LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc : 20220422-AMENDED-COMPOSITE-B

ALS Vvial : 13  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: BF128681.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.087 458 476 479 rBV 3272166 8750733 100.00% 42.203%
2 5.481 540 543 553 rVB 283169 291834 3.33% 1.407%
3 6.463 707 710 712 rBV 108565 89109 1.02% 0.430%
4 6.487 712 714 725 rVB 602141 688070 7.86%  3.318%
5 6.822 767 771 777 rBV 610675 485144 5.54% 2.340%
6 7.386 859 867 870 rBV 1734400 1764093 20.16% 8.508%
7 7.539 889 893 896 rBV 628455 609205 6.96%  2.938%
8 8.104 984 989 992 rBV 717428 581617 6.65% 2.805%
9 9.186 1168 1173 1176 rBV 2493913 2295003 26.23% 11.068%
10 9.863 1284 1288 1291 rVB 699763 580124 6.63% 2.798%
11 10.651 1419 1422 1428 rVB3 101937 113935 1.30% 0.549%
12 10.774 1438 1443 1451 rVB4 81230 114988 1.31% 0.555%
13 11.216 1515 1518 1522 rBV2 79401 106178 1.21% 0.512%
14 11.351 1537 1541 1543 rBV 557232 512286 5.85% 2.471%
15 11.945 1639 1642 1654 rVB7 38558 92206 1.05% 0.445%
16 12.792 1780 1786 1788 rBV 82184 105766 1.21% 0.510%
17 12.939 1807 1811 1814 rBV 1991062 1622812 18.54% 7.827%
18 13.074 1831 1834 1837 rBV 115908 94595 1.08% 0.456%
19 13.992 1985 1990 1993 rBV 480116 496780 5.68% 2.396%
20 14.092 2002 2007 2012 rBV 416080 436783 4.99% 2.107%
21 15.109 2177 2180 2187 rVB2 85615 100385 1.15% 0.484%
22 15.457 2234 2239 2242 rBV 356533 438739 5.01% 2.116%
23 16.192 2355 2364 2375 rBV9 55211 229545 2.62% 1.107%
24 16.362 2388 2393 2400 rBV7 68049 134726 1.54% 0.650%

Sum of corrected areas: 20734656
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03 Jun 2022 16:08
¢ CG\JU
: N3170-03

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
BF128681.D

20220422-AMENDED-COMPOSITE-B

Sample Multiplier: 1

: 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
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TIC: BF128681.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc : 20220422-AMENDED-COMPOSITE-B

ALS vial : 13  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 1
R.T. EstConc Area Relative to ISTD R.T.
5.087 360.75 ng 8750730 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 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 476 (5.087 min): BF128681.D\data.ms (-458) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 R A
‘ 831 4.80 5.00 5.20 5.40

Obrrrprrrr el el TR T2 L m/z 59.10  60.53%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L BN LR
59.0 4.80 5.00 5.20 5.40

m/z 101.10  19.03%

0\\\’\\\\‘\\\iﬁ;?\\“ui\\‘\\}\‘\\\\‘\\\\8’%\.\0\‘\\\1\()"1\“\()\\‘\

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9477: 3-Hexanol, 4-methyl-

59.0
Amm T
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.03%
29.
‘ ‘ 87.0
obotze WUl o [
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime  EARmmmE L
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.81%
5000
101.0
ol 120 310 | °80 700 86,0
e e e e R AREmEELEEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\

Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc 20220422-AMENDED-COMPOSITE-B
ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 2 1,2,4-Trithiolane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.539  20.95 ng 609205 Naphthalene-d8 8.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,4-Trithiolane 124 C2H4S3 000289-16-7 90
2 Benzene 78 C6H6 000071-43-2 9
3 Fumaronitrile 78 C4H2N2 000764-42-1 9
4 Propane, 1-chloro-3-(2-methoxyet... 152 C6H13C102 024255-59-2 9
5 Carbonochloridothioic acid, S-et... 124 C3H5C10S 002941-64-2 7

