LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8070.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.411 353 361 373 rBV 1652701 2457792 23.54%  3.825%
2 6.999 621 631 645 rBV 1580152 2613971 25.03% 4.069%
3 7.822 762 771 778 rBV 498847 781530 7.48% 1.216%
4 8.981 960 968 976 rBV 1040164 1722989 16.50% 2.682%
5 10.616 1236 1246 1256 rVB 639087 1355504 12.98% 2.110%

6 10.752 1263 1269 1274 rVB2 129463 236020 2
7 11.169 1335 1340 1344 rBV 145226 270971 2
8 11.322 1361 1366 1372 rVB2 309455 553186 5.30%
9 11.387 1372 1377 1382 rBV5 134136 271614 2
10 11.534 1398 1402 1406 rBV3 123538 235303 2

OO0
0
o)}
iy
R

11 11.675 1421 1426 1428 rBvV2 189601 337629 3.23%
12 11.716 1429 1433 1441 rVB3 371821 792949  7.59%
13 12.363 1538 1543 1549 rBV 626595 1190643 11.40%
14 12.499 1562 1566 1570 rBv4 261848 494444  4.73%
15 12.834 1618 1623 1629 rBV7 589179 1457939 13.96%

NORRERPRO
o]
Ul
w
B

16 12.910 1632 1636 1642 rVV4 1146052 2118721 20.29%
17 12.969 1643 1646 1652 rVB4 690690 1282585 12.28%
18 13.087 1659 1666 1671 rBV2 2679768 5381566 51.54%
19 13.257 1690 1695 1702 rBV 2266048 3870300 37.06%
20 13.898 1800 1804 1809 rBV 3461171 5163508 49.45%

00 O 0L W
w
N
(o))
R

21 14.222 1855 1859 1865 rBV5 1895683 4098905 39.25%
22 14.316 1871 1875 1881 rVB 4948928 7815894 74.85% 12.165%
23 14.451 1893 1898 1902 rBV 2748078 5785463 55.40%
24 21.233 3049 3051 3056 rVB 1554245 1747456 16.73% 2.720%
25 21.992 3175 3180 3186 rVB2 7795537 10442536 100.00% 16.254%
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26 23.710 3467 3472 3480 rVB2 917934 1768188 16.93% 2.752%

Sum of corrected areas: 64247606
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

2e+07

1.5e+07

le+07

5000000

0
Time-->
Abundance

2e+07

1.5e+07

1le+07

5000000

: 20 Nov 2021 22:13
: CG/IU
: M4766-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
BP008070.D

: 18 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BP008070.D\data.ms

5.411 6.999

7822 s 10,1651 16AAGHTS

3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: BP0O08070.D\data.ms

0

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BP008070.D\data.ms

21.992

21.233

23.710

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Tricyclo[4.3.1.1(3,8)]undec... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.752 3.48 ng 236020 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Added stereo to name 164 C12H20 024145-89-9 87
2 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 87
3 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 87
4 Tricyclo[4.3.1.1(3,8)]undecane-1... 208 C13H2002 031083-60-0 64
5 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 64

Abundance Scan 1269 (10.752 min): BP008070.D\data.ms (-1263) (- m/z 149.00 100.00%
149.0

S—

5000
67.0 T =71
“\“\‘ 2079 281.0 368.9 . 10.50 11.00
bbbty L2070 L 30804288 543F  n/z 93,65  36.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39761: Added stereo to name
149.0
5000 e e
10.50 11.00
81% m/z 67.00 18.74%
O‘\\\\“J‘I\J‘\”\‘I\H“L\\\\‘\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
P e
10.50 11.00
5000 ITI/Z 81.10 18.13%
41.0
0“WwWﬁWAJMM‘ M“_"W“‘W“H,‘H‘,‘H“H“_“‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39800: 1,4-Dimethyladamantane (isomer 1) —— ——
149.0 10.50 11.00
m/z 79.00 15.61%
5000
41.0
o_‘Mg”wlu‘wuuuJm‘uH‘mWm‘m“mWm_m_ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 1,4-Dimethyladamantane (iso... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.169 4.00 ng 270971 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 90
2 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 87
3 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 74
4 Adamantane, 1-isothiocyanato-3-m... 207 C12H17NS 136860-48-5 64
5 Added stereo to name 164 C12H20 024145-89-9 59

