LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102820.D

Aca On : 7 Feb 2018 18:04

Operator : SJ/JU

Sample : PB106347BL

Misc :

ALS Vial : 4 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-BF020318.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 2.210 17 21 31 rvB 35287 56630 1.11% 0.130%
2 5.122 510 516 524 rBV 116400 157991 3.09% 0.363%
3 5.504 576 581 584 rBY 4633034 4943023 96.67% 11.342%
4 6.510 745 752 754 rBVY 4043901 4646504 90.87% 10.662%
5 6.651 771 776 779 rBY 4738864 4764623 93.18% 10.933%

6.881 811 815 818 rBV 1291378 1087823 21.27% 2.496%
7.040 837 842 845 rBV 3765078 3750314 73.34% 8.605%
7.439 905 910 913 rBV 2848289 3192870 62.44% 7.326%
8.163 1028 1033 1036 rBV 1600573 1486861 29.08% 3.412%
9.239 1210 1216 1219 rBV 4875464 5113288 100.00% 11.733%

=
QO ~NO®

11 9.916 1326 1331 1344 rVB 1740177 1615054 31.59% 3.706%
12 10.710 1460 1466 1481 rBV 2718697 3132920 61.27% 7.189%
13 11.404 1580 1584 1588 rBV 1795936 1584917 31.00% 3.637%
14 12.992 1849 1854 1857 rBV2 4503187 4837051 94.60% 11.099%
15 14.045 2028 2033 2043 rVB 1586026 1498039 29.30% 3.437%

16 15.151 2218 2221 2226 rVB 48369 53714 1.05% 0.123%

17 15.521 2278 2284 2298 rBV2 942234 1374916 26.89% 3.155%

18 15.986 2358 2363 2370 rvB2 55535 82599 1.62% 0.190%

19 16.498 2445 2450 2455 rBvV 45162 78055 1.53% 0.179%

20 17.104 2548 2553 2563 rVB4 30086 69798 1.37% 0.160%

21 17.821 2668 2675 2681 rBVS8 20515 54937 1.07% 0.126%
Sum of corrected areas: 43581927
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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\BF020718\

BF102820.D

7 Feb 2018 18:04

SJ/JuU

PB106347BL

4 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102820.D

Aca On : 7 Feb 2018 18:04

Operator : SJ/JU

Sample : PB106347BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2.90 ng 157991 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 516 (5.122 min): BF102820.D (-510) (-) m/z 43.00 100.00%
a3
59
5000
A
1ot 480 5.00 520 540
o Bl 3L 8 | w77 59.00 55.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N R LS L R
59 480 500 520 540
m/z 58.00 17.47%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 540
5000 m/z 101.00 16.58%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- B e R
59 480 500 5.20 5.40
m/z 41.00 9.33%
5000
41
0 |""|"'H““" Jlﬁ”"|$?¢*i" "|??"|"gq| ""J""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40

8270-BF020318.M Thu Feb 08 12:16:12 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102820.D

Aca On : 7 Feb 2018 18:04

Operator : SJ/JU

Sample : PB106347BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.65 87.60 ng 4764620 1,4-Dichlorobenzene-d4 6.88
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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102820.D (-771) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTTT T T T T T T T T
40 54 | 75 104 6.40 6.60 6.80 7.00
o N I -1 R 1A Ml S | m/z 68.00 40.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS A R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.43%
1 33
0'W'”'P'”I”J“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.06%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R L R A R

132 6.40 6.60 6.80 7.00
m/z 69.00 15.14%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102820.D

Acq On : 7 Feb 2018 18:04

Operator : SJ/JU

Sample : PB106347BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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 2.9 ng 157991 1 6.88 1087820 20.0
3-Chloro-6-fluoro. .. 6.65 87.6 ng 4764620 1 6.88 1087820 20.0
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