LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091718\
Data File : BG036750.D

Aca On : 17 Sep 2018 12:09

Operator : JU/SJ

Sample : PB112885BL

Misc :

ALS Vial : 4 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-BG082318 .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

5.158 313 318 327 rVB 47923 74000 1.79% 0.376%
5.622 390 397 407 rBvV 964987 1508515 36.55% 7.664%
rBv 960187 1621466 39.29% 8.238%
7.579 722 730 738 rBV 872627 1513161 36.67% 7.687%
8.049 803 810 817 rBV 195477 327143 7.93% 1.662%
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8.372 857 865 874 rBvV 690122 1182404 28.65% 6.007%
9.212 999 1008 1015 rBV 545136 982902 23.82% 4._.993%
10.857 1280 1288 1296 rBV 250799 454273 11.01% 2.308%
13.296 1696 1703 1715 rBVY 1553310 2368614 57.39% 12.033%
14.676 1930 1938 1948 rBV2 401030 658959 15.97% 3.348%

=
QO ~NO®

11 16.157 2184 2190 2204 rBV 1137368 1838803 44.56% 9.342%
12 17.420 2398 2405 2413 rBV 594053 920410 22.30% 4.676%
13 20.023 2842 2848 2861 rBV 3152567 4126958 100.00% 20.966%
14 21.680 3123 3130 3141 rBV2 662943 1095311 26.54% 5.565%
15 24.888 3666 3676 3688 rBv2 356008 1010720 24.49% 5.135%

Sum of corrected areas: 19683639
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091718\
Data File : BG036750.D

Aca On : 17 Sep 2018 12:09

Operator : JU/SJ

Sample : PB112885BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
3000000

TIC: BG036750.D

2500000
2000000

1500000

5.62 7.21

1000000 758

8.37
9.21
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T T T T
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500000

8.05 10.86

5.16
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TIC: BG036750.D
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Time--> 00 12.50

Abundance
3000000

20,02

2500000

2000000

13.30
1500000
16.16
1000000

17.42 2168

500000 14.68

0
Time-->
Abundance

3000000

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
TIC: BG036750.D

2500000

2000000

1500000

1000000

500000 24.89

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\BG091718\
Data File : BG036750.D

Aca On : 17 Sep 2018 12:09

Operator : JU/SJ

Sample : PB112885BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 4.52 ng 74000 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 17
4 Propanoic acid. 2-hvdroxy-2-meth... 132 C6H1203 000080-55-7 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 318 (5.158 min): BG036750.D (-313) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 R R U SR
| 83.1 | 480 5.00 520 5.40
Obrrr el e m/z 59.10 57.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA I LS I B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 19.92%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
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
54.0
480 500 520 540
5000 41.0 m/z 58.10 15.48%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
54.0 480 5.00 520 5.40
m/z 41.10 9.29%
5000 43.0
31.0
0 15'0 ! ‘ \‘\ an 87\0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091718\
Data File : BG036750.D

Aca On : 17 Sep 2018 12:09

Operator : JU/SJ

Sample : PB112885BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1

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

7.58 92.51 ng 1513160 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 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 730 (7.579 min): BG036750.D (-722) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 U UL UL LR
400 541 ‘ 7.20 7.40 7.60 7.80 8.00
0 ..,....,....,...:,“.'...,!!..,:!.'.|,..'..,f.‘?;?,..I.,.'!..,l.l.“?.l,...., - m/z 68.10 49.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRR RS RS AR
720 7.40 7.60 7.80 8.00
33.0 44.0 105.0 m/z 134.10 33.10%
. ° |, 86.0 .
G R A R R A A AN AR RSN LRSS LRSS RSN AR
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 - 750 740 7b0 780 8h0
5000 ' m/z 66.10 31.02%
31.0 51.0
0 | H I 1
LR AR AR SRS UL AR RS UL IR RSN LULAS LRSS SRS SR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- P e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.87%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 15 % 30 40 50 60 7 80 90 100 110 130 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091718\
Data File : BG036750.D

Acq On : 17 Sep 2018 12:09

Operator : JU/SJ

Sample : PB112885BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 4.5 ng 74000 1 8.05 327143 20.0
unknown7 .58 7.58 92.5 ng 1513160 1 8.05 327143 20.0
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