LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083118\
Data File : BG036514.D

Aca On : 31 Aug 2018 20:26

Operator : JU/SJ

Sample : PB112535BL

Misc :

ALS Vial : 16 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
1 5.162 314 319 325 rVB 34223 48873 1.28% 0.265%
2 5.626 391 398 413 rBV 841335 1331233 34.98% 7.218%
3 7.212 661 668 680 rBV 871231 1474615 38.74% 7.995%
4 7.588 725 732 745 rBV 802609 1366082 35.89% 7.407%
5 8.058 806 812 821 rBV 193380 329057 8.65% 1.784%

8.382 858 867 875 rBV 594078 1023788 26.90% 5.551%
9.216 1002 1009 1019 rBV 483102 866210 22.76% 4.696%
10.867 1282 1290 1300 rVB 266276 476922 12.53% 2.586%
13.305 1698 1705 1714 rBV 1387189 2180872 57.30% 11.824%
14.686 1933 1940 1957 rVB2 434759 710947 18.68% 3.855%

=
QO ~NO®

11 16.167 2185 2192 2205 rBV 1042684 1624938 42.69% 8.810%
12 17.424 2399 2406 2415 rBV2 668087 1000045 26.28% 5.422%
13 20.033 2844 2850 2862 rBV 2934856 3806024 100.00% 20.636%
14 21.689 3124 3132 3147 rBV 724160 1202622 31.60% 6.520%
15 24.903 3668 3679 3698 rBv2 303152 1001605 26.32% 5.431%

Sum of corrected areas: 18443833
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG083118\
Data File : BG036514.D

Aca On : 31 Aug 2018 20:26

Operator : JU/SJ

Sample : PB112535BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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 TIC: BG036514.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083118\
Data File : BG036514.D

Aca On : 31 Aug 2018 20:26

Operator : JU/SJ

Sample : PB112535BL

Misc :

ALS Vial : 16 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 2.97 ng 48873 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-0ctanol 130 C8H180 000589-98-0 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 319 (5.162 min): BG036514.D (-314) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 A L RS U
83.0 | 4.80 5.00 5.20 5.40
ST 1 1 A S m/z 59.10 52.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L A A I
59.0 480 500 520 540
m/z 101.10 18.56%
31.0 83.0 101.0
0'“|'“'|“'Wﬁ"ﬁ”'“l'”'l“"w"w“'“l'“'”“"w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 500 520 540
5000 m/z 58.05 18.54%
20.0 101.0
0 150 | Il 730 830
R I UL IR IULLIL JURELS SULILLN SRR S IR B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13640: 3-Octanol
59.0 4.80 5.00 520 5.40
m/z 41.10 8.82%
5000 41.0 83.0
31.0
101.0
X O L A 1 SO A i T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083118\
Data File : BG036514.D

Aca On : 31 Aug 2018 20:26

Operator : JU/SJ

Sample : PB112535BL

Misc :

ALS Vial : 16 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 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.59 83.03 ng 1366080 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 732 (7.588 min): BG036514.D (-725) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 s | B 75 7k 7k0 7By 5o
Obrrprrrrprrrr e b i 2 e R e | mM/Z 68.10 46 35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 e

7.20 7.40 7.60 7.80 8.00
m/z 134.10 32.56%

15.0 %o3m35u3ﬁ? 770 900 1040,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R R o e R n
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.74%
33.0 44.0 0.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R e RRRER
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.67%
5000
92.0
65.0
105.0
o0 B0 S0 770 | 0470
e e e e e e e e e R e e R n
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\BG083118\
Data File : BG036514.D

Acq On : 31 Aug 2018 20:26

Operator : JU/SJ

Sample : PB112535BL

Misc :

ALS Vial : 16 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.16 3.0 ng 48873 1 8.06 329057 20.0
unknown? .59 7.59 83.0 ng 1366080 1 8.06 329057 20.0
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