LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100346.D

Aca On > 9 Nov 2017 17:53

Operator : SJ/JU

Sample : PB103997BL

Misc :

ALS Vial : 4 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 5.140 514 519 527 rVB 560598 723743 16.56% 1.994%
2 5.528 580 585 588 rBY 3597068 3593278 82.21% 9.901%
3 6.528 748 755 757 rBVY 3251398 3588766 82.10% 9.889%
4 6.669 774 779 783 rBVY 3429205 3618880 82.79% 9.972%
5 6.898 815 818 822 rBVY 1109908 987160 22.58% 2.720%

7.057 841 845 848 rBV 3151101 2847339 65.14% 7.846%
7.463 908 914 917 rBV 2332546 2336164 53.45% 6.437%
8.181 1031 1036 1040 rBV 1460054 1336388 30.57% 3.682%
9.257 1213 1219 1222 rBV 4218720 4281291 97.95% 11.797%
9.939 1330 1335 1339 rBV 1677542 1496102 34.23% 4.122%

=
QO ~NO®

11 10.727 1463 1469 1472 rBV 2674891 2626724 60.09% 7.238%
12 11.427 1583 1588 1591 rBV 1827888 1642294 37.57% 4._.525%
13 11.939 1668 1675 1679 rBV 43273 66653 1.52% 0.184%
14 12.727 1803 1809 1818 rBv4 46510 73561 1.68% 0.203%
15 13.016 1852 1858 1861 rBV 3997086 4370963 100.00% 12.044%

16 14.063 2032 2036 2040 rBV 1663476 1470897 33.65% 4._.053%
17 15.545 2283 2288 2301 rVB 903786 1181700 27.04% 3.256%
18 16.015 2365 2368 2373 rVB2 33825 49947 1.14% 0.138%

Sum of corrected areas: 36291850
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110917\

BF100346.D
9 Nov 2017 17:53
SJ/JuU
PB103997BL
4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100346.D

Aca On : 9 Nov 2017 17:53

Operator : SJ/JU

Sample : PB103997BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.14 14.66 ng 723743 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 519 (5.140 min): BF100346.D (-514) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 B SRS SRR N AR
4.80 5.00 5.20 5.40
N N N D 12 N~ = OO NN B o 1< To R W
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SRR SRR RN R
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 16.37%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 14 .65%
31.0
69.0 87.0
15.0 51.0 98.0
S UL S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L B N LR |
59.0 480 5.00 5.20 5.40
m/z 41.05 8.39%
5000 310 430 73.0
0 ﬂj \“H 51.0/ |/, 84.0 101.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100346.D

Aca On : 9 Nov 2017 17:53

Operator : SJ/JU

Sample : PB103997BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 73.32 ng 3618880 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF100346.D (-774) (-) m/z 132.00 100.00%
13p.0
5000 68.1
401 %o Tk k0 6ho 760
01 : e B m/z 68.10 40.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.43%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 660 6.80 7.00
5000 m/z 66.00 26.57%
104.0
0 270 510 %80 494
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T
57.0 13p.0 6.40 6.60 6.80 7.00
m/z 69.10 16.29%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R RAREE R S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110917\
Data File : BF100346.D

Acq On > 9 Nov 2017 17:53

Operator : SJ/JU

Sample : PB103997BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 14.7 ng 723743 1 6.90 987160 20.0
unknown6 .67 6.67 73.3 ng 3618880 1 6.90 987160 20.0
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