LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039026.D

Aca On : 9 Jan 2019 18:31

Operator : JU/SJ

Sample : PB116250BL

Misc :

ALS Vial : 6 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-BG010919 .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

5.108 340 344 354 rVB 13639 21224 1.17% 0.304%
5.578 418 424 437 rBV 248808 414844 22.82% 5.938%
rBv 265476 469468 25.82% 6.719%
7.558 752 761 771 rBV 252958 448415 24.66% 6.418%
8.029 835 841 849 rVB 59258 100752 5.54% 1.442%
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8.352 887 896 904 rBV 193691 340734 18.74% 4._.877%
9.209 1032 1042 1053 rBvV 149524 282568 15.54% 4.044%
10.849 1313 1321 1331 rBV 73916 138709 7.63% 1.985%
13.287 1729 1736 1751 rBV 490739 784661 43.16% 11.231%
14.674 1965 1972 1985 rVB2 134902 232004 12.76% 3.321%
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11 16.160 2218 2225 2234 rBV 427895 677695 37.28% 9.700%
12 17.423 2433 2440 2450 rBvV 221989 347735 19.13% 4.977%
13 20.020 2876 2882 2890 rBV 1329442 1818039 100.00% 26.021%
14 21.695 3160 3167 3178 rBvV2 273277 471546 25.94% 6.749%
15 24.979 3715 3726 3738 rVB2 152049 438442 24.12% 6.275%

Sum of corrected areas: 6986836
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039026.D

Aca On : 9 Jan 2019 18:31

Operator : JU/SJ

Sample : PB116250BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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: BG039026.D
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Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039026.D
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Time--> 13.00 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
Abundance TIC: BG039026.D

1200000

1000000

800000

600000

400000

200000 24.98

L T R R R A L L .

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\BG010919\
Data File : BG039026.D

Aca On : 9 Jan 2019 18:31

Operator : JU/SJ

Sample : PB116250BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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.

5.11 4.21 ng 21224 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Oxirane. l(1l-methvlethoxv)methvl1l- 116 C6H1202 004016-14-2 40
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 1.3.4-Oxadiazole. 2-(acetvloxv)-... 172 C7H12N203 066398-57-0 9
5 Ethanol, 1-(methylencyclopropyl)- 98 C6H100 1000152-74-6 9

Abundance Scan 344 (5.108 min): BG039026.D (-340) (-) m/z 43.00 100.00%
43
59
5000
101 R U N S UL
9 | 83 | 4.80 5.00 5.20 5.40
R e e o e N s L o O m/z 59.00 55.17%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR RS RS AR AR
59 480 500 520 540
m/z 101.00 20.37%
15 31 101
o 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43
59 L L I I
29 480 500 520 540
5000 m/z 58.00 13.48%
73 101
(A 37‘\ 1] ! ‘ 8\6
e S S UL SULIULS SURII IS IULILS SULIL LS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43 480 5.00 520 5.40
m/z 41.00 7.80%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039026.D

Aca On : 9 Jan 2019 18:31

Operator : JU/SJ

Sample : PB116250BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknown7.56 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.56 89.01 ng 448415 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 761 (7.558 min): BG039026.D (-752) (-) m/z 132.00 100.00%
5000 68
40 s % J 720 740 7.60 7.80
ol |7 er 145 | m/z 68.00  35.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

5000

7.20 7.40 7.60 7.80
m/z 134.00 30.52%

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 R L R
104 7.20 7.40 7.60 7.80
5000 m/z 66.00 26.99%
31 5l 8
0 ‘ L1 H (1 . |
e T B e B L w
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.00 15.80%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 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\BG010919\
Data File : BG039026.D

Acq On : 9 Jan 2019 18:31

Operator : JU/SJ

Sample : PB116250BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_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... 5.11 4.2 ng 21224 1 8.03 100752 20.0
unknown? .56 7.56 89.0 ng 448415 1 8.03 100752 20.0
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