Abundance Scan 1340 (11.169 min): BP008070.D\data.ms (-1335) (- m/z 149.05 100.00%

149.1
5000
79. —— —
‘ 11.00 11.50
0 J‘ ‘JL\JM‘“ bikol) 20912691 ' 354.84124471.75341 /7 93 19  30.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 b e
41.0 11.00 11.50
m/z 79.00 20.58%
0‘\\H\‘\“lu\d‘\w\l“‘l\\‘\\ \‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
—r —
11.00 11.50
5000 m/z 107.00  17.63%
41.0
O‘HWLWWLﬂéu “‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52978: 1-Methyl-3-ethyladamantane S ——
149.0 11.00 11.50
m/z 41.00 14.69%
o /ﬂwv%vakaAjhmﬁwﬁ$f
79#
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Benzaldehyde butyl isopenty... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.322 8.16 ng 553186 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde butyl isopentyl acetal 250 C16H2602 1000431-62-0 64
2 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 43
3 1,3-Dimethyl-5-n-hexyladamantane 248 C18H32 052873-50-4 43
4 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 38
5 2-Oxazolidinone, 4-methyl-5-phenyl- 177 C10H11NO2 054418-69-8 38

Abundance Scan 1366 (11.322 min): BP008070.D\data.ms (-1361) (- m/z 163.10 100.00%

168.1
5000
93.0
— —
“ “H 11.00 11.50
0k Wm“t bl A4 222:32811 355.1415.1 4995  m/z 177.20  90.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135974: Benzaldehyde butyl isopentyl acetal
107.0
5000 - — ‘#Db¥
1y77.0 11.00 11.50
41.0 m/z 107.05 59.36%
O \\‘\‘\\l”\\“l\!“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
- T
11.00 11.50
5000 ITI/Z 121.10 41.28%
93.
0 \\\“‘L\“‘\W‘\““‘\\\Hw‘m‘u‘\u\‘\\\\‘\\H‘HHWHWHWH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #133594: 1,3-Dimethyl-5-n-hexyladamantane - 7
163.0 11.00 11.50
m/z 93.05 32.34%
- M
9&#
o N R — =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownll.387 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.387 4.01 ng 271614  Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,3a,4-trim... 208 C15H28 031230-13-4 47
2 Bicyclo[4.1.0]heptane, 3-methyl-... 180 C13H24 041977-48-4 46
3 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 41
4 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 41
5 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 41

Abundance Scan 1377 (11.387 min): BPO08070.D\data.ms (-1372) (- m/z 81.05 100.00%

81.0
165.1
5000
P P
LKL ’ 3249 we sste
ol MMM LY, 267.8324.9 4012 4897546 ./, 95.10  93.93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85388: 1H-Indene, octahydro-2,3a,4-trimethyl-2-(1-meth
109.0165.0
5000 41.0 — —
11.00 11.50
‘ m/z 55.00 85.06%
O \‘\“‘H\“\” \m’J \\\J‘\““\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #55026: Bicyclo[4.1.0]nheptane, 3-methyl-7-pentyl-
81.0
P P
11.00 11.50
5000 m/z 109.10  80.34%
“ 180.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane — ——
95.0 11.00 11.50
m/z 165.10 76.52%
166.0
B M
Oy aa S
m/z--> 50 100 150 200 250 300 350 400 450 500 11.00 11.50

8270E-BP111921.M Mon Nov 22 14:24:29 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownll.534 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.534 3.47 ng 235303  Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane-1-carboxylic acid 180 C11H1602 000828-51-3 41
2 Adamantane, 1-thiocyanatomethyl- 207 C12H17NS 1000304-65-8 38
3 2-Aminopurine 135 C5H5N5 000452-06-2 38
4 1-Adamantanethiol 168 C1OH16S 034301-54-7 35
5 1-Adamantanemethylamine 165 C11H1SN 017768-41-1 35

