LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106590.D

Aca On 19 Jun 2018 18:55

Operator : JU/SJ

Sample : J3567-03

Misc :

ALS Vial : 11 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 F\METHODS\8270-BF061918 .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 5.201 483 487 496 rVB 171697 205291 8.41% 1.035%
2 5.601 552 555 561 rBY 2087200 2070840 84.82% 10.440%
3 6.601 721 725 728 rBVY 2210281 2095590 85.83% 10.565%
4 6.737 744 748 751 rBVY 2263096 2156031 88.31% 10.869%
5 6.960 782 786 789 rBV 765437 612474 25.09% 3.088%
6 7.119 808 813 816 rBVY 1864989 1739780 71.26% 8.771%
7 7.525 876 882 885 rBVY 1501502 1446842 59.26% 7.294%
8 8.242 1000 1004 1007 rBV 924229 754870 30.92% 3.806%
9 9.319 1182 1187 1190 rBV 2695422 2441445 100.00% 12.308%
10 9.707 1249 1253 1258 rBV 260297 204400 8.37% 1.030%
11 9.913 1285 1288 1293 rBvV2 43173 40522 1.66% 0.204%
12 10.001 1299 1303 1307 rBV2 935472 781346 32.00% 3.939%
13 10.413 1371 1373 1376 rVB 64942 48782 2.00% 0.246%
14 10.795 1433 1438 1441 rBV 1429251 1277016 52.31% 6.438%
15 10.889 1451 1454 1460 rBvV 62626 60628 2.48% 0.306%

16 11.495 1553 1557 1560 rBV 742165 662270 27.13% 3.339%
17 13.077 1822 1826 1829 rBV 2033573 1771692 72.57% 8.932%

18 13.966 1973 1977 1982 rBV 50818 56028 2.29% 0.282%
19 14.148 2004 2008 2015 rVB 735389 641486 26.27% 3.234%
20 14.613 2085 2087 2092 rBV5 24920 25865 1.06% 0.130%

21 15.695 2265 2271 2279 rVB 5565222 742437 30.41% 3.743%

Sum of corrected areas: 19835635
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106590.D

Aca On 19 Jun 2018 18:55

Operator : JU/SJ

Sample : J3567-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106590.D

Aca On 19 Jun 2018 18:55

Operator : JU/SJ

Sample : J3567-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.20 6.70 ng 205291 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 487 (5.201 min): BF106590.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R SR UL AR
| 831 | 480 5.00 5.20 5.40 5.60
O“I“”I””I”“w'“P“LP'”P'“P““P”'P“'P”'P”'P”W'“W m/z 59.00 59.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RIS UL UL I I
59.0 480 500 520 540 5.60
m/z 101.10 19.02%
31.0 g30 1010
O T T P T T T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 15.09%
29.0
87.0
ol 150 70.0 98.0
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 e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.09%
5000 41.0
o WLl 730 1260 1420 A A ;
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106590.D

Aca On 19 Jun 2018 18:55

Operator : JU/SJ

Sample : J3567-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 70.40 ng 2156030 1,4-Dichlorobenzene-d4 6.96
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 749 (6.742 min): BF106590.D (-744) (-) m/z 132.00 100.00%
13%.0
5000 68.1
wosso || e | TR o
01 et m/z 68.10 36.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR S S LR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 34.31%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk ok ok 7o
5000 9go 1160 m/z 66.00 22 .80%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.12%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 I'h"u'“M'Fm"mi'“*'lw"lu'P"I""I""I"" AR SR SR AR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061918\
Data File : BF106590.D

Acq On 19 Jun 2018 18:55

Operator : JU/SJ

Sample - J3567-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.20 6.7 ng 205291 1 6.96 612474 20.0
unknown6 .74 6.74 70.4 ng 2156030 1 6.96 612474 20.0
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