LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092218\

Data File : BG036906.D

Aca On : 23 Sep 2018 00:02 Instrument :

Operator : JU/SJ ?:II\:gﬁ(t;Sam ol

agmple : J5019-13 OMBRJET?EDS
isc :

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG092018 .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 5.148 312 316 328 rVB 26656 45189 1.21% 0.336%
2 5.618 388 396 411 rBV 148849 294814 7.91% 2.190%
3 7.204 660 666 682 rBV 84119 199756 5.36% 1.484%
4 7.574 723 729 746 rBV 296174 597035 16.01% 4.434%
5 8.050 803 810 821 rBV 104366 204402 5.48% 1.518%

8.367 855 864 884 rBV 449808 857962 23.01% 6.372%
9.207 1000 1007 1023 rBV 383057 785858 21.07% 5.837%
10.853 1275 1287 1303 rBVY 147168 311380 8.35% 2.313%
1202875 2068809 55.48% 15.366%
14.119 1836 1843 1855 rBVY 77086 128974 3.46% 0.958%
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11 14.672 1930 1937 1948 rBV3 289060 502888 13.48% 3.735%
12 16.158 2183 2190 2201 rBV 712300 1175461 31.52% 8.731%
13 17.416 2398 2404 2417 rBV2 432729 712843 19.11% 5.295%
14 20.024 2842 2848 2859 rBV 2588553 3729245 100.00% 27.699%
15 21.681 3123 3130 3143 rBvV 464776 816595 21.90% 6.065%

16 23.162 3377 3382 3389 rVB2 27142 48236 1.29% 0.358%

17 23.961 3510 3518 3525 rBV2 32444 74336 1.99% 0.552%

18 24.889 3665 3676 3694 rVB 287391 849149 22.77% 6.307%

19 26.029 3862 3870 3877 rBV4 22219 60704 1.63% 0.451%
Sum of corrected areas: 13463636
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036906.D

Aca On : 23 Sep 2018 00:02

Operator : JU/SJ

Sample : J5019-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG036906.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036906.D

Aca On : 23 Sep 2018 00:02

Operator : JU/SJ

Sample : J5019-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

5.15 4.42 ng 45189 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Pentanal. oxime 101 C5H11NO 000628-79-5 23
3 Propanoic acid. 2-hvdroxv-2-methvl- 104 C4H803 000594-61-6 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 316 (5.148 min): BG036906.D (-312) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 AN U L L
511, 831 480 5.00 5.20 5.40
ol m/z 59.10 64.39%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL LU IR B
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3L0 | 830 o030 1010
ot e e e e e e
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Abundance #4067: Pentanal, oxime
54.0
410 480 500 520 540
5000 m/z 58.10 14.93%
27.0
72.0
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S L L UL S LI IS SIS BUR B
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Abundance #4714: Propanoic acid, 2-hydroxy-2-methyl-
59.0 480 5.00 5.20 5.40
m/z 41.10 8.29%
43.0
5000 sL.0
o 1 1.l .51.0 |, 69.0 77.0 86.0 101.0
m/z--> 20 30 40 50 60 70 80 9 100 ' 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036906.D

Aca On : 23 Sep 2018 00:02

Operator : JU/SJ

Sample : J5019-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.57 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.57 58.42 ng 597035 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10
Abundance Scan 728 (7.568 min): BG036906.D (-723) (-) m/z 132.10 100.00%

1391
5000 68.1

401 96.1 e o S EEmmm
54.1 .|‘.| 77.1 87.0 106.0 | 720 740 760 780 800

S TSP SN 1 £ LA W X N | m/z 68.10 47.73%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine

132.0

97.0
5000 T I rTrTT I TrrT TTrTT I UL T
7.20 7.40 7. 60 7.80 8. OO

70.0 m/z 66.10 33.75%
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0 | 44|.0 I, | Il || | 86|0 Il 1060 1160 1
L i e o o e A RRRAARAREE LRSS S
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

7.20 7.40 7.60 7.80 8.00

o

5000 m/z 134.10 29.90%
33.0 44.0 0.0 105.0
0 ‘ L, 609 QO ‘ ‘\ 115.0 1
R I B T o L B B BARAEBumma T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene e

132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.36%

5000
63.0 81.0
31.0 50.0 ‘ 101.0 112.0 |
(O e B N I B o N

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00

8270-BG092018.M Mon Sep 24 17:36:28 2018 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG092218\
Data File : BG036906.D

Acq On : 23 Sep 2018 00:02

Operator : JU/SJ

Sample - J5019-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.15 4.4 ng 45189 1 8.05 204402 20.0
unknown? .57 7.57 58.4 ng 597035 1 8.05 204402 20.0
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