Abundance Scan 1402 (11.534 min): BPO08070.D\data.ms (-1398) (-~ m/z 135.05 100.00%
135.1

-

5000
55.0
T \
L oo [
ol hLALLLLL PO6.9 280.9343.0 424.7482.8544.0 ./, g1 19  38.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54667: Adamantane-1-carboxylic acid
135.0
5000 — :
11.50
m/z 95.10 38.36%
41.0‘
0‘\\JJ\LI‘f”\lL\‘\I\J‘J\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83910: Adamantane, 1-thiocyanatomethyl-
135.0
T \
11.50
5000 m/z 55.00 34.73%
41.0
ol one
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17685: 2-Aminopurine T
135.0 11.50
m/z 165.10 32.38%
5000
28.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Adamantane, 1,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.675 4.98 ng 337629 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 59
2 Added stereo to name 164 C12H20 024145-88-8 59
3 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 59
4 Tricyclo[4.3.1.1(3,8)]undecane, ... 228 C11H17Br 021898-96-4 50
5 1H-Purin-6-amine, N-methyl- 149 C6H7N5 000443-72-1 50

Abundance Scan 1426 (11.675 min): BP008070.D\data.ms (-1421) (- m/z 149.05 100.00%
149.1

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

5000
69.1
\J”“\‘ 11.50 12.00
O AL 1,,208,1267.9326 8 399.1 4696 5408 ./, 93 00  38.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
5000 — ——
11.50 12.00
41.0 m/z 95.10 30.08%
0‘\\“\‘\‘“J\A%U\J\“‘l\\\\ \‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39760: Added stereo to name
149.0
—— —
11.50 12.00
5000 m/z 69.10 19.20%
oww“u'}\‘u" ‘Hm ““““, M
—— —

Abundance #52978: 1-Methyl-3-ethyladamantane
149.0 11.50 12.00
m/z 107.10 17.46%
5000
79. Jﬁ
] o —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 1,3,5-Trimethyladamantane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.716 11.70 ng 792949  Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 64
2 1,5-Dimethylbicyclo(3.2.2)non-3-... 164 C11H160 1000426-97-9 35
3 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 35
4 Pyrido[2,3-d]pyridazine-5(6H)-th... 163 C7H5N3S 015370-85-1 22
5 2-Butanone, 4-(4-hydroxyphenyl)- 164 C10H1202 005471-51-2 18

Abundance Scan 1433 (11.716 min): BP008070.D\data.ms (-1429) (- m/z 163.10 100.00%

163.1
5000
93 T ‘ T T ‘ T
| “ M | ‘ 11.50 12.00
ol diibdliily, 2693 sss04162 5198 107 16 s).43
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52975: 1,3,5-Trimethyladamantane
163.0
5000 T ——
11.50 12.00
m/z 164.10 26.38%
93.0
0 H\\"d'\““u‘ﬂw\!‘\‘\“\‘\‘H‘HH‘\\\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #39652: 1,5-Dimethylbicyclo(3.2.2)non-3-en-20ne
107.0
Py —
11.50 12.00
5000 m/z 93.00 24.22%
18.0
L
0 H‘H,“u‘h‘“ S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52974: 1,3,4-Trimethyladamantane T —
163.0 11.50 12.00
m/z 81.10 23.97%
5000
93.T
oLl B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknownl2.363 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.363 17.57 ng 1190640 Naphthalene-ds 10.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 35
»7(1H,8H)-Pteridinedione, 2-amino- 179 C6H5N502 000529-69-1 27
,5-Dimethyl-1-adamantanol 180 C12H200 000707-37-9 22
ricyclo[4.3.1.1(3,8)]undecane, ... 180 C12H200 021898-92-0 18
ricyclo[4.3.1.1(3,8)]undecane, ... 180 C12H200 021898-95-3 15

uih wNnPE
A 4 wWwhN

Abundance Scan 1543 (12.363 min): BP008070.D\data.ms (-1538) (- m/z 179.15 100.00%