Abundance Scan 893 (7.539 min): BF128681.D\data.ms (-889) (-) m/z 124.00 100.00%
124.0

45.0 78.0
5000
60.0
R A RREAEE R
M 958 7.20 7.40 7.60 7.80
Ol rrerprereprrrrpiepreetbcb el 2l m/z 45.08 0 95.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11692: 1,2,4-Trithiolane
48.0
78.0
5000 124.0 T T T T T T T T T
7.20 7.40 7.60 7.80
60.0 m/z 78.00 88.47%
0H‘\H\‘%ﬂ{.ﬂ‘\\\‘\!\M‘\H\‘!\}H‘\\}“}\\\\9‘2\.\0\\‘H\\‘\\\\‘\\‘l\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1166: Benzene
78.0
R R
7.20 7.40 7.60 7.80
5000 m/z 46.00 42.53%
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #1161: Fumaronitrile R R
78.0 7.20 7.40 7.60 7.80
m/z 60.00 26.64%
5000
51.0
26.0 ‘
Ot e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80

8270-BF060222.M Mon Jun 06 16:32:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\

Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc . 20220422-AMENDED-COMPOSITE-B

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Lenthionine Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.775 4.49 ng 114988 Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual

Lenthionine 188 C2HA4S5 000292-46-6 93
,2,4-Trithiolane 124 C2HA4S3 000289-16-7 59
pane 170 C3H6S4 000292-45-5 45

hylthiophosphona

1

21

3 1,2,4,6-Tetrathie
4 E

5 Glyoxal bis(nicot

mide, o-methyl ...
inoylhydrazone)

139 C3H1eNOPS

296 C14H12N602

Abundance Scan 1443 (10.774 min): BF128681.D\data.ms (-1438) (-]

1000306-03-7 33
042273-42-7 32

m/z 78.00 100.00%

78.0 141.9
45.0
5000
187.9
. 163.0 10.50 11.00
0+ m/z 141.90 89.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #63003: Lenthionine
78.0 142.0
45.0
5000
188.0 10.50 11.00
m/z 44.95 80.22%
110.0
O ‘\\1\‘\\\\}\‘\\\‘}\\\1‘\\‘\\“\“\\\“!\\1‘\\\\‘\\“\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11692: 1,2,4-Trithiolane
45.0
el ‘ﬁMQM#W$“
78.0 10.50 11.00
5000 124.0 m/z 46.00 56.55%
0‘Hhm‘M‘NL“M‘H“H“M\H“H“H‘W“H“H
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #45572: 1,2,4,6-Tetrathiepane T T A
78.0 10.50 11.00
45.0 m/z 123.90 49.63%
124.0 170.0
5000
0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

8270-BF060222.M Mon Ju

n 06 16:32:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc : 20220422-AMENDED-COMPOSITE-B

ALS vial : 13  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 unknownll.216 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.216 4.15 ng 106178  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 2-(2,2,6-trimethyl-... 238 C14H2203 090165-14-3 27
2 3-Buten-2-one, 4-(6,6-dimethyl-1... 178 C12H180 065133-79-1 22
3 2(4H)-Benzofuranone, 5,6,7,7a-te... 180 C11H1602 017092-92-1 16
4 3-Carene, 4-acetyl- 178 C12H180 1000156-14-1 14
5 Bicyclo[3.1.0]hexane-6-methanol,... 170 C10H1802 058795-41-8 12

Abundance Scan 1518 (11.216 min): BF128681.D\data.ms (-1515) (-  m/z 43.05 100.00%
3.0

5000 1111

-

140.1 1781

—— —
205.7 11.00 11.50

0/ 233.2 m/z 41.05 46.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #120886: Acetic acid, 2-(2,2,6-trimethyl-7-oxa-bicyclo[4.1
43.0

