LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101819\
Data File : BP0O00861.D
Aca On : 18 Oct 2019 02:16 Instrument :
Operator : JU EFA{g el
- _ lentosampleld :
3?22'6 : K5358-02 20190897-AMENDED-COMP-KM-CA
ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI1I\BNA P\METHODS\8270-BP100119.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.005 482 496 498 rBY 3670804 10054308 100.00% 31.452%
2 5.381 557 560 568 rBV 161288 163980 1.63% 0.513%
3 6.387 728 731 740 rBV3 872069 958804 9.54% 2.999%
4 6.522 746 754 759 rBV 466232 398721 3.97% 1.247%
5 6.746 789 792 796 rVV 1217975 1067504 10.62% 3.339%

6.905 815 819 822 rBV 2632019 2076140 20.65% 6.495%
7.311 884 888 891 rBV 1882559 1574401 15.66% 4._.925%
7.458 909 913 917 rvVv 172320 152484 1.52% 0.477%
115579 109856 1.09% 0.344%
8.034 1007 1011 1014 rBV 1433039 1299528 12.93% 4._.065%
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11 9.116 1191 1195 1198 rBV 3086371 2783845 27.69% 8.708%
12 9.510 1258 1262 1267 rBV 627903 547952 5.45% 1.714%
13 9.752 1299 1303 1305 rBV2 71037 100841 1.00% 0.315%
14 9.799 1307 1311 1316 rVB 1738218 1569655 15.61% 4.910%
15 10.704 1462 1465 1475 rVB3 164177 247633 2.46% 0.775%

16 11.293 1562 1565 1568 rBV 1803479 1549169 15.41% 4._.846%
17 12.522 1771 1774 1777 rVB 158920 154602 1.54% 0.484%
18 12.757 1811 1814 1821 rVB2 176060 267530 2.66% 0.837%
19 12.898 1835 1838 1842 rBV 3376823 3234512 32.17% 10.118%
20 13.822 1992 1995 2002 rBV 244767 318498 3.17% 0.996%

21 13.969 2015 2020 2023 rBV 1795269 1722039 17.13% 5.387%
22 15.451 2267 2272 2276 rBV 1352755 1615236 16.07% 5.053%

Sum of corrected areas: 31967238
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA P\DATA\BP101819\

BP000861.D

18 Oct 2019 02:16

Ju

K5358-02

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

20190897-AMENDED-COMP-KM-CA
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\

Data File : BP000861.D

Aca On : 18 Oct 2019 02:16

Operator : JU

ﬁ?ggle : K5358-02 20190897-AMENDED-COMP-KM-CA
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.00 188.37 ng 10054300 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 12
5 2-Nonanone 142 C9H180 000821-55-6 10

Abundance Scan 495 (4.999 min): BPO00861.D (-482) (-) m/z 43.00 100.00%
a3
5000 101
, 460 480 500 520 540
Ol Ly 131 173201230257285  334362391419447477 509537 m/z 59.05 69.69%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 [TTTT T T T

460 4.80 5.00 520 5.40
m/z 101.10 38.41%

101
0 Ay 71. 1
et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
T REaa pa
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 19.25%
101
15 13
oAy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine AR N Raams s
59 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.42%
5000f 18
o o e e o S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\

Data File : BP000861.D

Aca On : 18 Oct 2019 02:16

Operator : JU

ﬁ?ggle : K5358-02 20190897-AMENDED-COMP-KM-CA
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.52 Concentration Rank 3

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

6.52 7.47 ng 398721 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 754 (6.522 min): BP000861.D (-746) (-) m/z 132.00 100.00%
132
5000
68
BN RS S
6.20 6.40 6.60 6.80
Ol gl .l, A58 207 245272298327 875409440 479508539 m/z 134.00 33.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BENARRE SRR RS SRR

6.20 6.40 6.60 6.80
m/z 68.05 32 .53%

31
Y —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.20 6.40 6.60 6.80
5000 67 m/z 65.95 21.59%
97
s
0...J‘,‘L.ﬂ.‘u.“.,.lt..,....,.... R B B M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
m/z 96.00 14_.74%
5000 98
ol bl il L g 160180
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\

Data File : BP000861.D

Aca On : 18 Oct 2019 02:16

Operator : JU

ﬁ?ggle : K5358-02 20190897-AMENDED-COMP-KM-CA
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Lenthionine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.20 ng 247633 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lenthionine 188 C2H4S5 000292-46-6 94
2 4-Chloro-2-nitrobenzvl alcohol 187 C7H6CINO3 022996-18-5 28
3 Dipvrithione 252 C10H8N202S2 003696-28-4 28
4 1.2-Benzenedithiol 142 C6H6S2 017534-15-5 9
5 1,3-Benzenedithiol 142 C6H6S2 000626-04-0 9
Abundance Scan 1464 (10.699 min): BPO00861.D (-1462) (-) m/z 141.90 100.00%
78 142
s000{ 45
l 188
11 L 10,40 10.60 10.80 11.00
o,....,:l. Add L} 219250281 332 372402 442470 504 541 | nz5778 00 96.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51806: Lenthionine
78 142
5000 45 188 AU --#}

10.40 10.60 10.80 11.00
m/z 124.00 52.46%

’I i t
o,.”u,}..'!..,h..w...w...w...w...w...w....“...“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51142: 4-Chloro-2-nitrobenzy! alcohol

78 113

51 10.40 10. 60 10 80 11.00
5000 169 m/z 44.95  48.54%
141
0,?ﬂilﬂ”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #103407: Dipyrithione
78 10 40 10.60 10.80 11.00

m/z 46.00 33.98%

5000
51 142 187
110{
0 18: huant |. 1{\ l 22\0251
L L I L

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000861.D

Aca On : 18 Oct 2019 02:16

Operator :© JU

Sample - K5358-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.70 ng 318498 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 93
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
Abundance Scan 1995 (13.822 min): BP0O00861.D (-1992) (-) m/z 57.10 100.00%
87 |97
5000 JM“JAthA,,WJ\N_Aﬁw«wA\w~f
ﬁ 2%0 15160 1980 1400 1450
154 : : : :
o AL LS4 208, | | 280314346377 415 453 490525 | g1 96. 64%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane
55
83
5000 LA B B UL S
11 13.60 13.80 14.00 14.20
m/z 97.10 86.28%
) |0 12210
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
56 83
1360 13.80 14.00 14.20
5000 11 m/z 55.05 77.53%
) ‘ P39
ol AL ALA | i) 107 0022a050280308
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 A BREmEEEs
57 |97 13.60 13.80 14.00 14.20
m/z 69.10 74.78%
5000
25
29 53
oh AL L ag2t008206 308336
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP101819\

Data File : BP000861.D

Acq On : 18 Oct 2019 02:16

Operator : JU

ﬁ?ggle : K5358-02 20190897-AMENDED-COMP-KM-CA
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 188.4 ng 10054300 1 6.75 1067500 20.0
unknown6 .52 6.52 7.5 ng 398721 1 6.75 1067500 20.0
Lenthionine 10.70 3.2 ng 247633 4 11.29 1549170 20.0
Cyclopentadecane 13.82 3.7 ng 318498 5 13.97 1722040 20.0
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