1762
109.1
5000 41.
4 -
IH}J | 12.00 12.50
ol ks 14y 2563 34114031 4973 /5 199,10 64.41%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69345: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,!

e

179.0
5000 — —
69.0 12.00 12.50
m/z 69.10 55.16%
O‘\\H\l“\lLU\m\N"J‘\"\H\h\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53997: 4,7(1H,8H)-Pteridinedione, 2-amino-
179.0
— —r
12.00 12.50
5000 m/z 55.05 52.02%
470 109.0
ok MHWALx"HM,H R S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #54879: 3,5-Dimethyl-1-adamantanol — ——
109.0 12.00 12.50
m/z 95.10 46.80%
5000
41.0 180.0
oH’m, b ey || e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl2.499 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.499 7.30 ng 494444  Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,cis-2,8-Dimethylspiro[5.5]un... 180 C13H24 095530-75-9 46
2 2-(2-Hydroxycyclooctyl)-furan 194 C12H1802 115754-90-0 30
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 27
4 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 25
5 cis,trans-1,9-Dimethylspiro[5.5]... 180 C13H24 1000111-73-3 22

Abundance Scan 1566 (12.499 min): BP008070.D\data.ms (-1562) (-  m/z 95.10 100.00%

Joe . .
191.2
5000
b e
| \HM IH | 280934274000 4908547 1250
ou,u“” b P T T T e T m/z 81.10  85.92%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #55019: cis,cis-2,8-Dimethylspiro[5.5]undecane
95.0
5000 1
12.50
} 180.0 m/z 55.05 66.03%
O\\’\\\\“\\h\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #69031: 2-(2-Hydroxycyclooctyl)-furan
95.0
e
12.50
5000 m/z 191.20 65.52%
3% ‘ 166.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #270196: Anthracene, 9-dodecyltetradecahydro- =
191.0 12.50
95.0 m/z 109.10  64.90%
- M
JM | 2640 009
0H,H“Lsm‘”‘wm_m_mwuH_\MWHWH‘HH_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl2.834 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.834 5.04 ng 1457940  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 42
2 cis,cis-2,9-Dimethylspiro[5.5]un... 188 C13H24 095472-51-8 41
3 2-(2-Hydroxycyclooctyl)-furan 194 C12H1802 115754-90-0 38
4 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 30
5 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C1@H18 061142-30-1 27

Abundance Scan 1623 (12.834 min): BP008070.D\data.ms (-1618) (- m/z 81.10 100.00%

81.1
179.2
5000
— ——
Imi!
o AL L) 28183409 407.1 4990 n/p 979,15 70.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 — —
12.50 13.00
m/z 95.10 67.10%
L5.
O‘\\\PU"\U\“\‘ \H‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #55020: cis,cis-2,9-Dimethylspiro[5.5]undecane
95.0