-

111.0

5000 S— —

11.00 11.50
650 0 1060 m/z 111.10  46.23%
0 T \‘\‘\ T “1 T \‘L“ \“\H\ ‘\H““\‘ T ‘\“‘M“| { 1 \H‘\‘\ “\ ‘1“\ \h“\ T M T \\2\?’?\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52908: 3-Buten-2-one, 4-(6,6-dimethyl-1-cyclohexen-1-y
43.0

-

121.0 T

T ‘
11.00 11.50
5000 m/z 57.00 33.08%
79.0 178.0

REREE] ‘;“UHM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #54796: 2(4H)-Benzofuranone, 5,6,7,7a-tetrahydro-4,4,7: P ——
43.0 11.00 11.50

o

3

“ 45.0
\‘\\ ‘\im

111.0 m/z 67.00 23.28%
5000 67.0 137.0
180.0
o — —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF060222.M Mon Jun 06 16:32:23 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc : 20220422-AMENDED-COMPOSITE-B

ALS vial : 13  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 unknownll.945 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.945 3.60 ng 92206  Phenanthrene-d1e 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,3]Thiazinane-4-carboxylic aci... 161 C6H11NO2S 1000305-15-2 43
2 4-Amino-4-cyano-1,2.5-trimethylp... 167 C9H17N3 037059-45-3 37
3 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 37
4 Oxazolidine, 2,2-dimethyl- 101 C5H11NO 020515-62-2 35
5 2-[2-(4-Methyl-furazan-3-yloxy)-... 211 C6H9N702 1000300-54-6 32

Abundance Scan 1642 (11.945 min): BF128681.D\data.ms (-1639) (1 m/z 70.10 100.00%
70.1

420
5000
P
‘ 12.00
S m/z 44.05  66.35%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance  #37185: [1,3]Thiazinane-4-carboxylic acid, 3-methyl-
42.0
70.0
5000 T
12.00
116.0 m/z 42.85 55.26%
O \H‘\\H‘i HH!‘H‘\H\‘\‘\}\\‘\\H‘\\H‘\\]\-\6“]_\.\0\\‘\\\\‘\\\\‘\\H‘\H\‘\
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance  #42927: 4-Amino-4-cyano-1,2.5-trimethylpiperidine
70.0
P
420 12.00 .
5000 ITI/Z 116.00 49.,75%
125.0152.0
e
0 ‘H"m‘;‘H“Mulm“Mw:“‘,‘wu,wu““}Hw_‘HWH,W,WWW
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #9200: cis-1,2-Cyclohexanediol
70.0 12.00
m/z 58.10 47.35%
41.0
5000
98.0
0 A tassana e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.00

8270-BF060222.M Mon Jun 06 16:32:24 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc : 20220422-AMENDED-COMPOSITE-B

ALS vial : 13  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 Retene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.074 3.81 ng 94595  Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Retene 234 (C18H18 000483-65-8 95
2 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 93
3 1,4-Di-(4'-methylphenyl)buta-1,3... 234 C18H18 1000202-17-5 83
4 Phenanthrene, 3,4,5,6-tetramethyl- 234 C18H18 007343-06-8 76
5 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 64
Abundance Scan 1834 (13.074 min): BF128681.D\data.ms (-1831) (.  m/z 219.05 100.00%
219.1
5000
189.1 T T
76.1 152.0 ‘ H
ob 320 7ol ina2e2 50w b u“”l #4514z 23420  56.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116390: Retene
219.0
5000 ‘A\ : ey
13.00
102.0 1890‘ m/z 204.10  32.12%
O ‘\\\\‘\\\\‘\\\\‘\1‘\‘\"“\‘1‘\11’2\?\(\)‘]:5\\2\‘0\\\H“\\‘m\‘\\\‘\h!\\\“\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116403: 2-Isopropyl-10-methylphenanthrene
219.0 JM
pral gl ol o e el
13.00
5000 m/z 203.05 25.04%
ol 390 76019201970 163 0 \H 1]
e e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116411: 1,4-Di-(4'-methylphenyl)buta-1,3-diene —T ‘
219.0 13.00
m/z 202.05  24.37%
5000
105.0
142.0
) 390 170 189.0 H
e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00

