LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035915.D

Acq On : 26 Jul 2018 19:12

Operator : JU/SJ

Sample : PB111449BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\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 height area % max. total

5.133 308 314 325 rBV 81723 129738 3.31% 0.819%
5.609 388 395 413 rBV 621677 1046995 26.71% 6.613%
rBv 650769 1164853 29.72% 7.357%
7.559 720 727 739 rBV 635369 1112775 28.39%% 7.028%
8.023 800 806 816 rBV 127036 213152 5.44% 1.346%
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8.346 851 861 873 rBV 484831 855202 21.82% 5.401%
9.186 996 1004 1020 rBV 362858 693013 17.68% 4._.377%
10.831 1274 1284 1298 rBV 132062 278262 7.10% 1.757%
13.275 1692 1700 1711 rBV 1102752 1854017 47.30% 11.710%
14.649 1928 1934 1948 rBV2 263688 473883 12.09% 2.993%
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11 16.135 2181 2187 2201 rBV 971803 1652819 42.16% 10.439%
12 17.393 2393 2401 2414 rBV 416424 732542 18.69% 4.627%
13 20.001 2838 2845 2859 rBV 2934039 3920048 100.00% 24.759%
14 21.657 3120 3127 3143 rBV2 473591 887639 22.64% 5.606%
15 24.853 3660 3671 3686 rBv3 258395 818140 20.87% 5.167%

Sum of corrected areas: 15833078
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG072618\

BG035915.D

26 Jul 2018 19:12

JussJ

PB111449BL

5 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035915.D

Acq On : 26 Jul 2018 19:12

Operator : JU/SJ

Sample : PB111449BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

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 12.17 ng 129738 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 47
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 38
5 3-Hexanol 102 C6H140 000623-37-0 37

Abundance Scan 314 (5.133 min): BG035915.D (-308) (-) m/z 43.15 100.00%
43
59
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101 SRS Y N T
83 480 5.00 5.20 5.40
Oy et O 207 231 253 m/z 59.15 66.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N AR AR RS AR
59 480 500 520 540
m/z 101.15 26.01%
15 101
0 2\\ i ‘ 83
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0,
5000 101 m/z 58.15 14 .86%
28
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #258: Guanidine
43 99 480 5.00 5.20 5.40
m/z 41.15 6.90%
5000
28
0'”'P!LI“"'”'P'“I”'W'“'P'” SRR SRR SRR SRR BN ARAS RARRS eEAS mARRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035915.D

Acq On : 26 Jul 2018 19:12

Operator : JU/SJ

Sample : PB111449BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

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 unknown7.56 Concentration Rank 1

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

7.56 104.41 ng 1112780 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 14

Abundance Scan 727 (7.559 min): BG035915.D (-720) (-) m/z 132.10 100.00%
132
5000 68 /\‘
‘ % 104 720 7.40 7.60 7.80
0 ..,....,....,...:,".'.‘.‘.7," .61.'..,..':-.,..5.‘.7,...~.,.'!~:.,.1.1?3.,...., e | m/z  68.15  49.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
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5000 N L L I I
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31 70 m/z 134.15 31.76%
0 s T s us |
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Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
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5000 m/z 66.15 31.27%
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Abundance #14144: 5-Fluoro-2-chloropyrimidine . AN REEEmEEEE
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m/z 69.15 20.94%
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m/z--> 10 20 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\BG072618\
Data File : BG035915.D

Acq On : 26 Jul 2018 19:12

Operator : JU/SJ

Sample : PB111449BL

Misc :

ALS Vial : 5 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 12.2 ng 129738 1 8.02 213152 20.0
unknown? .56 7.56 104.4 ng 1112780 1 8.02 213152 20.0
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