L

“ T
12.50 13.00

5000 m/z 55.05 64.92%
180.0

\

L

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69031: 2-(2-Hydroxycyclooctyl)-furan P —
95.0 12.50 13.00
m/z 41.10 49.59%
5000
‘ 166.0
L SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl2.910 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.910 7.32 ng 2118720  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 46
2 Thujone 152 C10H160 000546-80-5 38
3 (7-Oxabicyclo[4.1.0]heptan-3-yl)... 252 C14H2004 1000473-40-7 35
4 Cyclopentane, 1-ethenyl-3-ethyl-... 138 C10H18 055170-98-4 35
5 Cyclopentanecarboxylic acid, 3-e... 154 C9H1402 108451-44-1 27
Abundance Scan 1636 (12.910 min): BP008070.D\data.ms (-1632) (- m/z 81.10 100.00%
81.1
179.2
5000
——
WLy
ol W_U Al [y 28722991 402.2462.0522.2 /7 179.20  77.45%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 1
13.00
m/z 149.05 55.02%
Ol‘-\s\.\PU‘IU\M‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29047: Thujone
81.0
——
13.00
5000 m/z 69.10 49,96%
15. ‘ 152.0
o] WMMH‘H“HHW‘ww‘Hwm,w,w,w_
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #137968: (7 Oxabicyclo[4.1.0]heptan-3-yl)methyl 7-oxabi T
81.0 13.00
m/z 55.00  49.90%
. /\/\/‘M
3.0
owﬂpHJh}”J}%‘H .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl12.969 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.969 4.43 ng 1282590  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexylbicyclo[2.2.2]octane 194 C14H26 1000435-94-2 41
2 Benzo(b)thiophene-2-carboxamide 177 C9H7NOS 006314-42-7 22
3 Benzothiophene-3-carboxamide 177 C9H7NOS 1000262-24-0 22
4 Cyclohexanol, 3-ethenyl-3-methyl... 222 C15H260 035727-45-8 11
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 11
Abundance Scan 1646 (12.969 min): BP008070.D\data.ms (-1643) (- m/z 161.10 100.00%
161.1
55.1
5000
H‘ ‘W“‘\M \2371297535724191 518.5 1&00
0 ‘ WL ) 52 Cor 909 99 L S0t 2392 m/z 177.10  84.20%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #69398: 1-Hexylbicyclo[2.2.2]octane
67.0
5000 T
13.00
194.0 m/z 149.85  75.85%
Ifllid
O \\\H\‘I"\JU\H“\\l\‘\’\\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52237: Benzo(b)thiophene-2-carboxamide
161.0
P
13.00
5000 89.0 m/z 55.10  73.26%
018(””", M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52230: Benzothiophene-3-carboxamide ——
161.0 13.00
m/z 81.10 72.19%
5000 89.0 /V\/vvvaJkﬂk/\ﬂvj\/\fJ
0 ‘l, —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.257 13.38 ng 3870300  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 93
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 46
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 43
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 38

Abundance Scan 1695 (13.257 min): BP008070.D\data.ms (-1690) (- m/z 193.20 100.00%
198.2

5000 55.0 123.1

L J\ M \‘

‘\\\\’\\\\‘“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

-

T ‘ T T ‘ T
| ‘ 13.00 13.50
i) 250.9313.0372.24382 5355 oo o0 e oay

o

3

198.0
123.0
5000 — —
55, 13.00 13.50
m/z 95.10 42.51%
O‘\\\\"\h“\\“‘Jf“\\}\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
1938.0
—r —
123.0 13.00 13.50
5000 m/z 55.05 41.76%
420 | W
] S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe P ——
123.0 1938.0 13.00 13.50
m/z 69.10 36.49%

41.0
5000

g

/] J}l H J h J L

\ 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Borinic acid, diethyl-, 3,3... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.898 17.85 ng 5163510 Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 50
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
4 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
5 2-Anthracenamine 193 C14H11N 000613-13-8 38
Abundance Scan 1804 (13.898 min): BP008070.D\data.ms (-1800) (- m/z 193.20 100.00%
198.2
5000
69.1
= P
’ ‘ ” h L 13.50 14.00
0 MM »_m LA 299:9306.5  384.1443.7500.9  m/z 69.1@  33.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe
123.0 193.0
41.0
5000 — —
13.50 14.00
” m/z 123.10  31.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
P P
13.50 14.00
5000{ 55.0 m/z 83.10 26.87%
0 HI\JIHW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene P ——
198.0 13.50 14.00
m/z 109.10 24.83%
123.0
5000
55.
oHw}uwm‘\W‘MWWH_m‘wwww — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl14.222 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.222 14.17 ng 4098910  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 43
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 42
3 2-Anthracenamine 193 C14H11N 000613-13-8 38
4 1-Anthracenamine 193 C14H11N 000610-49-1 30
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 25

Abundance Scan 1859 (14.222 min): BP008070.D\data.ms (-1855) (- m/z 193.20 100.00%