8270-BF060222.M Mon Jun 06 16:32:25 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\

Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc . 20220422-AMENDED-COMPOSITE-B

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 7 Triphenylphosphine oxide Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.092 17.58 ng 436783  Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 97

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 37

5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 23

Abundance Scan 2007 (14.092 min): BF128681.D\data.ms (-2002) (-, m/z 277.10 100.00%

277.1
5000
77.0 199.0 |
394 ‘ 11501521 ‘ H : 14,0
o390 . 150 4 L} 2330 | 818, ./ 278.10  31.60%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 1
14 00
77.0 1990 m/z 199.00  21.74%
152.0
O \2\7\-0\ ‘}‘ L “\ T ‘ L ‘H L \ T H L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
\
14 OO
5000 m/z 77.05 21.07%
o 183.0
0 39d L L ‘Z‘LZ“?‘O \‘H‘ AL ‘\‘ H\ 228.0
e T S B N
miz-> 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy ‘
277.0 14 00
m/z 201.05 20.63%
5000
o 183.0
131.0
0 ‘ T h H I ‘\ !

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\BF060322\
Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc : 20220422-AMENDED-COMPOSITE-B

ALS vial : 13  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 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.110 4.58 ng 100385 Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91
2 Heneicosane 296 C21H44 000629-94-7 89
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 87
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2180 (15.109 min): BF128681.D\data.ms (-2177) (- m/z 57.10 100.00%
57.1
5000 m
% 0 1508 15ss
191.1229.1268.1 : : :
ol b L 41T 191122012681 345, o 4310 6o.74%
m/z--> 0 50 100 150 200 250 300
Abundance #158611: Octadecane, 2-methyl-
57.0
5000 —r ——
15.00 15.50
9.0 . 295.0 m/z 71.10 47.97%
141.
02‘.()\\“‘\ ‘\““ h‘ h‘ “‘ \“\‘\ \‘ “\]‘\-8\‘3\()‘ T \“\ T ‘2\6§\0\ LI
m/z--> 0 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 33.12%
9.0
0 lSJ Il H \“\ h‘ u‘ 1410 18302250 296.0
= B e e
miz--> 0 50 100 150 200 250 300
Abundance #194594: Eicosane, 2-methyl- T —
57.0 15.00 15.50
m/z 55.10 24.30%
5000
253.0
w20 LUl a0 " a0 S
m/z--> 0 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\

Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc . 20220422-AMENDED-COMPOSITE-B

ALS vial : 13  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 Cholestan-3-o0l, (3.alpha.,5 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.192 10.46 ng 229545  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-o0l, (3.alpha.,5.beta.)- 388 C27H480 000516-92-7 87
2 3,6-Dimethyl-5-ox0-1,2,3,5-tetra... 165 C8H11N30 058910-42-2 38
3 Cholestanol 388 (C27H480 000080-97-7 38
4 Cholestan-3-o0l 388 C27H480 027409-41-2 38
5 Cholestan-3-o0l, (3.beta.,5.beta.)- 388 C27H480 000360-68-9 35

Abundance Scan 2364 (16.192 min): BF128681.D\data.ms (-2355) (-]

