LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107114.D

Aca On > 4 Jul 2018 6:39

Operator : JU/SJ

Sample = J3804-05

Misc :

ALS Vial : 43 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 5.184 480 484 497 rBV 51302 59065 3.58% 0.587%
2 5.596 551 554 571 rBV 552798 597565 36.19% 5.940%
3 6.601 722 725 743 rBV 361594 383661 23.24% 3.814%
4 6.731 743 747 751 rBVY 1108869 1085451 65.74% 10.789%
5 6.954 781 785 788 rBV 388396 305948 18.53% 3.041%

7.113 807 812 815 rBV 1188085 1091526 66.11% 10.850%
7.525 877 882 885 rBvV 827410 830074 50.27% 8.251%
8.237 999 1003 1021 rBV 350271 338843 20.52% 3.368%
9.307 1181 1185 1200 rBV 1380573 1425975 86.36% 14.174%
9.701 1249 1252 1258 rBV 93658 90265 5.47% 0.897%

=
QO ~NO®

11 9.995 1298 1302 1310 rVB 370993 342058 20.72% 3.400%
12 10.795 1434 1438 1450 rBvV 921792 895259 54.22% 8.899%
13 11.489 1553 1556 1562 rBV 412600 380081 23.02% 3.778%
14 13.077 1821 1826 1829 rBV 1709229 1651106 100.00% 16.412%
15 14.142 2004 2007 2013 rBV 365773 343604 20.81% 3.415%

16 15.683 2265 2269 2275 rVB2 174634 240002 14.54% 2.386%

Sum of corrected areas: 10060483
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070318\
Data File : BF107114.D

Aca On > 4 Jul 2018 6:39

Operator : JU/SJ

Sample : J3804-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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

Abundance TIC: BF107114.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107114.D

Aca On > 4 Jul 2018 6:39

Operator : JU/SJ

Sample = J3804-05

Misc :

ALS Vial : 43 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 3.86 ng 59065 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 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
4 3-Octanol 130 C8H180 000589-98-0 28
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 483 (5.178 min): BF107114.D (-480) (-) m/z 42.95 100.00%
43
59
5000
101 S RS SRR RN
| 83 | 480 5.00 520 5.40 5.60
S m/z 59.00 61.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R LS L LR
480 5.00 520 5.40 5.60
m/z 101.00 18.72%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 14.93%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- R R
59 480 5.00 520 5.40 5.60
m/z 41.00 9.89%
41
5000
86
‘ | 51 A ?\9 ‘ 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107114.D

Aca On > 4 Jul 2018 6:39

Operator : JU/SJ

Sample = J3804-05

Misc :

ALS Vial : 43 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 2 unknown6.73 Concentration Rank 2

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

6.73 70.96 ng 1085450 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 747 (6.731 min): BF107114.D (-743) (-) m/z 132.10 100.00%
132
5000 68
40 | %6 J 6.40 6.60 6.80 7.00
54 - - -
e M T er Ls W m/z 68.10  40.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LSRR SRR A RN
6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 32.86%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 24.87%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B e A
132 6.40 6.60 6.80 7.00
o m/z 69.10 16.03%
5000 0
31 52
. 61 | , 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 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\BF070318\
Data File : BF107114.D

Acq On > 4 Jul 2018 6:39

Operator : JU/SJ

Sample - J3804-05

Misc :

ALS Vial : 43 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... 5.18 3.9 ng 59065 1 6.95 305948 20.0
unknown6.73 6.73 71.0 ng 1085450 1 6.95 305948 20.0
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