LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112918\
Data File : BG038237.D

Aca On : 29 Nov 2018 17:43

Operator : JU/SJ

Sample : PB115157BL

Misc :

ALS Vial : 5 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-BG111318.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

5.165 313 319 326 rBV 26729 46020 2.04% 0.391%
5.629 391 398 412 rBV 570316 959637 42.64% 8.153%
rBv 613754 1096039 48.70% 9.312%
7.609 727 735 747 rBV 574742 1017189 45.20% 8.642%
8.085 808 816 825 rVB 115841 205881 9.15% 1.749%
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8.408 863 871 882 rVB 409362 745872 33.14% 6.337%
9.260 1008 1016 1030 rBV 369271 680073 30.22% 5.778%
10.899 1288 1295 1305 rBV 163370 310486 13.80% 2.638%
13.338 1703 1710 1720 rBV 978928 1574593 69.97% 13.377%
14.718 1935 1945 1953 rBV2 273081 446002 19.82% 3.789%

=
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11 16.205 2192 2198 2210 rBV3 537809 943267 41.91% 8.014%
12 17.468 2406 2413 2423 rBvV2 327152 528127 23.47% 4._487%
13 20.065 2849 2855 2866 rBV 1665566 2250482 100.00% 19.119%
14 21.751 3135 3142 3154 rBV 301791 566054 25.15% 4_.809%
15 25.077 3696 3708 3725 rBvV2 106389 400988 17.82% 3.407%

Sum of corrected areas: 11770710
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112918\
Data File : BG038237.D

Aca On : 29 Nov 2018 17:43

Operator : JU/SJ

Sample : PB115157BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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: BG038237.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112918\
Data File : BG038237.D

Aca On : 29 Nov 2018 17:43

Operator : JU/SJ

Sample : PB115157BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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_47 ng 46020 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 318 (5.159 min): BG038237.D (-313) (-) m/z 43.00 100.00%
43.0
5000 59.0
| o 350 sho 520 Sa0 |
M ]| KM st S S m/z 59.00 48.40%
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 SIS A LS IR B
59.0 480 500 520 540
0,
150 41, 1010 m/z 58.00 16.34%
m I' i , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540
5000 410 m/z 101.00 16.04%
SNSRI Y SO - LR VY-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone e e
59.0 4.80 500 5.20 5.40
m/z 39.95 9.63%
5000 43.0
31.0
15'0 . ‘ \‘\ N 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\BG112918\
Data File : BG038237.D

Aca On : 29 Nov 2018 17:43

Operator : JU/SJ

Sample : PB115157BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 98.81 ng 1017190 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 735 (7.609 min): BG038237.D (-727) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 s || %80 20 7h0 ko 7k 8
T NS SO Y.L S T = S R m/z 68.00 42_94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 ISR I U L
7.20 7.40 7.60 7.80 8.00
66.0 104.0 m/z 133.90 32.36%
140 270 390 510 $80 70 o0 | 5y ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 31.22%
69.0
57.0
390 H ‘ 89.0 103.0
”l““l““l“”m““T““l““l““l“'WH”wH“wlqﬂ”'w"WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine . LR R
132.0 720 7.40 7.60 7.80 8.00
m/z 69.00 18.01%
5000
33.0 44.0 00 105.0
"|“"w"w'k“|'y'|ﬁqﬂ"“l:“llﬁqﬂ"il'mhl“"v"w‘“' T ISR I I R
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\HPCHEMI1\BNA_G\DATA\BG112918\
Data File : BG038237.D

Acq On : 29 Nov 2018 17:43

Operator : JU/SJ

Sample : PB115157BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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 4.5 ng 46020 1 8.08 205881 20.0
unknown7 .61 7.61 98.8 ng 1017190 1 8.08 205881 20.0
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