LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\
Data File : BG038608.D

Aca On : 15 Dec 2018 17:29

Operator : JU/SJ

Sample : PB115660BL

Misc :

ALS Vial : 10 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-BG121218 .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

5.139 345 349 355 rBvV2 13626 21360 1.64% 0.339%
5.609 422 429 442 rVB 268078 454618 34.80% 7.222%
rBv 267092 483829 37.04% 7.686%
7.589 758 766 777 rBV 252114 458859 35.13% 7.290%
8.059 839 846 853 rVvB 77971 130342 9.98% 2.071%
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8.382 893 901 909 rvB 202216 363892 27.86% 5.781%
9.234 1038 1046 1055 rBvV 158540 300382 23.00% 4.772%
10.879 1319 1326 1338 rBVY 90304 176316 13.50% 2.801%
13.312 1734 1740 1752 rBV 415372 692242 52.99% 10.997%
14.698 1968 1976 1986 rBV2 144131 252665 19.34% 4.014%

=
QO ~NO®

11 16.185 2221 2229 2241 rBV 296159 489732 37.49% 7.780%
12 17.442 2436 2443 2454 rBV2 211363 342057 26.19% 5.434%
13 20.045 2880 2886 2897 rVB 951031 1306272 100.00% 20.752%
14 21.719 3162 3171 3179 rBV2 254914 426720 32.67% 6.779%
15 25.021 3722 3733 3745 rVB3 130636 395300 30.26% 6.280%

Sum of corrected areas: 6294586
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121518\
Data File : BG038608.D

Aca On : 15 Dec 2018 17:29

Operator : JU/SJ

Sample : PB115660BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG038608.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\
Data File : BG038608.D

Aca On : 15 Dec 2018 17:29

Operator : JU/SJ

Sample : PB115660BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Quant Title : 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.

5.14 3.28 ng 21360 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 59
2 3-0Octanol 130 C8H180 000589-98-0 33
3 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 9
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 349 (5.139 min): BG038608.D (-345) (-) m/z 43.00 100.00%
43.0
59.0
5000
| so 0 Who sbo 520 a0
o 1 O | M m/z 59.00 57.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 L AL IR I I
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 15.13%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol
54.0
4.80 500 520 540
m/z 58.00 13.58%
5000 29.0 41.0 83.0 1
101.0
0 ‘ ‘ LJM yl, 70.0 ‘ ‘ 1120 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3237: 2-Pentanone, 3-methylene-
43.0 55.0 480 5.00 5.20 5.40
m/z 41.00 9.39%
83.0
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20.0 98.0
H ‘\ Ll 70.0
O e R e e ey IS R R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\
Data File : BG038608.D

Aca On : 15 Dec 2018 17:29

Operator : JU/SJ

Sample : PB115660BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Quant Title : 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 unknown7.59 Concentration Rank 1

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

7.59 70.41 ng 458859 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 766 (7.589 min): BG038608.D (-758) (-) m/z 131.90 100.00%
131.9
5000 68.0 A
00 sao [ o0 720 1w 10 780 650
bbb b i e b b - M/Z 68,00 41.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 N AARRRRARRARALSE AR
7.20 7.40 7.60 7.80 8.00
39.0 57.0 m/z 133.90 33.76%
89.0 103.0
ol 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 31.31%
150 280 39.0 520 30 770 900 1040 .,
mz-> 1 % % 40 0 60 70 85 90 100 110 130 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 19.05%
5000
33.0 44.0 0.0 105.0
0"|”"w"w"”l'“'lﬁqph'“l:”llﬁqﬂ"ﬂw'Jml'“'l”"l“"" A L UL L L
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\BG121518\
Data File : BG038608.D

Acq On : 15 Dec 2018 17:29

Operator : JU/SJ

Sample : PB115660BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
Quant Title : 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... 5.14 3.3 ng 21360 1 8.06 130342 20.0
unknown? .59 7.59 70.4 ng 458859 1 8.06 130342 20.0
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