LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061918\

Data File : BG035251.D

Aca On 19 Jun 2018 17:03 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i J3538-12 SSTSSTOEE
ALS Vial : 3 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-BG060718 .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 5.177 315 321 330 rVB 232327 359021 4.78% 1.225%
2 5.641 392 400 409 rBVY 1234279 1991636 26.51% 6.795%
3 7.221 660 669 681 rBY 1146440 1991257 26.51% 6.794%
4 7.597 724 733 744 rBVY 1311600 2255522 30.02% 7 .695%
5 8.061 804 812 820 rBV 217094 383903 5.11% 1.310%

8.384 859 867 874 rBV 995497 1728236 23.00% 5.896%
9.224 1000 1010 1019 rBV 837198 1501991 19.99%% 5.124%
257839 471951 6.28% 1.610%
13.307 1697 1705 1716 rBVY 2392153 3693288 49.16% 12.601%
14.681 1932 1939 1947 rBV2 431694 709971 9.45% 2.422%
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11 16.168 2185 2192 2211 rBV 2272553 3581755 47.68% 12.220%
12 17.425 2399 2406 2413 rBV 710942 1073192 14.29%% 3.662%
13 20.033 2843 2850 2860 rBV 5469576 7512539 100.00% 25.631%
14 21.690 3125 3132 3142 rBV2 662608 1096678 14.60% 3.742%
15 24.915 3671 3681 3695 rBV 323360 959190 12.77% 3.273%

Sum of corrected areas: 29310130
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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\HPCHEMI\BNA G\DATA\BG061918\

BG035251.D

19 Jun 2018 17:03

SJ/Ju

J3538-12

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035251.D

Aca On 19 Jun 2018 17:03

Operator : SJ/JU

Sample : J3538-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.18 18.70 ng 359021 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 322 (5.182 min): BG035251.D (-315) (-) m/z 43.15 100.00%
43.1
5000
101.2
480 500 520 540 5.60
0 ...'.','|...-.-,...1‘.‘4,-3....,....,....,31.4;3..,..35?4-.3 m/z 59.15  66.84%
m/z--> 0 50 100 150 200 250 300 350
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A S IR U I

480 5.00 520 5.40 5.60
m/z 101.15  29.82%

‘ 101.0
o N L —
m/z--> 0 50 100 150 200 250 300 350
Abundance
59.0
R R !
480 5.00 5.20 5.40 5.60
5000] 18.0 m/z 58.15 15.89%
-
m/z--> 0 50 100 150 200 250 300 350
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 5.00 5.20 5.40 5.60
m/z 41.15 8.39%
5000
Lm0
ob——tt -
m/z--> 0 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035251.D

Aca On 19 Jun 2018 17:03

Operator : SJ/JU

Sample : J3538-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.60 117.51 ng 2255520 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 734 (7.603 min): BG035251.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2

7.20 7.40 7.60 7.80 8.00

0 b A 88 Tm/z 68.15 47.06%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 |/\|||||||||||||||||||||

7.20 7.40 7.60 7.80 8.00
m/z 134.15  34.50%

31.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
A RERNEREE S
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 31.18%
28.0 63.0
A T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 20.76%
5000
33.0
‘ 70.0 L
0 ....rlU”,....,....,....,....,..”,.... M /R WD 1 U
m/z--> 0 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061918\
Data File : BG035251.D

Acq On 19 Jun 2018 17:03

Operator : SJ/JU

Sample - J3538-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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... 5.18 18.7 ng 359021 1 8.06 383903 20.0
unknown? .60 7.60 117.5 ng 2255520 1 8.06 383903 20.0
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