LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094122.D

Aca On : 3 Apr 2017 15:53

Operator : SJ/MA

Sample : PB97988BL

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

4.034 360 365 375 rvVB 275591 396601 7.63% 0.992%
4.428 427 432 435 rBV 3747563 4155469 79.96% 10.398%
rBvV 3633038 4165771 80.15% 10.424%
5.634 632 637 641 rBV 3945199 4378849 84.25% 10.957%
5.886 676 680 684 rBV 1062417 927968 17.85% 2.322%
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6.069 705 711 714 rBV 3220811 3476291 66.89% 8.698%
6.533 784 790 793 rBV 2407441 2810407 54.07% 7.032%
7.386 930 935 939 rBV 1277737 1265988 24.36% 3.168%
8.716 1154 1161 1164 rBV 4442021 5197256 100.00% 13.005%
9.527 1293 1299 1304 rBV2 1369394 1404039 27.02% 3.513%

=
QO ~NO®

11 10.504 1458 1465 1469 rBV 2324588 2758929 53.08% 6.903%
12 11.351 1604 1609 1613 rBV 1323296 1402598 26.99% 3.510%
13 13.339 1940 1947 1951 rBV2 4086757 5183323 99.73% 12.970%
14 14.604 2157 2162 2168 rBV 1300344 1365657 26.28% 3.417%
15 16.239 2434 2440 2448 rBV 915161 1075856 20.70% 2.692%

Sum of corrected areas: 39965002
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094122.D

Aca On : 3 Apr 2017 15:53

Operator : SJ/MA

Sample : PB97988BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF094122.D

4000000 5.63
4.43 550

6.07
3000000
6.53

2000000

7.39
5.89
1000000

4.03

e L

T
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Abundance TIC: BF094122.D
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Abundance TIC: BF094122.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094122.D

Aca On : 3 Apr 2017 15:53

Operator : SJ/MA

Sample : PB97988BL

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.

4.03 8.55 ng 396601 1,4-Dichlorobenzene-d4 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 t-Butvl ethvl ether 102 C6H140 1000118-18-4 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 364 (4.028 min): BF094122.D (-360) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR SR AR B
| 83.1 | 3.60 3.80 4.00 4.20 4.40
o} S 1 S 7) RSN N — m/z 59.00 55.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL R I
59.0 360 3.80 4.00 420 4.40
0
150 4, 1010 m/z 101.00 17.62%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
360 380 4.00 4.20 4.40
5000 m/z 58.00 14.01%
101.0
15.0 58.0
0 28.0 69.0 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
54.0 3.60 3.80 4.00 4.20 4.40
m/z 41.00 10.13%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094122.D

Aca On : 3 Apr 2017 15:53

Operator : SJ/MA

Sample : PB97988BL

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 unknown5.63 Concentration Rank 1

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

5.63 94 .38 ng 4378850 1,4-Dichlorobenzene-d4 5.89
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 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 636 (5.628 min): BF094122.D (-632) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 RS SR I
401 540 | | eso | 170 520 540 560 5.80 6.00
o T N -1 B £ IR | N m/z 68.05 40.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RS S IR S
5.20 5.40 5.60 5.80 6.00
2.0 510 m/z 134.00 32.36%
0'W'”'P'”I”'“'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
132.0
520 540 5.60 580 6.00
5000 67.0 m/z 66.10 24.88%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e ERERmE EmmE A
132.0 5.20 5.40 5.60 5.80 6.00
m/z 69.10 16.33%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 520 540 560 580 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040317\
Data File : BF094122.D

Acq On : 3 Apr 2017 15:53

Operator : SJ/MA

Sample : PB97988BL

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... 4.03 8.6 ng 396601 1 5.89 927968 20.0
unknown5.63 5.63 94_.4 ng 4378850 1 5.89 927968 20.0
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