LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094393.D

Aca On : 13 Apr 2017 16:33

Operator : SJ/MA

Sample : PB98229BL

Misc :

ALS Vial : 6 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-BF032217.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 3.928 343 347 356 rBV 399391 545847 12.41% 1.625%
2 4.346 413 418 421 rBV 3340226 3348336 76.11% 9.969%
3 5.416 594 600 603 rBY 3061522 3413617 77.59% 10.163%
4 5.540 616 621 624 rBVY 3468563 3562085 80.97% 10.605%
5 5.781 658 662 666 rBV 829860 810687 18.43% 2.414%

5.963 688 693 696 rBV 2849766 2842372 64.61% 8.463%
6.434 767 773 776 rBV 1961227 2267430 51.54% 6.751%
7.287 912 918 922 rBV 1020952 1106717 25.16% 3.295%
8.610 1136 1143 1146 rBV 3609959 4399333 100.00% 13.098%
9.422 1275 1281 1285 rBV2 1183512 1243616 28.27% 3.703%

=
QO ~NO®

11 10.404 1441 1448 1451 rBV 1822225 2279330 51.81% 6.786%
12 11.245 1584 1591 1595 rBV 1287807 1258921 28.62% 3.748%
13 13.227 1920 1928 1932 rBV 3284470 4252841 96.67% 12.662%
14 14.492 2138 2143 2150 rBV 1134488 1198809 27.25% 3.569%
15 16.115 2414 2419 2427 rBV 927711 1057327 24.03% 3.148%

Sum of corrected areas: 33587268
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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:\HPCHEMI\BNA F\Data\BF041317\

BF094393.D

13 Apr 2017 16:33

SJ/MA

PB98229BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094393.D

435 54

5.42

5.78

3.93

5.96

6.43

7.29

Or——
Time-->

4.00

T T
4.50 5.00 5.50

T
6.00 6.50

7.00

7.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF094393.D

10.40

0.42 11.25

13.23

Time-->

10.00 10.50 11.00 11.50

9.50

12.00 12.50 13.00

13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094393.D

14.49
16.12

0
Time-->

16.00 16.50 17.00

14.00

14.50 15.00 15.50

17.50

18.00

18.50 19.00

8270-BF032217.

M Fri Apr 14 06:45:14 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094393.D

Aca On : 13 Apr 2017 16:33

Operator : SJ/MA

Sample : PB98229BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

3.93 13.47 ng 545847 1,4-Dichlorobenzene-d4 5.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 347 (3.928 min): BF094393.D (-343) (-) m/z 43.00 100.00%
43
59
5000
T 5 3k abo k"
sl 83l 88 | "m/z 59.10 59.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS SRR SRR
3.60 3.80 4.00 4.20
59 m/z 101.10 22.56%
21 37 53 ‘ 67 77 83 o1 }?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 360 3.80 4.00 420
5000 m/z 58.00 15.31%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime O EAmmE e e  RERAS!
43 3.60 3.80 4.00 4.20
m/z 41.10 9.61%
5000
101
15 58
\ 28 37/l s1 7 69 84
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 3.%0 3.130 4.'00 4.'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094393.D

Aca On : 13 Apr 2017 16:33

Operator : SJ/MA

Sample : PB98229BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.54 Concentration Rank 1

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

5.54 87.88 ng 3562090 1,4-Dichlorobenzene-d4 5.79
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 621 (5.540 min): BF094393.D (-616) (-) m/z 132.00 100.00%
32
5000 68
6 rTrrrTTyTTTrT T T T T T
40 _ 54 75 104 5.20 5.40 5.60 5.80
T ??.l.' S -/ M SN | N m/z 68.10  40.00%
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 .
5000 U R IR R
5.20 5.40 5.60 5.80
78 m/z 134.00 33.00%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 67 m/z 66.10 24.42%
41 97
53 2 117
34 60 89 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 J
Abundance #14006: 5-Aminoindole EEmma
132 5.20 5.40 5.60 5.80

m/z 69.10 15.48%

5000

104
66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041317\
Data File : BF094393.D

Acq On : 13 Apr 2017 16:33

Operator : SJ/MA

Sample - PB98229BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 3.93 13.5 ng 545847 1 5.79 810687 20.0
unknown5 .54 5.54 87.9 ng 3562090 1 5.79 810687 20.0
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