LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc : P015-SS008-0006-01

ALS Vvial : 17 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128661.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.034 463 467 472 rVB 78972 91206 4.52% 0.636%
2 5.475 538 542 554 rBV 1461997 1617051 80.19% 11.280%
3 6.486 711 714 725 rBV 1617233 1622928 80.48% 11.321%
4 6.822 767 771 774 rBV 696791 521255 25.85% 3.636%
5 7.386 862 867 870 rBV 1253825 1135088 56.29% 7.918%

6 8.104 985 989 993 rBV 803282 639554 31.72% 4.461%
7 9.180 1168 1172 1176 rBV 2256721 2016504 100.00% 14.067%
8 9.863 1284 1288 1291 rBvV 850063 696120 34.52% 4.856%
9 10.651 1418 1422 1426 rBV 1355315 1166354 57.84% 8.136%
10 11.351 1537 1541 1544 rBV 787264 668680 33.16% 4.665%
11 11.880 1628 1631 1634 rBV 130609 111594 5.53% 0.778%
12 11.916 1634 1637 1640 rVB 113710 97226 4.82% 0.678%
13 12.668 1761 1765 1772 rBV2 96991 101865 5.05% 0.711%
14 12.939 18607 1811 1814 rBV 1954202 1604537 79.57% 11.193%
15 13.798 1954 1957 1962 rVB 46066 45708 2.27% 0.319%
16 13.910 1969 1976 1984 rBV7 38777 133114 6.60% 0.929%
17 13.992 1984 1990 1993 rVB2 584588 616379 30.57% 4.300%
18 14.086 2001 2006 2010 rBV 171855 197335 9.79% 1.377%
19 14.127 2010 2013 2016 rVV 68013 67100 3.33% 0.468%
20 14.168 2016 2020 2022 rVV2 105170 97002 4.81% 0.677%
21 14.198 2022 2025 2027 rVV2 38112 38177 1.89% 0.266%
22 14.221 2027 2029 2032 rVB 41243 32949 1.63% 0.230%
23 14.374 2050 2055 2056 rBV3 19177 24860 1.23% 0.173%
24 14.468 2068 2071 2074 rVB2 29228 29721 1.47% 0.207%
25 15.115 2178 2181 2184 rBV 28204 28916 1.43% 0.202%
26 15.457 2234 2239 2243 rBV 407459 483307 23.97% 3.372%
27 15.933 2316 2320 2324 rVB 37444 53316 2.64% 0.372%
28 16.727 2452 2455 2462 rVB5 24791 40312 2.00% 0.281%
29 17.027 2501 2506 2512 rBV3 30985 64145 3.18% 0.447%
30 17.262 2541 2546 2554 rVB7 52276 113106 5.61% 0.789%
31 18.009 2667 2673 2677 rVB9 15782 35526 1.76% 0.248%
32 18.521 2754 2760 2780 rVB9 34788 144106 7.15% 1.005%
Sum of corrected areas: 14335041
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LSC Report - Integrated Chromatogram

P015-SS008-0006-01

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10

Misc

ALS vial : 17 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-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc P015-SS008-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.034 3.50 ng 91206 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 467 (5.034 min): BF128661.D\data.ms (-463) (-) m/z 43.05 100.00%

43.0
59.0
5000
101.1
4.80 5.00 5.20 5.40
e 830 ;
o+t m/z 59.05 55.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L I L L LN U
4.80 5.00 5.20 5.40
101.0 m/z 101.10  17.59%
31\'0 L | 83.0 |
0\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
e RRARREEEE
4.80 5.00 5.20 5.40
5000 m/z 58.05 14.62%
101.0
o 180 310 | °80 700 86,0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate T ERRaEEE
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.93%
5000
58.0
1?0 27.0 ! 72.0 100.0
ottt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF060222.M Mon Jun 06 00:55:21 2022

Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc P015-SS008-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 unknownl2.668 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.668 3.05 ng 101865  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Borinic acid, diethyl-, 1-phenyl... 202 C13H19BO 034602-33-0 30
2 Indane-5-carboxylic acid 162 C10H1002 065898-38-6 27
3 Pentadecanoic acid 242 C15H3002 001002-84-2 25
4 1-Methyl-1-(3-phenylprop-2-enyl)... 232 C14H200Si 1000216-97-3 18
5 3,6-Bis(benzyl)-tetrazine 262 C16H14N4 014141-65-2 14
Abundance Scan 1765 (12.668 min): BF128661.D\data.ms (-1761) (| m/z 117.85 100.00%
11y.1
43.1 73.0
5000
232.2 papanlla ‘/\‘ :
202.
152.0 ‘0‘ JH “ 284. 12.50 13.00
0! wdl by \‘h‘\‘\‘\‘ Lh —L 43.10 56.08%
miz-> 50 100 150 200 250
Abundance #77959: Borinic acid, diethyl-, 1-phenyl-1-propenyl ester
11v.0
5000
12 50 13 00

73.00  54.24%

202.0
Ot \4]\‘.(‘) \7\7\0\‘ ‘\ e |:\l7\2\0\ “‘\ LA B B B
m/z--> 50 100 150 200 250
Abundance #37567: Indane-5-carboxylic acid
117.0

12.50 13.00
5000 55.05 48.69%
162.0
0 1‘5\"0 o ‘\6\‘?\’\9 : \“ - -
m/z--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid
43.0 73.0 12 50 13 00

m/z 60.10 46.63%

5000
129.0 242.0
e
0 I, ‘\“Hn il H‘H h” il ‘16410”\ ‘ . L TN [ o

miz--> 50 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\

Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc P015-SS008-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Acetic acid n-octadecyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.910 4.32 ng 133114  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid n-octadecyl ester 312 C20H4002 000822-23-1 90
2 Triacontan-15-o0l 438 C30H620 031849-26-0 87
3 1-Heneicosanol 312 C21H440 015594-90-8 83
4 Behenic alcohol 326 C22H460 000661-19-8 83
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 80

Abundance Scan 1976 (13.910 min): BF128661.D\data.ms (-1969) (- m/z 57.10 100.00%
57.1
—
M‘“ d 16112070 2819 14.00
ol ”'Hw‘w‘w‘hw A maEE m/z 43.10  99.05%
miz--> 50 100 150 200 250 300 350 400
Abundance #214932: Acetic acid n-octadecyl ester
43.0
5000 T
14.00
m/z 55.05 97.97%
0 \\\‘\"‘ \ H “ “‘\‘\\\‘\\‘\2\5“2\(\)?9\7‘\0\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-0
57.0
—
111.0 14.00
5000 ITI/Z 41.05 77 .59%
‘ 241.0
o kbl Liipero [ a0s0 sezo 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol 7
55.0 14.00
m/z 97.05 74.26%
5000 11.0 JWAMMMMJWA/\MhWRMWNWva
oL L om0 zzpzss0 o
m/z--> 50 100 150 200 250 300 350 400 14.00

8270-BF060222.M Mon Jun 06 00:55:23 2022

Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc : P015-SS008-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.086 6.40 ng 197335  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 53
4 Furo[3,2-c]quinoline, 8-bromo-2,... 277 C13H12BrNO 1000310-92-7 37
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 35
Abundance Scan 2006 (14.086 min): BF128661.D\data.ms (-2001) (- m/z 277.10 100.00%
2771
5000 jL
7.0 199.1
1521 1
30. ‘ 150, ‘ H 239.0 1400
ol 308 S w2390 4 m/z 278.15  34.27%
miz-> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 \
14 OO
77.0 199.0 m/z 77.05  29.44%
152.0
O \2\7\.0\ ‘}‘ T T “\ T ‘ T T L ‘“\ T \ T H T T T T ‘ T T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0
14 00
5000 m/z 199.10 25.05%
7.0 183.0
131.0
N T Ve T T VNN o B
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5- ot ‘
277.0 14.00
m/z 51.10 24.06%
5000
77.0 183.0
oo 0l o |l
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc P015-SS008-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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-Propene, 3-(2-cyclopenten... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.127 2.18 ng 67100 Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 64
2 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 42
3 Quinoline 129 C9H7N 000091-22-5 35
4 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 35
5 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 35
Abundance Scan 2013 (14.127 min): BF128661.D\data.ms (-2010) (-} ' m/z 91.05 100.00%
91.0
129.0
207.1
5000
S —
630 ‘ ‘ 178.0 | ( 14.00 14.50
orrerrryre S bl L b 28LC 150 60 77.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di
207.0
129.0
5000 JSUUDTA LA BV
91.0 14.00 14.50
m/z 207.10 68.63%
41.0 178.0 274.0
0 ’\‘\ T \“‘\ Tt “\‘\ T \‘“M T “\‘\ \‘\ T \‘1‘\ T[T 1 T \‘”\ T \h‘ T \hh‘\ T \”! T \?ﬁ‘gwlwou‘\u‘\ AR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84033: 1H-Indole, 2-methyl-3-phenyl-
207.0
— —
14.00 14.50
5000 m/z 206.20 25.77%
130.0
30.0 102.0 178.0
0 ’\‘H\‘H\G\ﬁlwou“u“\\‘HHH‘H“H‘\\1\“\‘\\\‘h‘u‘u‘!‘u\‘uu‘uH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15003: Quinoline b Lo gLl s i
129.0 14.00 14.50
m/z 105.05  23.22%
5000
51.0 10#0
]SS I e — G
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc P015-SS008-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Methadone N-oxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.168 3.15 ng 97002  Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 78
2 Methadone N-oxide 325 C21H27N0O2 1000120-80-7 72
3 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 50
4 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 50
5 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 45

