LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100732.D

Aca On : 20 Nov 2017 16:04

Operator : SJ/JU

Sample : PB104346BL

Misc :

ALS Vial : 9 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-BF110817.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

5.116 511 515 526 rBV 107688 139793 5.40% 0.769%
5.498 574 580 583 rBV 2058814 2026188 78.32% 11.147%
rBvV 1915570 1986562 76.79% 10.929%
6.640 769 774 777 rBV 2107403 2087508 80.69% 11.484%
6.869 809 813 817 rBB 574359 457038 17.67% 2.514%
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7.028 835 840 843 rBV 1837501 1693199 65.45% 9.315%
7.434 903 909 912 rBV 1232839 1318359 50.96% 7.253%
8.151 1026 1031 1034 rBV 665844 613982 23.73% 3.378%
9.228 1208 1214 1217 rBV 2540954 2587084 100.00% 14.232%
9.904 1324 1329 1333 rBV2 690504 674498 26.07% 3.711%

=
QO ~NO®

11 10.692 1459 1463 1467 rBV 1212527 1170448 45.24% 6.439%
12 11.392 1578 1582 1586 rBV 825008 656171 25.36% 3.610%
13 12.974 1847 1851 1855 rBV 1974985 1922974 74.33% 10.579%
14 14.027 2026 2030 2034 rBV 462699 390408 15.09% 2.148%
15 15.498 2275 2280 2289 rBV 353093 453173 17.52% 2.493%

Sum of corrected areas: 18177385
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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\BF112017\

BF100732.D

20 Nov 2017 16:04

SJ/Ju

PB104346BL

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF100732.D

6.64
6.50

5.50
7.03

7.43

6.87

5.12

0

Time-->

4.00

4.50

5.50

6.00

6.50

7.00

1
7.50

2.50

3.00

T
3.50 5.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF100732.D

9|23

12.97

10.69

11.39
9.90

Or——
Time-->

12.00 12.50

13.00

13.50

10.00 10.50 11.00 11.50

9.50

9.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF100732.D

14.03

|

15.50

o

Time-->

14.00

18.50 19.00

17.50 18.00

16.50 17.00

15.50 16.00

14.50 15.00

8270-BF110817.

M Tue Nov 21 13:21:25 2017 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100732.D

Aca On : 20 Nov 2017 16:04

Operator : SJ/JU

Sample : PB104346BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.12 6.12 ng 139793 1,4-Dichlorobenzene-d4 6.87
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
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-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 516 (5.122 min): BF100732.D (-511) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 ISR LA S AR AR
| 83.1 | 4.80 500 5.20 5.40
A 4 NS SRS H. m/z 59.10 57.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR S R LR
4.80 500 5.20 5.40
59.0 m/z 101.00 19.08%
2f0 | 510 ‘ 690 80010 10
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.13%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime B e ma
43.0 480 500 5.20 5.40
m/z 41.00 9.35%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540

8270-BF110817.M Tue Nov 21 13:21:26 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100732.D

Aca On : 20 Nov 2017 16:04

Operator : SJ/JU

Sample : PB104346BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.64 Concentration Rank 1

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

6.64 91.35 ng 2087510 1,4-Dichlorobenzene-d4 6.87
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 774 (6.640 min): BF100732.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 URRBE LRSS S LR
401 540 | 6.40 6.60 6.80 7.00
S TN N | R N =X R N m/z 68.10 40.13%
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 U IR I R I
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.82%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.45%
41.0 97.0
53.0
79.0 117.0
wwmm@mﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L B L L N L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.77%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
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:\HPCHEMI1\BNA_F\DATA\BF112017\
Data File : BF100732.D

Acq On : 20 Nov 2017 16:04

Operator : SJ/JU

Sample : PB104346BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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... 5.12 6.1 ng 139793 1 6.87 457038 20.0
unknown6 .64 6.64 91.3 ng 2087510 1 6.87 457038 20.0
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