LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086833.D

Aca On : 9 May 2016 21:07

Operator : UM/SJ

Sample : PB90374BL

Misc :

ALS Vial : 7 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-BF050916.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 4.864 241 243 250 rBV 226217 380318 7.06% 0.887%
2 5.299 278 281 283 rBVY 3726542 4528211 84.03% 10.558%
3 6.350 370 373 375 rBVY 4337256 4560740 84.63% 10.634%
4 6.464 381 383 385 rBVY 4547887 4636786 86.05% 10.811%
5 6.693 400 403 405 rBV 774400 1022810 18.98% 2.385%

6.842 414 416 419 rBV 3404151 3276080 60.79% 7.639%
7.264 450 453 455 rBV 2589833 3151553 58.48% 7.348%
7.973 513 515 518 rBV 1341675 1337377 24.82% 3.118%
9.059 606 610 612 rBV 4101003 5202051 96.54% 12.129%
9.722 666 668 671 rBV 1584221 1551929 28.80% 3.618%

=
QO ~NO®

11 10.510 734 737 740 rBV2 2682191 3360511 62.36% 7.835%
12 11.208 795 798 800 rBV 1253337 1656228 30.73% 3.862%
13 12.785 933 936 939 rBV 4126144 5388752 100.00% 12.564%
14 13.825 1025 1027 1030 rBV 1437917 1556470 28.88% 3.629%
15 15.208 1145 1148 1150 rBV 834840 1278983 23.73% 2.982%

Sum of corrected areas: 42888799
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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\BF050916\

BF086833.D

9 May 2016 21:07

UmM/sJ

PB90374BL

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050916.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\BF050916\
Data File : BF086833.D

Aca On : 9 May 2016 21:07

Operator : UM/SJ

Sample : PB90374BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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._86 7.44 ng 380318 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Pentanone, 5-(acetyloxy)- 144 C7H1203 005185-97-7 9

Abundance Scan 243 (4.864 min): BF086833.D (-241) (-) m/z 43.10 100.00%
431
5000 59.1
| U UE "ok 40 5h0 530
Ol il et e S b | M/Z 59.10  45.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR LR L L
59.0 460 480 500 520
m/z 58.05 13.06%
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
460 480 5.00 520
5000 m/z 101.10 12.12%
58.0
o 15.0 27.0 72.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3942: Diacetamide R Emas L A
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.30%
5000 59.0
73.0
101.0
0 28.0 I, 510 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086833.D

Aca On : 9 May 2016 21:07

Operator : UM/SJ

Sample : PB90374BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown6.46 Concentration Rank 1

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

6.46 90.67 ng 4636790 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 383 (6.464 min): BF086833.D (-381) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 540 \ - amo T waso o0 640 550 680
Obrrrrrrprrrr el i 20 e b 20l | M/Z 68.10  46.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 R AR R R
6.20 6.40 6.60 6.80
70.0 m/z 134.10 33.35%
310 440
0 Ly ! | 86 0 ! 116.0 !
iz 5 30 4o B 0 70 % % 100 136 130 130 150
Abundance
132.0
9.0 1000 550 6o 650 6k
5000 ' m/z 66.10 32.22%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R EARmERaT AR
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.67%
5000

63.0
15.0 280 390 520 m 77‘0 90\9 10401160 ‘

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\BF050916\
Data File : BF086833.D

Acq On : 9 May 2016 21:07

Operator : UM/SJ

Sample : PB90374BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.86 7.4 ng 380318 1 6.69 1022810 20.0
unknown6 .46 6.46 90.7 ng 4636790 1 6.69 1022810 20.0
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