LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090845.D

Aca On : 26 Oct 2016 17:10

Operator : UM/SJ

Sample : PB94297BL

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-BF102616.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 4.956 248 251 261 rBV 604662 1127855 15.05% 2.262%
2 5.390 286 289 291 rBVY 3922752 4322063 57.69% 8.669%
3 6.430 377 380 383 rBY 3906924 4829134 64.46% 9.686%
4 6.556 388 391 394 rBVY 4891568 5151082 68.76% 10.332%
5 6.785 409 411 422 rBVY 1122164 1107583 14.78% 2.221%

6.945 422 425 427 rBV 4545339 4493091 59.97% 9.012%
7.356 458 461 463 rBV 3149796 3593182 47.96% 7.207%
8.076 521 524 526 rBV 1290465 1453921 19.41% 2.916%
9.150 615 618 621 rBV 4610721 5832128 77.85% 11.698%
9.825 674 677 680 rBVY 1959252 1761684 23.52% 3.533%

=
QO ~NO®

11 10.613 743 746 749 rBV2 2844771 4260736 56.87% 8.546%
12 11.311 805 807 809 rBV 1732243 1558328 20.80% 3.126%
13 12.911 943 947 949 rBV 5475651 7491634 100.00% 15.026%
14 13.951 1035 1038 1040 rBV 1555116 1661925 22.18% 3.333%
15 15.357 1158 1161 1164 rBV 781595 1213461 16.20% 2.434%

Sum of corrected areas: 49857807
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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\BF102616\

BF090845.D

26 Oct 2016 17:10

UM/SsJ

PB94297BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090845.D

Aca On : 26 Oct 2016 17:10

Operator : UM/SJ

Sample : PB94297BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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.

4.96 20.37 ng 1127860 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.956 min): BF090845.D (-248) (-) m/z 43.10 100.00%

43
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101 e T e
4.60 4.80 5.00 5.20

83
.w.”.“?ﬁw:”?%wh.”?%.”,m.w.”:i.”,“.w“.w.”.“.“, m/z 59.10 61.31%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
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101
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Abundance
59
e R
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5000 m/z 58.05 17.19%
41
0 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T T ....,.

59 460 480 500 5.20

m/z 41.10 8.82%
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m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090845.D

Aca On : 26 Oct 2016 17:10

Operator : UM/SJ

Sample : PB94297BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknown6.56 Concentration Rank 1

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

6.56 93.01 ng 5151080 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 391 (6.556 min): BF090845.D (-388) (-) m/z 132.00 100.00%
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0 ..,....,....,...:,".'..?,::..??...' BN -1 S Ml .S | S m/z 68.10 42.75%
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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2 78 m/z 134.00 33.93%
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O T T e
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Abundance
132
620 640 6.60 680
5000 m/z 66.10 26.67%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e o R
132 6.20 6.40 6.60 6.80
m/z 69.10 16.98%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102616\
Data File : BF090845.D

Acq On : 26 Oct 2016 17:10

Operator : UM/SJ

Sample - PB94297BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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... 4.96 20.4 ng 1127860 1 6.78 1107580 20.0
unknown6 .56 6.56 93.0 ng 5151080 1 6.78 1107580 20.0
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