LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080918\

Data File : BG036259.D

Aca On : 10 Aug 2018 8:39 Instrument :
Operator : JU/SJ BNA_G

Sample - J4395-01 ClientSampleld :

Misc - FK-BPM-01-E7-F7-E7A-F7A
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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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 5.125 308 313 324 rBV 87685 139418 4 _.99% 1.071%
2 5.595 387 393 410 rBV 583162 989927 35.44% 7 .605%
3 7.182 656 663 680 rBV 586099 1106812 39.62% 8.503%
4 7.546 716 725 738 rBV 619154 1061674 38.00% 8.156%
5 8.004 794 803 810 rBV 93902 162471 5.82% 1.248%

8.327 850 858 871 rvB 431720 778810 27.88% 5.983%
9.173 994 1002 1019 rBV 334013 677638 24.26% 5.206%
10.812 1273 1281 1291 rBV 94049 197758 7.08% 1.519%
978467 1634360 58.50% 12.556%
14.084 1832 1838 1851 rBV 82540 171690 6.15% 1.319%
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11 14.630 1924 1931 1943 rBV3 198156 327698 11.73% 2.518%
12 16.122 2178 2185 2204 rBV 843422 1412482 50.56% 10.851%
13 17.379 2391 2399 2410 rBV 257838 443391 15.87% 3.406%
14 19.982 2836 2842 2854 rBV 2072411 2793584 100.00% 21.461%
15 21.638 3117 3124 3133 rBV2 271774 509037 18.22% 3.911%

16 22.414 3250 3256 3261 rVB5 19098 33464 1.20% 0.257%
17 23.089 3365 3371 3376 rBV5 18288 36348 1.30% 0.279%
18 23.277 3399 3403 3410 rVB3 22191 37569 1.34% 0.289%

19 24.828 3655 3667 3681 rBV2 144268 502608 17.99% 3.861%

Sum of corrected areas: 13016739
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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:\SVOASRV\HPCHEM1I\BNA G\DATA\BG080918\

BG036259.D

10 Aug 2018 8:39

JussJ

J4395-01

25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

FK-BPM-01-E7-F7-E7A-F7A

Abundance
2000000

1500000

1000000

500000

TIC: BG036259.D

5.60 7.18 7.55

8.33

5.13 8.00

10.81

0

Time--> 3.50

400 450 5.00 550 6.00 6.50 7.00 750 8.00 8.50

T T T T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
2000000

1500000

13.26

1000000

500000

TIC: BG036259.D

16.12

14.63 17.38

14.08

19,98

21.64

22.41

0

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
2000000

1500000

1000000

500000

TIC: BG036259.D

24.83

23.28.28

0

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\

Data File : BG036259.D

Aca On : 10 Aug 2018 8:39

Operator : Ju/SJ

Sample : J4395-01 :

Misc : FK-BPM-01-E7-F7-E7A-F7A
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.13 17.16 ng 139418 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 43
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 314 (5.131 min): BG036259.D (-308) (-) m/z 43.15 100.00%
43.1
5000
101.2
4819 480 500 520 5.40
ottt e m/z 59.15 63.95%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN SAE SURRE LR AR

4.80 5.00 5.20 5.40

m/z 101.15 27 .68%
101.0
O B B B B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #256: Guanidine
59.0
R e R A EEREE
480 5.00 5.20 5.40
5000/ 18.0 m/z 58.15 18.10%
ol
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40
m/z 41.15 10.78%
5000
101.0
o+t
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\

Data File : BG036259.D

Aca On : 10 Aug 2018 8:39

Operator : Ju/SJ

Sample : J4395-01 :

Misc : FK-BPM-01-E7-F7-E7A-F7A
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 1

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

7.55 130.69 ng 1061670 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 726 (7.552 min): BG036259.D (-716) (-) m/z 132.15 100.00%
13p.2
5000 68.2
401 541 ‘| %62 720 740 7.60 7.80
o....,...:l'!...;!."..,:!-.'.,...Ef,z....,...|~.,?1?‘.3.1,....,...., b m/z 68.15  48.33%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000
69.0 7.20 7.40 7.60 7.80
39.0 57.0 m/z 66.15 34.00%
I | ” 89.0 103.0
Ouuuuluuuulllll I||I|| ||”|I|”IIV?IOIIII IIII ||!I|||1|1|5||0|||||| o ARER
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14146. 4 ChIoro 6-fluoro-pyrimidine
132.0
720 740 7.60 7.80
5000 97.0 m/z 134.15 33.97%
70.0
31.0
0 | ﬂow @9 , 860 116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine LSS B
132.0 7.20 7.40 7.60 7.80
m/z 69.20 22 .22%
5000
33.0 44.0 0.0 105.0
0""I"”I""“'”éﬂ?"'l”'%29"W""I'JMI%%§9I"”I T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080918\

Data File : BG036259.D

Acq On : 10 Aug 2018 8:39

Operator : JU/SJ

Sample - J4395-01 :

Misc : FK-BPM-01-E7-F7-E7A-F7A
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.13 17.2 ng 139418 1 8.00 162471 20.0
unknown? .55 7.55 130.7 ng 1061670 1 8.00 162471 20.0
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