LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101415\
Data File : BF082255.D

Aca On : 13 Oct 2015 15:42

Operator : UM/I1Z

Sample : PB86052BL

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-BF101015.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 5.006 248 251 260 rBV 495133 662906 30.19% 4.093%
2 5.429 285 288 290 rBVY 1145843 1456844 66.34% 8.996%
3 6.457 376 378 381 rBVY 1140325 1352279 61.58% 8.350%
4 6.594 387 390 392 rBVY 1541785 1606485 73.16% 9.920%
5 6.823 408 410 413 rBV 448220 412074 18.77% 2.544%

6.983 421 424 426 rBV 1276296 1279955 58.29% 7.903%
7.395 458 460 478 rBvV 879151 949939 43.26% 5.866%
8.115 521 523 525 rBV 602772 551475 25.11% 3.405%
9.200 615 618 620 rBV 1253726 1862198 84.80% 11.499%
9.875 674 677 679 rBvV 684649 668763 30.45% 4.129%

=
QO ~NO®

11 10.663 743 746 749 rBV 1114238 1092401 49.75% 6.745%
12 11.361 805 807 810 rBV 710437 671811 30.59% 4.148%
13 12.961 945 947 950 rBV 1535819 2195925 100.00% 13.559%
14 14.081 1043 1045 1048 rBvV 658226 737751 33.60% 4 _555%
15 15.647 1179 1182 1196 rBV 414643 694130 31.61% 4._.286%

Sum of corrected areas: 16194936
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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\BF101415\
BF082255.D

13 Oct 2015 15:42

umziz

PB86052BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101415\
Data File : BF082255.D

Aca On : 13 Oct 2015 15:42

Operator : UM/I1Z

Sample - PB86052BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.

5.01 32.17 ng 662906 1,4-Dichlorobenzene-d4 6.82
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (5.006 min): BF082255.D (-248) (-) m/z 43.10 100.00%
431
59.1
5000
o 450 450 500 520 540
o...,....,....,....-,':.~..,..'!.|,..??-,9...?.37:1..,...:,|....,. m/z 59.10 63.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L L I
59.0 460 480 500 520 5.40
m/z 101.10 20.40%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 4.80 500 520 5.40
5000 m/z 58.10 16.38%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e R A,
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.27%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101415\
Data File : BF082255.D

Aca On : 13 Oct 2015 15:42

Operator : UM/I1Z

Sample - PB86052BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown6.59 Concentration Rank 1

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

6.59 77.97 ng 1606490 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
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 390 (6.594 min): BF082255.D (-387) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 SAREAARNE SARNE SARRA NS
401 541 6.20 6.40 6.60 6.80 7.00
Obrr ey bt 880 L 1180 m/z 68.10 35.46%
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
5000 SRR S RN N R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.55%
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
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.19%
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 A
Abundance #14006: 5-Aminoindole R o o

132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 _.17%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101415\
Data File : BF082255.D

Acq On : 13 Oct 2015 15:42

Operator : UM/1Z

Sample - PB86052BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 5.01 32.2 ng 662906 1 6.82 412074 20.0
unknown6 .59 6.59 78.0 ng 1606490 1 6.82 412074 20.0
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