193.2
109.1
41.1
5000
P e
L]
o AALRRA L, 2819 355.14191 5090 47 199,10  77.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67959: 4-[(2-Fluorophenyl)methyl]piperidine
56.0 198.0
5000 — —
14.00 14.50
135.0 m/z 69.10 71.17%
O‘\’lll[ ‘l\“l\n‘\‘lh\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
P e
14.00 14.50
5000 m/z 95.10  69.04%
0l l‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68072: 2-Anthracenamine —— —
193.0 14.00 14.50
m/z 97.10 62.23%
5000
97.0
O] B N AT O S ——— —r— —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP111921.M Mon Nov 22 14:24:37 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl4.316 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.316  27.02 ng 7815890  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 70
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 45
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
4 Iminostilbene 193 C14H11N 000256-96-2 38
5 1-Indolinecarboxaldehyde, 2-hydr... 193 C10H11NO3 013303-70-3 38

Abundance Scan 1875 (14.316 min): BP008070.D\data.ms (-1871) (- m/z 193.20 100.00%

198.2
5000 97.1

“ " | 14.00 14:50
o} W,H‘L Alliy, | 2528 327.138644487 5351 ./, 97,16  39.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000
55. 1400 1450
m/z 109.10 37.31%
0 ‘H \ \M ‘ L

‘\H\’\H\‘1!\\[\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

1938.0
— —
14.00 14.50
5000{ 55.0 m/z 69.10  33.64%
o“,”‘f’“‘h%**l S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone — —
198.0 14.00 14.50
m/z 95.10  29.32%
123.0
5000
42.0 ‘
0 et bk e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Strychnidin-10-one, 2,3-dim... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.992 119.52 ng 10442500  Chrysene-di12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 72
2 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 53
3 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 50
4 6,9-Methanobenzo[h]pentaphene-5,... 410 C27H2204 057427-50-6 40
5 2'-Hydroxy-3,3',4"'-trimethoxycha... 410 C20H17F306 1010453-84-8 38

Abundance Scan 3180 (21.992 min): BP008070.D\data.ms (-3175) (- m/z 410.30 100.00%
410.3

5000
57.1

190.1 22.00

307.2
e )] 24008072 || 471858361 ., 57.19  33.04%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.0

o

5000 T
22.00
m/z 411.35 31.87%

150 /013502030 280.0 5o01

0' LY_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FF
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #307837: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-di
410.0

22.00
5000 m/z 395.30 30.19%

326.0

43.0 165.0 \ ‘ ‘ l‘ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)- i
410.0 22.00

m/z 190.10 11.76%

o

5000

oL 56.0 134.0198.0 266.0 3380
B itV VRN H ==

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

8270E-BP111921.M Mon Nov 22 14:24:38 2021 Page: 19



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0@8070.D

Acqg On : 20 Nov 2021 22:13
Operator : CG/JU

Sample : M4766-05

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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|
Tricyclo[4.3.1.... 10.752 3.5 ng 236020 2 10.616 1355500 20.0
1,4-Dimethylada... 11.169 4.0 ng 270971 2 10.616 1355500 20.0
Benzaldehyde bu... 11.322 8.2 ng 553186 2 10.616 1355500 20.0
unknown11. 387 11.387 4.0 ng 271614 2 10.616 1355500 20.0
unknownl11.534 11.534 3.5 ng 235303 2 10.616 1355500 20.0
Adamantane, 1,3... 11.675 5.0 ng 337629 2 10.616 1355500 20.0
1,3,5-Trimethyl... 11.716 11.7 ng 792949 2 10.616 1355500 20.0
unknownl12.363 12.363 17.6 ng 1190640 2 10.616 1355500 20.0
unknown12.499 12.499 7.3 ng 494444 2 10.616 1355500 20.0
unknownl12.834 12.834 5.0 ng 1457940 3 14.475 5785460 20.0
unknown12.910 12.910 7.3 ng 2118720 3 14.475 5785460 20.0
unknown12.969 12.969 4.4 ng 1282590 3 14.475 5785460 20.0
Decahydro-1,1,4... 13.257 13.4 ng 3870300 3 14.475 5785460 20.0
Borinic acid, d... 13.898 17.9 ng 5163510 3 14.475 5785460 20.0
unknown14.222 14.222 14.2 ng 4098910 3 14.475 5785460 20.0
unknownl4.316 14.316 27.0 ng 7815890 3 14.475 5785460 20.0
Strychnidin-10-... 21.992 119.5 ng 10442500 5 21.327 1747460 20.0
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