LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080718\
Data File : BG036189.D

Aca On > 8 Aug 2018 9:26

Operator : JU/SJ

Sample : PB111825BL

Misc :

ALS Vial : 25 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-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 heiaht area % max. total

5.123 306 312 318 rBV 16805 27870 1.11% 0.284%
5.593 385 392 408 rBV 295286 543751 21.70% 5.540%
rBv 298035 574627 22.93% 5.854%
7.544 715 724 739 rBV 326272 576334 23.00% 5.872%
8.008 796 803 813 rVB 95756 170863 6.82% 1.741%
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8.331 850 858 869 rBvV 393039 690788 27.57% 7.038%
9.171 994 1001 1017 rBV 253507 541310 21.60% 5.515%
10.816 1272 1281 1293 rBVY 82444 196189 7.83% 1.999%
13.254 1689 1696 1706 rBV 821129 1345404 53.69% 13.707%
14.634 1925 1931 1944 rBV3 164535 320010 12.77% 3.260%
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11 16.126 2178 2185 2203 rBV 382229 746966 29.81% 7.610%
12 17.377 2392 2398 2410 rBV 247813 465582 18.58% 4.743%
13 19.986 2836 2842 2855 rBV 1855304 2505880 100.00% 25.529%
14 21.642 3117 3124 3137 rBV 293825 584049 23.31% 5.950%
15 24.832 3654 3667 3679 rBV 153145 526035 20.99% 5.359%

Sum of corrected areas: 9815658
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG0O80718\
Data File : BG036189.D

Aca On : 8 Aug 2018 9:26

Operator : JU/SJ

Sample : PB111825BL

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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

Abundance TIC: BG036189.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080718\
Data File : BG036189.D

Aca On > 8 Aug 2018 9:26

Operator : JU/SJ

Sample : PB111825BL

Misc :

ALS Vial : 25 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

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 unknown5.12 Concentration Rank 3

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

5.12 3.26 ng 27870 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 9
2 Acetic acid. chloro-. 1.1-dimeth... 150 C6H11CIl02 000107-59-5 9
3 .alpha.-D-Galactopvranoside. met... 249 C10H19NOG6 017296-07-0 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 5
5 Diacetamide 101 C4H7NO2 000625-77-4 5

Abundance Scan 311 (5.118 min): BG036189.D (-306) (-) m/z 43.15 100.00%
43.1
5000
101.3 b, S AL Sl b
480 5.00 520 5.40
22 Tm/z 59.15 70.43%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #122483: Succinic acid, heptyl 2-methoxyethyl ester
54.0
5000 101.0 RS S LA R AR
480 5.00 520 5.40
159.0 m/z 101.25 24 .52%
1L | 199.0 244.0
s O s a2 A o Be e w we
Abundance #24146: Acetic acid, chloro-, 1,1-dimethylethy! ester
54.0
480 500 520 540
5000 m/z 58.15 23.58%
135.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #101095: .alpha.-D-Galactopyranoside, methyl 2-(acetylamin...
43.0 480 5.00 520 5.40
m/z 41.15 13.37%
5000
101.0
144.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080718\
Data File : BG036189.D

Aca On > 8 Aug 2018 9:26

Operator : JU/SJ

Sample : PB111825BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.54 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.54 67.46 ng 576334 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 723 (7.538 min): BG036189.D (-715) (-) m/z 132.15 100.00%

132.2
5000 68.2

962 TT TTTT TT T T TTT T T T
401 541 ‘| 720 7.40 7.60 7.80
" . 85.2 . 115.0
..,....,....,....',“.'...i:!..,..'.'.,..':.,....,..I.,.'.'..,....,....,'...,.. m/z 68.15 51.42%
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

m/z 66.15 34 .28%

63.0
150 280 390 520 °3Y 770 90.0 1040 .4,
B R R T B o o AR N R e S L SRR
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

104.0 7.20 7.40 7.60 7.80

5000 ' m/z 134.15 31.85%
31.0 51.0
SN SR (NN NOUN AN | N1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine My

132.0 7.20 7.40 7.60 7.80
m/z 69.15 21.51%

5000
33.0 44.0 00 105.0 ‘
| 560, 0 | 860 | “ ‘

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\BG080718\
Data File : BG036189.D

Acq On > 8 Aug 2018 9:26

Operator : JU/SJ

Sample : PB111825BL

Misc :

ALS Vial : 25 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]
unknown5.12 5.12 3.3 ng 27870 1 8.01 170863 20.0
unknown? .54 7.54 67.5 ng 576334 1 8.01 170863 20.0
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