LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092833.D

Aca On : 7 Feb 2017 17:34

Operator : SJ/MA

Sample : PB96777BL

Misc :

ALS Vial : 12 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:\HPCHEM1I\BNA F\METHODS\8270-BF013017.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 5.093 260 263 273 rVB 1012351 1606030 39.57% 4.962%
2 5.516 297 300 302 rBY 4066734 4058588 100.00% 12.539%
3 6.544 387 390 392 rBVY 3748938 3738770 92.12% 11.551%
4 6.670 399 401 404 rBVY 3315675 3766571 92.80% 11.637%
5 6.899 419 421 424 rBV 1009871 996895 24.56% 3.080%

7.059 432 435 438 rBV 3339596 2947036 72.61% 9.105%
7.470 468 471 473 rBV 2776378 2656221 65.45% 8.206%
8.190 531 534 536 rBV 1395276 1202920 29.64% 3.716%
9.265 625 628 630 rBVY 3890942 3462123 85.30% 10.696%
9.939 685 687 690 rvVB 986113 1150647 28.35% 3.555%

=
QO ~NO®

11 10.739 754 757 759 rBV2 1194286 1672372 41.21% 5.167%
12 11.425 815 817 820 rBV 682113 931220 22.94% 2.877%
13 13.014 954 956 959 rBV 2376028 2539978 62.58% 7.847%
14 14.065 1046 1048 1051 rBV 742055 843581 20.79% 2.606%
15 15.517 1172 1175 1184 rBV 478243 794902 19.59% 2.456%

Sum of corrected areas: 32367854
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF020717\
Data File : BF092833.D

Aca On : 7 Feb 2017 17:34

Operator : SJ/MA

Sample - PB96777BL

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092833.D
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Abundance TIC: BF092833.D
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Abundance TIC: BF092833.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092833.D

Aca On > 7 Feb 2017 17:34

Operator : SJ/MA

Sample : PB96777BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.09 32.22 ng 1606030 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 9

Abundance Scan 263 (5.093 min): BF092833.D (-260) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 500 520 540
e SE 983 | W/Z 59.10 58.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 18.63%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 15.52%
68
50 126 14
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R AR e
43 4.80 5.00 5.20 5.40
m/z 41.10 9.12%
5000
101
15 31 | %8 g9 gp N
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092833.D

Aca On > 7 Feb 2017 17:34

Operator : SJ/MA

Sample : PB96777BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.67 Concentration Rank 1

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

6.67 75.57 ng 3766570 1,4-Dichlorobenzene-d4 6.90
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 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 401 (6.670 min): BF092833.D (-399) (-) m/z 132.10 100.00%
132
5000 68
‘ 75 € 104 640 6.60 6.80 7.00
..,....,....,...:,“.'.‘.‘? o Sk '.|....,..5.‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.10 47.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U R L L
6.40 6.60 6.80 7.00
78 m/z 134.10 31.73%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 30.24%
104
66
14 27 37 4451 58 T g9 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R
132 6.40 6.60 6.80 7.00

m/z 69.10 18.32%

5000

33 44 g7 105

‘ 51 60 70 7? 86 ‘ 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:\HPCHEM1\BNA_F\DATA\BF020717\
Data File : BF092833.D

Acq On : 7 Feb 2017 17:34

Operator : SJ/MA

Sample : PB96777BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 32.2 ng 1606030 1 6.90 996895 20.0
unknown6 .67 6.67 75.6 ng 3766570 1 6.90 996895 20.0
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