m/z 165.10 100.00%

165.1
43.0
215.2
5000 107.0
430.!
355.3 T 1
“ 280.1 16.00 16.50
0L \‘H“‘\\‘\ m/z 43.00 71.25%
mlz--> 50 100 150 200 250 300 350 400
Abundance #294355: Cholestan-3-ol, (3.alpha.,5.beta.)-
43.0 215.0
95.0
5000 e —
165.0 370.0 16.00 16.50
m/z 55.10 68.07%
316.0
i H Mw 262.0
O\\‘\ ‘\ “\‘\\“\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #40720: 3,6-Dimethyl-5-0x0-1,2,3,5-tetrahydroimidazo[1,;
165.0
—— ——
16.00 16.50
5000 m/z 215.20  56.08%
82.0
ol Mu"u‘ \‘H N\H\‘\H‘\‘ e e
miz--> 50 100 150 200 250 300 350 400 4
Abundance #294340: Cholestanol e T
43.0 16.00 16.50
m/z 107.00 46.83%
5000
107.0 215.0
bt 1)
o U L 20 smo o TR T
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\

Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc . 20220422-AMENDED-COMPOSITE-B

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 10 Cholestan-2-one Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.362  6.14ng 134726  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-2-ome 386 C27HAGOD 1010210-43-4 96

2 Cholestan-3-one, (5.alpha.)-
3 Cholestan-3-one
4 Cholest-4-en-3-0l

386 C27H460
386 C27H460
386 C27H460

000566-88-1 93
015600-08-5 86
014597-42-3 83

5 B-Homo-A-norcholestan-6-one, (5.... 386 C27H460 019548-94-8 60
Abundance Scan 2393 (16.362 min): BF128681.D\data.ms (-2388) (- m/z 43.05 100.00%
43.0
95.0
231.2
5000 162.1
3163 386«
— —
275.3 16.00 16.50
0L m/z 55.10 76.80%
mlz--> 50 100 150 200 250 300 350
Abundance #292880: Cholestan-2-one
231.0
386.(
5000 43.0 — 7
95.0 16.00 16.50
‘H ‘H 163.0 _ ‘ m/z 95.05 73.23%
0 “Hﬁm‘MdHWWWWM¢WWW HM ‘M%Z%Q“““‘J‘L‘
m/z--> 100 150 200 250 300 350
Abundance #292902: Cholestan-3-one, (5.alpha.)-
231.0
— —
386.( 16.00 16.50
5000 m/z 231.20 63.04%
43.0
‘ ‘ ‘ 630
o] \\ “ u‘ M\ H “d \Hu \M‘ “‘MH”‘ \‘hu‘\h\‘ } ‘\L‘ML‘ “\‘2“\7‘\3‘9‘3]‘-? ‘0‘ - “\ “‘ |
m/z--> 50 100 150 200 250 300 350
Abundance #292881: Cholestan-3-one it s e M’/H
231.0 16.00 16.50
m/z 41.05 61.58%
43.0 386.(
5000 95.0
‘ ‘ 163.0
oLb— \‘\ \\ “u “H‘ “H ‘M\ ‘\‘M‘\H‘ \“h h\h i H H‘ “‘2‘7‘3‘0‘ i ??9 ‘0‘ . “\ “‘ ‘ — e
m/z--> 5 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128681.D

Acqg On : 03 Jun 2022 16:08

Operator : CG\JU

Sample : N3170-03 :

Misc . 20220422-AMENDED-COMPOSITE-B

ALS Vvial : 13  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-... 5.087 360.8 ng 8750730 1 6.822 485144 20.0
1,2,4-Trithiolane 7.539 20.9 ng 609205 2 8.104 581617 20.0
Lenthionine 10.775 4.5 ng 114988 4 11.351 512286 20.0
unknown11.216 11.216 4.2 ng 106178 4 11.351 512286 20.0
unknown11.945 11.945 3.6 ng 92206 4 11.351 512286 20.0
Retene 13.074 3.8 ng 94595 5 13.992 496780 20.0
Triphenylphosph... 14.092 17.6 ng 436783 5 13.992 496780 20.0
Octadecane, 2-m... 15.110 4.6 ng 100385 6 15.457 438739 20.0
Cholestan-3-0l,... 16.192 10.5 ng 229545 6 15.457 438739 20.0
Cholestan-2-one 16.362 6.1 ng 134726 6 15.457 438739 20.0
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