LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020119\
Data File : BG039347.D

Aca On : 1 Feb 2019 17:54

Operator : JU/SJ

Sample : PB116762BL

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-BG012919.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

5.258 364 369 380 rBV 57183 90659 2.22% 0.465%
5.716 438 447 456 rBV 1020622 1598686 39.23% 8.198%
rBvV 1019661 1782950 43.75% 9.143%
7.702 776 785 796 rVB 968097 1648667 40.46% 8.455%
8.178 858 866 874 rBvV 160357 276690 6.79% 1.419%
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8.501 912 921 930 rBV 681174 1187540 29.14% 6.090%
9.352 1058 1066 1078 rBV 562809 1001357 24.57% 5.135%
10.997 1337 1346 1356 rVB 221199 404015 9.91% 2.072%
13.429 1752 1760 1769 rBV 1614586 2495566 61.24% 12.798%
14.804 1987 1994 2003 rVB2 356297 579370 14.22% 2.971%

=
QO ~NO®

11 16.284 2239 2246 2262 rBV 1179261 1824730 44.78% 9.358%
12 17.541 2454 2460 2468 rVB2 481292 739941 18.16% 3.795%
13 20.138 2896 2902 2908 rBV 3047267 4074974 100.00% 20.897%
14 21.836 3184 3191 3199 rVB2 540615 920150 22.58% 4._.719%
15 25.219 3757 3767 3778 rVB 303884 874610 21.46% 4._.485%

Sum of corrected areas: 19499905
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020119\
Data File : BG039347.D

Aca On : 1 Feb 2019 17:54

Operator : JU/SJ

Sample : PB116762BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039347.D
3000000

2500000
2000000

1500000

1000000 5.72 731 770
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500000

11.00
5.26 818

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG039347.D
3000000 20114

2500000

2000000

13.43
1500000
16.28

1000000

21.84
17.54
500000 14.80
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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: BG039347.D
3000000

2500000

2000000
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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\BG020119\
Data File : BG039347.D

Aca On : 1 Feb 2019 17:54

Operator : JU/SJ

Sample : PB116762BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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.

5.26 6.55 ng 90659 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 22
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Acetone 58 C3H60 000067-64-1 16

Abundance Scan 369 (5.258 min): BG039347.D (-364) (-) m/z 43.15 100.00%
431
5000 592
| eseme Tobo 520 540 560
SRRBEERESESENSSSEESSSERSBSSS Y ] MMIESSSOVELNERMI £+ SN A m/z 59.20 51.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I I I
59.0 500 520 540 560
m/z 58.15 20.05%
30 w0 s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
500 520 540 560
5000 m/z 101.15 14 .82%
410 101.0
S e T . S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A na
43.0 5.00 5.20 5.40 5.60
m/z 41.15 9.19%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020119\
Data File : BG039347.D

Aca On : 1 Feb 2019 17:54

Operator : JU/SJ

Sample : PB116762BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.70 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.70 119.17 ng 1648670 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
Abundance Scan 785 (7.702 min): BG039347.D (-776) (-) m/z 132.15 100.00%
13p.2
5000 68.2
40.1 96|-2 e riaa 740 7.60 7.80 8.00
i m/z 68.15 44.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
13%.0
5000 6r.0 A )

7.40 7.60 7.80 8.00

41.0 97.0
m/z 134.15 33.39%
115.0
L B o BRALA A e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R EEREEmE s ]
74.0 7.40 7.60 7.80 8.00

5000 980 1160 m/z 66.15 30.83%

Lol L asso 1m0

T
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R e EE S maae
132.0 7.40 7.60 7.80 8.00
m/z 69.25 18.33%
5000
39.0 65.0 1 ‘
N Y AT AN | /R U L
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG020119\
Data File : BG039347.D

Acq On : 1 Feb 2019 17:54

Operator : JU/SJ

Sample : PB116762BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 5.26 6.5 ng 90659 1 8.18 276690 20.0
unknown?7 .70 7.70 119.2 ng 1648670 1 8.18 276690 20.0
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