
5000
“ “ 16.00 16.50
397.4 : :
ol h“W‘“%K"Muwmu‘?$?%§?§?§§31“““‘ m/z 95.10 37.68%
mlz--> 100 150 200 250 300 350 400
Abundance #301378: 28-Nor-17.beta.(H)-hopane
191.0
5000 — —
109.0 16.00 16.50
398.0 m/Z 123.10 26.26%
260.0
0 L ‘ LI ““ “ \‘\‘\ ““\L T \“ 1 L ‘???lp“\ T \L\“ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone
191.0
— —r
16.00 16.50
500028.0 m/z 81.10 25.81%
135.0
lme
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane — ——
191.0 16.00 16.50
m/z 109.10 24.41%
69.0
5000
123.0
“ 412.0
SEREA TR ARRO NN T CTE R Ui
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50823\
Data File : BF133299.D

Acqg On : 08 May 2023 17:30
Operator : CG\JU

Sample : 02652-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Pentanone, 4-... 4.893 21.3 ng 1028350 1 6.722 964672 20.0
Naphthalene, de... 7.645 2.4 ng 181342 2 8.004 1512020 20.0
1,4-Dimethylada... 8.057 2.3 ng 175345 2 8.004 1512020 20.0
Pyridine, penta... 8.239 2.7 ng 205563 2 8.004 1512020 20.0
1,3,5-Trimethyl... 8.269 2.0 ng 152105 2 8.004 1512020 20.0
4a(2H)-Naphthal... 8.298 7.7 ng 580161 2 8.004 1512020 20.0
unknown8.328 8.328 2.8 ng 212478 2 8.004 1512020 20.0
5-(1-Bromo-1-me... 8.357 2.0 ng 152635 2 8.004 1512020 20.0
unknown8.392 8.392 3.9 ng 296919 2 8.004 1512020 20.0
unknown8.451 8.451 6.9 ng 521717 2 8.004 1512020 20.0
1,3,6-Trimethyl... 8.469 8.6 ng 651995 2 8.004 1512020 20.0
unknown8.510 8.510 2.3 ng 176506 2 8.004 1512020 20.0
2-n-butyladaman... 8.551 2.6 ng 197304 2 8.004 1512020 20.0
1,3,4-Trimethyl... 8.639 9.2 ng 692271 2 8.004 1512020 20.0
unknown8.692 8.692 6.9 ng 524659 2 8.004 1512020 20.0
unknown8.751 8.751 4.1 ng 311147 2 8.004 1512020 20.0
28-Nor-17.beta.... 16.374 6.0 ng 491916 6 15.321 1626370 20.0
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