LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041018\
Data File : BF104418.D

Aca On : 10 Apr 2018 19:26

Operator : JU/SJ

Sample : PB108119BL

Misc :

ALS Vial : 25 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-BF040618.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 5.028 494 500 508 rvB 98649 126060 4_.19% 0.537%
2 5.422 562 567 570 rBVY 2698991 2757675 91.73% 11.742%
3 6.440 734 740 742 rBVY 2403319 2684706 89.31% 11.431%
4 6.575 758 763 766 rBVY 2905272 2787984 92.74% 11.871%
5 6.804 799 802 806 rVB 875971 720894 23.98% 3.069%

6.963 825 829 832 rBV 2603850 2224933 74.01% 9.474%
7.369 893 898 901 rBV 1634459 1726563 57.43% 7.352%
8.092 1016 1021 1024 rBV 1075767 950883 31.63% 4.049%
3404709 3006178 100.00% 12.800%
9.845 1315 1319 1323 rBV2 1123856 931328 30.98% 3.965%
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11 10.633 1449 1453 1457 rBV 1564529 1378222 45.85% 5.868%
12 11.333 1568 1572 1575 rBV 933985 746664 24 .84% 3.179%
13 12.922 1838 1842 1846 rBV 2361933 2183441 72.63% 9.297%
14 13.974 2017 2021 2025 rBV 747188 715852 23.81% 3.048%
15 15.439 2265 2270 2280 rBV 433732 544386 18.11% 2.318%

Sum of corrected areas: 23485769
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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:\HPCHEM1I\BNA F\DATA\BF041018\

BF104418.D

10 Apr 2018 19:26

JussJ

PB108119BL

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041018\
Data File : BF104418.D

Aca On : 10 Apr 2018 19:26

Operator : JU/SJ

Sample : PB108119BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

5.03 3.50 ng 126060 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 500 (5.028 min): BF104418.D (-494) (-) m/z 43.00 100.00%
43
59
5000
101 SRS AR LS LR R
83 4.60 4.80 5.00 5.20 5.40
) S MOV O S — m/z 59.00 58.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR S R
4.60 4.80 5.00 5.20 5.40
m/z 101.00 21.56%
o Nl 83 g3 10!
FA INRARA UL IR LA IR RN NI RN RN SRR LRSS AR SRS BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 m/z 58.00 16.83%
43 101
0 15 3 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 460 4.80 5.00 5.20 5.40
m/z 41.00 9.64%
5000 41
68
o I so ) | 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041018\
Data File : BF104418.D

Aca On : 10 Apr 2018 19:26

Operator : JU/SJ

Sample : PB108119BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.57 Concentration Rank 1

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

6.57 77.35 ng 2787980 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF104418.D (-758) (-) m/z 132.00 100.00%
5000 68
40 | o J 620 640 6.60 6.80 7.00
ot el 777 [ dgsms U7 6810 41.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR AR AR SRR
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.89%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.42%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 i
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.94%
5000
33 am o 105
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041018\
Data File : BF104418.D

Acq On : 10 Apr 2018 19:26

Operator : JU/SJ

Sample : PB108119BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 3.5 ng 126060 1 6.80 720894 20.0
unknown6 .57 6.57 77.3 ng 2787980 1 6.80 720894 20.0
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