LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098647.D

Acq On : 19 Sep 2017 18:00

Operator : SJ/JU

Sample : PB102449BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF091117_.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 height area % max. total
1 4.810 459 463 480 rBV 281106 471062 10.11% 1.495%
2 5.239 532 536 557 rBV 3040955 3125183 67.10% 9.920%
3 6.281 709 713 716 rBV 2816183 3137952 67.38% 9.961%
4 6.398 729 733 736 rBV 3704193 3322045 71.33% 10.545%
5 6.622 768 771 782 rBV 782502 709791 15.24% 2.253%

6.781 794 798 801 rBV 2866394 2491897 53.51% 7.910%
7.198 864 869 872 rBV 2191960 1978844 42.49% 6.281%
7.910 986 990 998 rBV 1027152 888185 19.07% 2.819%
8.986 1167 1173 1176 rBV 3924275 3603929 77.38% 11.440%
9.657 1283 1287 1296 rVB 1098903 974838 20.93% 3.094%

=
QO ~NO®

11 10.451 1417 1422 1425 rBV 2293859 2159480 46.37% 6.855%
12 11.139 1535 1539 1548 rBV 1425471 1311236 28.15% 4.162%
13 12.733 1804 1810 1813 rBV 4210864 4657245 100.00% 14.784%
14 13.780 1983 1988 1994 rVB 1261598 1237747 26.58% 3.929%
15 15.174 2220 2225 2235 rVB2 1103400 1433358 30.78% 4 _550%

Sum of corrected areas: 31502792
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098647.D

Acq On : 19 Sep 2017 18:00

Operator : SJ/JU

Sample : PB102449BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098647.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098647.D

Acq On : 19 Sep 2017 18:00

Operator : SJ/JU

Sample : PB102449BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown4.81 Concentration Rank 3

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

4.81 13.27 ng 471062 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 463 (4.810 min): BF098647.D (-459) (-) m/z 43.00 100.00%
a3
59
5000
101 USRS RS
51| 83 | 440 4.60 4.80 5.00 5.20
Orrr e e e e e m/z 59.00 57.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS UL R
59 440 4.60 4.80 5.00 5.20
m/z 101.00 19.30%
15 31 101
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Abundance
59
440 460 480 500 5.20
5000 41 m/z 58.00 15.02%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098647.D

Acq On : 19 Sep 2017 18:00

Operator : SJ/JU

Sample : PB102449BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.40 Concentration Rank 1

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

6.40 93.61 ng 3322050 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 733 (6.398 min): BF098647.D (-729) (-) m/z 132.00 100.00%
32
5000 68
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40 _ 54 ‘ 75 104 6.00 6.20 6.40 6.60 6.80
o T .6?:.'.| BN -7 W P . S [ N m/z 68.00 43.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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104 .
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3 78 m/z 134.00 32.56%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.00 28.64%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole T R o

132 6.00 6.20 6.40 6.60 6.80
m/z 68.95 17.41%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098647.D

Acq On : 19 Sep 2017 18:00

Operator : SJ/JU

Sample : PB102449BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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]
unknown4 .81 4.81 13.3 ng 471062 1 6.62 709791 20.0
unknown6 .40 6.40 93.6 ng 3322050 1 6.62 709791 20.0
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