Abundance Scan 2020 (14.168 min): BF128661.D\data.ms (-2016) (- m/z 91.05 100.00%

91.0 129.1
207.1
5000
T —

178.1
571 " s11 1400 1450
el kL Ll 2360 281100 05 06.14%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di
207.0

o

129.0

5000 e
91.0 14.00 14.50

m/z 207.10  80.86%

41.0 178.0 274.0
‘\‘\H“‘H‘\\‘\‘\\\‘\\\\‘\‘H‘\‘\‘1‘\\‘\H\‘\H\h‘H‘H\‘\!\\‘\%%‘9\-9\‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #230578: Methadone N-oxide

—
14.00 14.50

o

72.0
5000 m/z 206.10 29.51%
42.0 178.0 | 277.0
0 _‘HUuuﬁpuuhuwww‘A‘ﬂLw‘m"M‘M‘Wh_u‘wuu‘_‘u“uw_‘u
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #84022: 5-Methyl-2-phenylindolizine
207.0 14.00 14.50

m/z 105.05 26.87%

5000
280 770 1300 1780
b g i Il

Ot et e preepen e e Gl —
miz--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc P015-SS008-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.933 2.21 ng 53316 Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Octacosane 394 (C28H58 000630-02-4 83
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 83
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 83
Abundance Scan 2320 (15.933 min): BF128661.D\data.ms (-2316) (- m/z 57.05 100.00%
57.0
5000 A&MWWW%MWJ\MWMWMNWNJ
13.1 16,00
|| }]ﬂ 16910150 2831 3549 16.00
ol A Ml b Lop iy m/z 43.05 64.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane
57.0
5000 1
16.00
m/z 71.00 57.93%
LLLLIA30 1690 2250 2020
O\‘\ “\“\‘\‘\‘\“\“\}““\‘\\‘\“\‘\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
—
16.00
5000 ITI/Z 85.10 44 .47%
13.0
0 uhh “h ]\H‘ J\‘ h‘ | jﬂadgdo Il 2\2'\59 L 3090 3650 437'
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane —
57.0 16.00
m/z 41.00 32.57%
5000
oL ‘L | 11130 160.0 2250 281.0 337.0 394.0
R LA A B e S R e S ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc P015-SS008-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.027 2.65 ng 64145  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 72
2 Pentacosane 352 C25H52 000629-99-2 72
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 64
Abundance Scan 2506 (17.027 min): BF128661.D\data.ms (-2501) (| m/z 57.00 100.00%
57.0
5000 MWM
9.2
H 155.2  209.2 283.1 17.00
0l ““ ‘\\“H ‘\h\‘u\“ \‘h“m‘“nl‘\\‘\u‘\\‘\‘\ \‘m‘u‘u‘ Iy ‘M‘u‘ L [ m/z 43.10 65.69%
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 —— :
17.00
9.0 m/z 71.10 61.75%
oL e oo oo se
miz--> 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
— T \
17.00
5000 m/z 85.05 48.02%
9.0
ol L4y 34018302250 267.0 309.0 3520
= T Bt e e
m/z--> 50 100 150 200 250 300 350
Abundance  #224374: Sulfurous acid, 2-propyl tetradecy! ester ——
43.0 17.00
m/z 41.00 29.08%
e W\NWJ\‘WN/\WW
125.0
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc : P015-SS008-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.262 4.68 ng 113106  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 64
2 2-((2S,4aR)-4a,8-Dimethyl-1,2,3,... 222 C15H260 117066-77-0 53
3 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 001209-71-8 46
4 1-(4-Amino-2-methylphenyl)-2-pip... 204 C12H16N20 443999-53-9 44
5 Cedrene-V6 204 C15H24 1000162-76-8 42

