LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\
Data File : BF098457.D

Aca On : 12 Sep 2017 18:27

Operator : SJ/JU

Sample : PB102209BL

Misc :

ALS Vial : 12 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-BF091117.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 4.869 469 473 488 rBV 379640 658252 9.51% 1.237%
2 5.281 538 543 558 rBY 5980063 6919819 100.00% 13.008%
3 6.316 713 719 722 rBVY 5536586 6646190 96.05% 12.494%
4 6.439 735 740 743 rBVY 6014828 6445890 93.15% 12.117%
5 6.657 774 777 781 rBVY 1552041 1423626 20.57% 2.676%

6.816 800 804 808 rBV 5038242 5022835 72.59% 9.442%
7.233 869 875 878 rBV 4012522 4215625 60.92% 7.925%
7.945 991 996 999 rBV 2111770 1873826 27.08% 3.523%
9.022 1173 1179 1182 rBV 6132196 6743969 97.46% 12.678%
9.692 1288 1293 1297 rBV 1944980 1875281 27.10% 3.525%

=
QO ~NO®

11 10.486 1423 1428 1431 rBV 3198144 2949608 42.63% 5.545%
12 11.174 1541 1545 1549 rBV 1893740 1582596 22.87% 2.975%
13 12.762 1810 1815 1818 rBV 4597642 4429918 64.02% 8.328%
14 13.804 1988 1992 2001 rVB 1140006 1165906 16.85% 2.192%
15 15.204 2226 2230 2241 rVB 811991 1086374 15.70% 2.042%

16 15.621 2297 2301 2305 rBV2 50355 70451 1.02% 0.132%
17 16.074 2374 2378 2384 rVB2 50183 85007 1.23% 0.160%
Sum of corrected areas: 53195173
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\
BF098457.D

12 Sep 2017 18:27

SJ/JU

PB102209BL

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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\BF091217\
Data File : BF098457.D

Aca On : 12 Sep 2017 18:27

Operator : SJ/JU

Sample : PB102209BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4._.87 9.25 ng 658252 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 37
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 473 (4.869 min): BF098457.D (-469) (-) m/z 43.00 100.00%

43.0
59.0
5000

101.0 460 480 500 520

83.0
“q.uq”.q””fh”P.JP”.PHW.HWH.J””,“”P.”PHW.“q m/z 59.00 55.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LANLINL L L L L L NLLLL LL L B
59.0 4.60 4.80 5.00 5.20

m/z 58.00 16.67%

15.0 101.0
310
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0

4.60 4.80 5.00 5.20

5000 57.0 m/z 101.00 15.42%
29.0
101.0
78.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester i R maa
59.0 4.60 4.80 5.00 5.20

m/z 40.95 8.01%

5000 41.0
A, |73.0 126.0 1420
R B R L RAAARamasEamar b B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098457.D

Aca On : 12 Sep 2017 18:27

Operator : SJ/JU

Sample : PB102209BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.44 Concentration Rank 1

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

6.44 90.56 ng 6445890 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 740 (6.439 min): BF098457.D (-735) (-) m/z 131.95 100.00%
131.9
5000 68.0
w00 st0 [ o %0 J o5 ok 5k ok
L o LA I B B m/z 68.00 41.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 U A R I
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.65%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.00 27 .81%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e ESREE
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.00 16.15%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| B EE N L e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF091117.M Wed Sep 13 14:59:08 2017

Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091217\
Data File : BF098457.D

Acq On : 12 Sep 2017 18:27

Operator : SJ/JU

Sample : PB102209BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.87 9.3 ng 658252 1 6.66 1423630 20.0
unknown6 .44 6.44 90.6 ng 6445890 1 6.66 1423630 20.0
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