LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071218\
Data File : BG035605.D

Aca On 12 Jul 2018 21:49

Operator : JU/SJ

Sample : PB110987BL

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 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

5.167 314 320 328 rBV 113683 175804 3.59% 0.808%
5.637 391 400 410 rBV 982200 1564784 31.98% 7.190%
rBv 1012889 1753875 35.85% 8.058%
7.593 725 733 744 rBV 950398 1616537 33.04% 7.427%
8.057 804 812 819 rBV2 191454 327640 6.70% 1.505%
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8.380 857 867 875 rBv2 684665 1173609 23.99% 5.392%
9.220 1001 1010 1020 rBV 575803 1021455 20.88% 4.693%
10.859 1281 1289 1296 rBV 248647 437376 8.94% 2.010%
13.303 1696 1705 1720 rBV 1617200 2558648 52.30% 11.756%
14.678 1932 1939 1947 rBV2 427834 692630 14.16% 3.182%

=
QO ~NO®

11 16.164 2185 2192 2211 rBV 1420152 2200371 44.97% 10.110%
12 17.421 2397 2406 2415 rBV2 651735 1019731 20.84% 4._.685%
13 20.023 2842 2849 2856 rBV 3661976 4892527 100.00% 22.479%
14 21.686 3124 3132 3143 rBV 735080 1242762 25.40% 5.710%
15 24.911 3669 3681 3692 rBvV 374722 1086719 22.21% 4._.993%

Sum of corrected areas: 21764468
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071218\
Data File : BG035605.D

Aca On 12 Jul 2018 21:49

Operator : JU/SJ

Sample : PB110987BL

Misc :

ALS Vial : 11 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
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TIC: BG035605.D

5.64 7.22 759
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TIC: BG035605.D
20.02

13.30
16.16

17.42 21.69

14.68

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
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24.91

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\HPCHEMI\BNA G\DATA\BGO071218\
Data File : BG035605.D

Aca On 12 Jul 2018 21:49

Operator : JU/SJ

Sample : PB110987BL

Misc :

ALS Vial : 11 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.

5.17 10.73 ng 175804 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 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 321 (5.173 min): BG035605.D (-314) (-) m/z 43.15 100.00%
431
59.1
5000
101.2 L. ST P s
480 500 5.20 5.40 5.60
o...,....','-..~.h|,....8,37.'9..',....,....,....,...1.7,9'?...,297.-.2. m/z 59.15  61.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR U UL I
480 500 5.20 5.40 5.60
59.0 m/z 101.15  24.34%
mo L ma
Al LUl " L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540 5.60
5000 410 101.0 m/z 58.10 19.29%
15.0 850 | 117.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 500 5.20 5.40 5.60
m/z 41.15 8.60%
5000 41.0
"'l""Mm"dW""l""l""%%QQ%ﬁ%Q"|""|""|"'
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071218\
Data File : BG035605.D

Aca On 12 Jul 2018 21:49

Operator : JU/SJ

Sample : PB110987BL

Misc :

ALS Vial : 11 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 unknown7.59 Concentration Rank 1

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

7.59 98.68 ng 1616540 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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 732 (7.587 min): BG035605.D (-725) (-) m/z 132.15 100.00%
132.2
68.1
5000
401 s41 ‘ | %02 720 7.40 7.60 7.80 8.00
..,....,....,...:,".'...,.'."..,.-!-.'.,..':-:,5.‘?-.9,..I'.,ﬂ*.o.?-,z....,...., b | m/z 68.10  54.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I UL LN L
7.20 7.40 7.60 7.80 8.00
310 510 m/z 66.10 33.86%
"I""I""I""‘ll'l"IH"'I'"'I""I""I""I""I""I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 134.15 32.26%
70.0
31.0
44.0 86.0 116.0
wmwmwmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- A A RARm
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 23.80%
5000

63.0
15.0 280 390 520 m 77‘0 999 10401160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BGO071218\
Data File : BG035605.D

Acq On 12 Jul 2018 21:49

Operator : JU/SJ

Sample : PB110987BL

Misc :

ALS Vial : 11 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... 5.17 10.7 ng 175804 1 8.06 327640 20.0
unknown? .59 7.59 98.7 ng 1616540 1 8.06 327640 20.0
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