LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF070218\

Data File : BF107048.D

Aca On 2 Jul 2018 17:00 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

a?ggle : J3629-08 A0C10.03

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\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.178 480 483 491 rBV 21581 25250 5.10% 0.545%
2 5.595 551 554 567 rBV 265542 282681 57.10% 6.104%
3 6.601 722 725 730 rBV 257132 262324 52.99% 5.665%
4 6.731 744 747 752 rBV 355830 299461 60.49% 6.466%
5 6.954 782 785 789 rBV 474993 375670 75.89% 8.112%
6 7.107 808 811 818 rBV 265183 247539 50.00% 5.345%
7 7.519 877 881 890 rBV 170354 167938 33.92% 3.626%
8 8.236 1000 1003 1009 rBV 465611 457650 92.45% 9.882%
9 9.307 1182 1185 1194 rBV 323989 348126 70.32% 7.517%
10 9.707 1248 1253 1257 rBV 22244 29454 5.95% 0.636%
11 9.901 1284 1286 1289 rVB2 12728 11270 2.28% 0.243%
12 10.001 1299 1303 1315 rVB 501142 489847 98.95% 10.578%
13 10.401 1369 1371 1375 rVB3 16723 14060 2.84% 0.304%
14 10.795 1434 1438 1445 rBvV 180375 168621 34.06% 3.641%
15 10.878 1449 1452 1456 rBvV2 12751 17937 3.62% 0.387%
16 10.960 1463 1466 1469 rBvV 17823 19121 3.86% 0.413%
17 10.989 1469 1471 1475 rVB2 20291 24169 4 .88% 0.522%
18 11.025 1475 1477 1480 rBvV 19512 15296 3.09% 0.330%
19 11.142 1493 1497 1500 rBvV3 16010 18137 3.66% 0.392%
20 11.177 1500 1503 1505 rVvVv 18450 14924 3.01% 0.322%
21 11.219 1508 1510 1514 rVB 12552 9742 1.97% 0.210%
22 11.354 1530 1533 1536 rBV3 10332 11128 2.25% 0.240%
23 11.495 1553 1557 1565 rBV 544051 495042 100.00% 10.690%
24 11.830 1611 1614 1616 rVB4 9610 9822 1.98% 0.212%
25 12.713 1762 1764 1767 rBV 29053 28923 5.84% 0.625%

26 13.077 1822 1826 1829 rBV 394183 355313 71.77% 7.672%
27 13.254 1854 1856 1860 rBV4 36459 52311 10.57% 1.130%
28 14.154 2006 2009 2013 rBV 413778 379259 76.61% 8.190%

Sum of corrected areas: 4631015
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\

BF107048.D
2 Jul 2018 17:00
JussJ
J3629-08
18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107048.D

Aca On : 2 Jul 2018 17:00

Operator : JU/SJ

Sample : J3629-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 15.94 ng 299461 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 747 (6.731 min): BF107048.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 sa0 || g 96|-° 6.40 6.60 6.80 7.00
Obrrprrrr e bbb P2 bt e e e m/z 68.00 39.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LS UL LN LA R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.68%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.46%
41.0 97.0
53.0
20.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R .I,\. A
132.0 6.40 6.60 6.80 7.00

m/z 69.05 14 _.86%

5000

104.0

66.0
140 27.0 390 510 NT 770 g9 | 1350 ||
i I 1. N M L2 B SN N1 VU S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107048.D

Aca On : 2 Jul 2018 17:00

Operator : JU/SJ

Sample : J3629-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3 Pregnane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.25 2.76 ng 52311 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preanane 288 C21H36 000481-26-5 50
2 Allopreanane 288 C21H36 000641-85-0 43
3 7b-Phenvl-2a.7b-dihvdro-3H-cvclo... 218 C17H14 138089-70-0 35
4 Butanoic acid. 3-oxo-2-(phenvime... 218 C13H1403 000620-80-4 30
5 Naphthalene, 1-(phenylmethyl)- 218 C17H14 000611-45-0 27
Abundance Scan 1855 (13.248 min): BF107048. D ( 1854) (-) m/z 217.10 100.00%
55.0 95.0 121.1 1491 21
: 253.2
190.1 302.2
5000

13.00 13.20 13.40 13.60

0 oMl m/z 121.10 86.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134770: Pregnane
217.0
81.0
5000 273.0 LN L B L
13. 00 13. 20 13 40 13 60
m/z 95.00 86.04%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
217.0
R EmEEES L
149.0 2880 13.00 13.20 13.40 13.60
5000 550 81.0 109.0 ' m/z 149.10 83.20%
178.0
258.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75997: 7b-Phenyl-2a,7b-dihydro-3H-cyclobuta[a]indene R EmEEES L
.0 13.00 13.20 13.40 13.60

m/z 55.00 79.13%

5000

108.0
39.0 63.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13. 20 13 40 13 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070218\
Data File : BF107048.D

Acq On : 2 Jul 2018 17:00

Operator : JU/SJ

Sample - J3629-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.73 6.73 15.9 ng 299461 1 6.95 375670 20.0
Pregnane 13.25 2.8 ng 52311 5 14.15 379259 20.0
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