Abundance Scan 2546 (17.262 min): BF128661.D\data.ms (-2541) (- m/z 189.15 100.00%

18b.2
109.2
5000{ 55.0
425.
Lifee, e B w ire
0! A b m/z 204.20  64.38%
miz--> 50 100 150 200 250 300 350 400
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0
18D.0
107.0 !\
Lyl [T
5000 by
41.0 17.00 17.50
m/z 177.05  61.59%
O “L L\‘ [JY LU\ Al ‘\“‘\h‘ “\ ‘H“ “‘ L L e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #102064: 2-((2S,4aR)-4a,8-Dimethyl-1,2,3,4,4a,5,6,7-oct
189.0
133.0 —— L
59.0 17.00 17.50
5000 ITI/Z 109.15 51.95%
0! I “H\L\\‘\\\\‘\\\\‘\\\\‘\\\ WWM\MN/\MN\WM
m/z--> 50 100 150 200 250 300 350 400
Abundance #102083: 2-Naphthalenemethanol, 1,2,3,4,4a,5,6,7-octah — —
189.0 17.00 17.50
m/z 95.05 48.907%
500 1330
5000
ol : — —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc P015-SS008-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 unknown18.521 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.521 5.96 ng 144106  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Testosterone 288 C19H2802 000058-22-0 46
2 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000481-30-1 45
3 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 38
4 Pyrazine, 2-methoxy-3-methyl- 124 C6H8N20 002847-30-5 27
5 Phenol, 4-methoxy-, acetate 166 C9H1003 001200-06-2 27

Abundance Scan 2760 (18.521 min): BF128661.D\data.ms (-2754) (- m/z 43.10 100.00%
43.1 1

%

5000
RN R
‘ ” 18.2018.4018.6018.80
0 HH‘U‘ m/z 124.10 98.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184187: Testosterone
124.0
5000
18.2018.4018.6018.80
288.0 %
203.0 ‘ m/z 55.10 84.99
0, \‘\hd\nh‘H‘ ‘u““‘\‘\ ‘L‘ NI Prrrip
m/z--> 100 150 200 250 300 350 400
Abundance #184226 Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)-

124.0
18.2018.4018.6018.80
5000 m/z 229.20 51.37%
228.0 288.0
ol “‘“‘H‘ﬂ‘“‘mu‘\w”_”w”

m/z--> 50 100 150 200 250 300 350 400
Abundance #184240: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17

124.0 18.2018.4018.6018.80
m/z 123.10 39.09%
5000
288.0
T Wi
M ‘H‘ \NH ! h\\ Iy T
L \\\‘\\\\‘\\\‘\\\\‘\\\\‘\\ R R N N R N

m/z--> 50 100 150 200 250 300 350 400 18.2018.4018.6018.80

%

%2

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060222\
Data File : BF128661.D

Acqg On : 03 Jun 2022 02:38

Operator : CG\JU

Sample : N2989-10 :
Misc : P015-SS008-0006-01

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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-... 5.034 3.5 ng 91206 1 6.822 521255 20.0
unknownl2.668 12.668 3.0 ng 101865 4 11.351 668680 20.0
Acetic acid n-o... 13.910 4.3 ng 133114 5 13.992 616379 20.0
Triphenylphosph... 14.086 6.4 ng 197335 5 13.992 616379 20.0
1-Propene, 3-(2... 14.127 2.2 ng 67100 5 13.992 616379 20.0
Methadone N-oxide 14.168 3.1 ng 97002 5 13.992 616379 20.0
Eicosane 15.933 2.2 ng 53316 6 15.457 483307 20.0
Hexacosane 17.027 2.6 ng 64145 6 15.457 483307 20.0
2-Isopropenyl-4... 17.262 4.7 ng 113106 6 15.457 483307 20.0
unknown18.521 18.521 6.0 ng 144106 6 15.457 483307 20.0
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