LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106871.D

Aca On 27 Jun 2018 14:57

Operator : JU/SJ

Sample : PB110604BL

Misc :

ALS Vial : 10 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 5.207 484 488 497 rBV 88571 123419 7 .50% 1.048%
2 5.601 551 555 558 rBY 1164455 1162570 70.67% 9.875%
3 6.601 719 725 728 rBVY 1002959 1192687 72.50% 10.131%
4 6.731 742 747 750 rBVY 1185696 1214794 73.84% 10.318%
5 6.954 781 785 788 rBB 319196 267850 16.28% 2.275%

7.113 807 812 815 rBV 978834 994003 60.42% 8.443%
7.519 875 881 884 rBvV 727102 807821 49.10% 6.862%
8.236 998 1003 1016 rBV 370023 340595 20.70% 2.893%
9.313 1180 1186 1189 rBV 1474701 1506352 91.56% 12.795%
9.995 1297 1302 1309 rBB2 450764 403136 24.50% 3.424%

=
QO ~NO®

11 10.795 1432 1438 1441 rBV 986555 1038268 63.11% 8.819%
12 11.489 1552 1556 1564 rBV 505131 439717 26.73% 3.735%
13 13.077 1821 1826 1829 rBV 1604200 1645138 100.00% 13.974%
14 14.142 2004 2007 2013 rBV 311955 319925 19.45% 2.717%
15 15.695 2265 2271 2279 rBV 239429 316948 19.27% 2.692%

Sum of corrected areas: 11773223
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062718\
Data File : BF106871.D

Aca On : 27 Jun 2018 14:57

Operator : JU/SJ

Sample : PB110604BL

Misc :

ALS Vvial : 10 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

Abundance TIC: BF106871.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106871.D

Aca On 27 Jun 2018 14:57

Operator : JU/SJ

Sample : PB110604BL

Misc :

ALS Vial : 10 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

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 3

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

5.21 9.22 ng 123419 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Guanidine 59 CH5N3 000113-00-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 488 (5.207 min): BF106871.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 AR DALE LR S
| 83.0 | 4.80 5.00 5.20 5.40 5.60
O”W'“W”'W””Q“”P'LP”W'”W”'W“”I””P'“P”'P”W'“W m/z 59.00 64.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I I LIS I
59.0 480 500 5.20 540 560
m/z 101.10 21.19%
31.0 83.0 10}0
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 480 500 520 540 560
5000 m/z 58.00 16.00%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e ERams pam R
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.80%
5000 41.0
0 I L o 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106871.D

Aca On 27 Jun 2018 14:57

Operator : JU/SJ

Sample : PB110604BL

Misc :

ALS Vial : 10 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

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 unknown6.73 Concentration Rank 1

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

6.73 90.71 ng 1214790 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.731 min): BF106871.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
DRSS A SRR
40.1 540 | %0971 20 6.40 6.60 6.80 7.00
o N N -1 £ I | N m/z 68.10 40.19%
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 N
5000 DRSS A SRR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.10%
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 m/z 66.00 24 .34%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine R I EEEREEs s
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.79%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T BRI R L 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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
Data File : BF106871.D

Acq On 27 Jun 2018 14:57

Operator : JU/SJ

Sample : PB110604BL

Misc :

ALS Vial : 10 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]
2-Pentanone, 4-hy... 5.21 9.2 ng 123419 1 6.95 267850 20.0
unknown6.73 6.73 90.7 ng 1214790 1 6.95 267850 20.0
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