LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010719\
Data File : BG038983.D

Aca On : 8 Jan 2019 1:43

Operator : JU/SJ

Sample : PB116227BL

Misc :

ALS Vial : 18 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
1 5.132 342 348 357 rBV 29251 46631 2.07% 0.421%
2 5.602 421 428 442 rBV 499826 842483 37.38% 7.603%
3 7.212 693 702 714 rBV 521505 928589 41.21% 8.380%
4 7.576 755 764 777 rBV 504942 895956 39.76% 8.086%
5 8.046 836 844 850 rBV 104312 182354 8.09% 1.646%

8.369 890 899 907 rBV 388165 698096 30.98% 6.300%
9.221 1037 1044 1054 rBV 301132 561014 24.89%% 5.063%
10.860 1312 1323 1334 rBV 130734 246633 10.94% 2.226%
13.299 1730 1738 1748 rBV 870258 1448511 64.28% 13.073%
14.685 1967 1974 1985 rBV2 218988 370911 16.46% 3.347%

=
QO ~NO®

11 16.178 2221 2228 2242 rBV 722747 1174885 52.13% 10.603%
12 17.429 2435 2441 2453 rBV 291245 471831 20.94% 4._.258%
13 20.032 2878 2884 2894 rBV 1685113 2253579 100.00% 20.338%
14 21.706 3163 3169 3177 rBV 287402 490298 21.76% 4._.425%
15 24.997 3719 3729 3742 rVB2 153104 468606 20.79% 4.229%

Sum of corrected areas: 11080377
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO010719\
Data File : BG038983.D

Aca On - 8 Jan 2019 1:43

Operator : JU/SJ

Sample - PB116227BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .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: BG038983.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: BG038983.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010719\
Data File : BG038983.D

Aca On : 8 Jan 2019 1:43

Operator : JU/SJ

Sample : PB116227BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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.

5.13 5.11 ng 46631 1,4-Dichlorobenzene-d4 8.04
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 25
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 348 (5.132 min): BG038983.D (-342) (-) m/z 43.00 100.00%
43
59
5000
s Wk 5ho 520 540
o...,....,....,....'i'::..,??:!i....,....,f.‘?..,...:,|....,. m/z 59.00 52.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LS UL UL
59 480 500 520 540
m/z 101.00 19.82%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.00 13.83%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
50 4.80 5.00 5.20 5.40
m/z 41.00 8.50%
5000 31 43 73
0 25L\ 37\“H 53| 67 84 101
m/z--> 10 20 30 40 50 60 70 8 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\BG010719\
Data File : BG038983.D

Aca On : 8 Jan 2019 1:43

Operator : JU/SJ

Sample : PB116227BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.58 Concentration Rank 1

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

7.58 98.27 ng 895956 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 765 (7.582 min): BG038983.D (-755) (-) m/z 132.00 100.00%
132
5000 o8
96 ISR AN SRS SRS R
40 54 8 | 106 J 7.20 7.40 7.60 7.80 8.00
0 AN N - Y | RN m/z 68.00  36.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 P
7.20 7.40 7.60 7.80 8.00
31 51 m/z 133.90 31.20%
01 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 720 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.00 28.22%
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole LA L L LB LB BB
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.31%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 720 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\BG010719\
Data File : BG038983.D

Acq On : 8 Jan 2019 1:43

Operator : JU/SJ

Sample : PB116227BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 5.13 5.1 ng 46631 1 8.04 182354 20.0
unknown7 .58 7.58 98.3 ng 895956 1 8.04 182354 20.0
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