LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080618\

Data File : BG036160.D

Aca On : 7 Aug 2018 13:06 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

a?zgle : J4348-05 i

ALS Vial : 33 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 G\METHODS\8270-BG071218 .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

5.132 308 314 322 rVB 120108 187736 5.19% 1.306%
5.596 386 393 409 rBvV 586175 975460 26.95% 6.785%
rBv 540991 976358 26.97% 6.791%
7.546 717 725 735 rBV 643744 1105689 30.54% 7.690%
8.010 798 804 812 rBV 111675 193581 5.35% 1.346%
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8.334 849 859 868 rBvV 481967 866314 23.93% 6.026%
9.174 992 1002 1015 rBV 370501 729213 20.14% 5.072%
10.813 1274 1281 1293 rBV2 106679 235328 6.50% 1.637%
13.256 1690 1697 1716 rBVY 1035792 1754614 48.47% 12.204%
14.637 1925 1932 1946 rBV2 193068 366920 10.14% 2.552%

=
QO ~NO®

11 16.123 2178 2185 2198 rBV 892067 1546198 42.71% 10.754%
12 17.380 2393 2399 2413 rBV 301035 536024 14.81% 3.728%
13 19.988 2836 2843 2860 rBV 2659568 3619883 100.00% 25.178%
14 21.639 3117 3124 3138 rBvV2 327832 654016 18.07% 4._.549%
15 24.829 3655 3667 3685 rBV2 184144 630102 17.41% 4 _.383%

Sum of corrected areas: 14377436
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036160.D

Aca On > 7 Aug 2018 13:06

Operator : JU/SJ

Sample : J4348-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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: BG036160.D
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Abundance TIC: BG036160.D
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Abundance TIC: BG036160.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036160.D

Aca On : 7 Aug 2018 13:06

Operator : JU/SJ

Sample : J4348-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.13 19.40 ng 187736 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Butanone. 3-ethoxv-3-methvl- 130 C7H1402 036687-99-7 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 314 (5.132 min): BG036160.D (-308) (-) m/z 43.15 100.00%
431
59.1
5000
101.2
| 632 480 500 520 540
Y O | o N m/z 59.15 74.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL I L
59.0 480 500 520 540
m/z 101.15 31.00%
31.0 83.0 101.0
OF e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13491: 2-Butanone, 3-ethoxy-3-methyl-
54.0
480 500 520 540
5000 m/z 58.15 17.75%
43.0 87.0
| S IS Y ¢ 10 M NN 02 41 M 20 M
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 480 5.00 5.20 5.40
m/z 41.15 9.99%
5000 101.0
28.0 59.0
70.0 84.0
150 |
0"W'”'P'L“”'whh'P*“I”'»””'Pl”I”'W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036160.D

Aca On : 7 Aug 2018 13:06

Operator : JU/SJ

Sample : J4348-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.55 114.24 ng 1105690 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 22
Abundance Scan 726 (7.552 min): BG036160.D (-717) (-) m/z 132.15 100.00%
13p.2

5000 68.2

—

Ll ll. 543.0 7.20 7.40 7.60 7.80
e s | m/z 68.15 48.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine

132.0

o

D
(o]
o
| I

5000
7.20 7.40 7.60 7.80
m/z 134.15 33.26%
c,.J!J.s”,...,...w............,”..,.”.,.”.,..”,.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
L B S EREE
7.20 7.40 7.60 7.80
5000 m/z 66.15  32.45%
70.0
0,.HMWP1”,..”,...W............,”..,.”.,.”.,..”,.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14491: 5-Aminoindole
132.0 7.20 7.40 7.60 7.80
m/z 69.15 22 .52%
5000
66.0
0 14.0
T B i o o B IR e s e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080618\
Data File : BG036160.D

Acq On : 7 Aug 2018 13:06

Operator : JU/SJ

Sample - J4348-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.13 19.4 ng 187736 1 8.01 193581 20.0
unknown? .55 7.55 114.2 ng 1105690 1 8.01 193581 20.0
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