LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086867.D

Aca On : 10 May 2016 18:44

Operator : UM/SJ

Sample - PB90456BL

Misc :

ALS Vial : 16 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 101585 188323 3.66% 0.466%
2 5.287 277 280 282 rBVY 3726938 4422516 86.04% 10.939%
3 6.339 369 372 380 rBVY 3565238 4316608 83.98% 10.677%
4 6.453 380 382 385 rBVY 4179390 4143097 80.60% 10.248%
5 6.682 400 402 413 rVB 1093798 1039001 20.21% 2.570%

6.842 413 416 418 rBV 3185246 3525162 68.58% 8.720%
7.253 449 452 468 rBV 2662784 2895566 56.33% 7.162%
1072916 1288804 25.07% 3.188%
9.048 606 609 612 rBV 4516133 4629652 90.07% 11.452%
9.722 665 668 670 rBVY 1323801 1482625 28.84% 3.667%
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11 10.511 734 737 739 rBV 3187086 3422794 66.59% 8.466%
12 11.196 795 797 799 rBV 1811469 1556699 30.28% 3.851%
13 12.785 933 936 938 rBV 4891861 5140231 100.00% 12.715%
14 13.825 1025 1027 1029 rBV 1324886 1325919 25.79% 3.280%
15 15.197 1144 1147 1158 rBV 916893 1050543 20.44% 2.599%

Sum of corrected areas: 40427540
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086867.D

Aca On : 10 May 2016 18:44

Operator : UM/SJ

Sample = PB90456BL

Misc :

ALS Vial : 16 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

Abundance TIC: BF086867.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086867.D

Aca On : 10 May 2016 18:44

Operator : UM/SJ

Sample = PB90456BL

Misc :

ALS Vial : 16 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 3.63 ng 188323 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 243 (4.864 min): BF086867.D (-241) (-) m/z 43.05 100.00%
43.0
5000 59.1
| mo 101 ko ko 5o 5k
o} ARSI 4 1 FOSHBMENRPUOY S MRS SR LSS m/z 59.10 44.65%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L A R L
59.0 460 480 500 520
m/z 58.05 14.02%
31.0 830 o3¢ 1010
R I Iy L L A A R I B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43.0
460 4.80 5.00 5.20
5000 57.0 m/z 101.10 11.31%
29.0
101.0
78.0
L S SR UL UL I UL IUILLS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3602: l—Propen—Z—oI, acetate LI L L L B
43.0 460 4.80 5.00 5.20
m/z 41.10 8.98%
5000
58.0
. 15.0 27.0 L | 7%.0 100.0
m/z--> 10 20 30 40 50 60 70 8 9 100 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086867.D

Aca On : 10 May 2016 18:44

Operator : UM/SJ

Sample = PB90456BL

Misc :

ALS Vial : 16 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 unknown6.45 Concentration Rank 1

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

6.45 79.75 ng 4143100 1,4-Dichlorobenzene-d4 6.68
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 382 (6.453 min): BF086867.D (-380) (-) m/z 132.10 100.00%
13R.1
5000 68.1
40.1 96.1 BN LR L S
54.0
0 IR ||| H | | ' I.‘u | |, 850 | 107.0 | m/26'2%86'100 6'605f'8g4ty
LA L LR AR RN AL LSS SRS RSN SN SRR B - - ¢
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 BN AR L SR
6.20 6.40 6.60 6.80
70.0 m/z 66.05 36.21%
310 440
0 L, ! | 86 0 | 116.0 !
iz 5 30 4o B 0 70 % % 100 136 130 130 150
Abundance
132.0
9.0 1000 650 640 6b0 6B
5000 ' m/z 134.10 32.50%
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- A Ea e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 21.96%
5000

63.0
15.0 280 390 520 m 77‘0 990 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\BF051016\
Data File : BF086867.D

Acq On : 10 May 2016 18:44

Operator : UM/SJ

Sample - PB90456BL

Misc :

ALS Vial : 16 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 3.6 ng 188323 1 6.68 1039000 20.0
unknown6 .45 6.45 79.8 ng 4143100 1 6.68 1039000 20.0
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