LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092858.D

Aca On : 8 Feb 2017 17:34

Operator : SJ/MA

Sample : PB96823BL

Misc :

ALS Vial : 7 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-BF013017.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 5.082 259 262 268 rBVY 1073908 1480930 32.77% 4_.157%
2 5.504 296 299 301 rBVY 3752328 3770649 83.43% 10.583%
3 6.533 386 389 392 rBVY 3148978 3465137 76.67% 9.726%
4 6.670 398 401 403 rBY 2856383 3912754 86.58% 10.982%
5 6.899 418 421 423 rBV 549457 755256 16.71% 2.120%

7.047 432 434 437 rBV 2714158 2826925 62.55% 7.935%
7.459 467 470 472 rBV 2519182 2363217 52.29% 6.633%
1209800 1081538 23.93% 3.036%
9.253 624 627 630 rBV 4005268 4057578 89.78% 11.389%
9.928 684 686 689 rBV 1114356 1164089 25.76% 3.267%
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11 10.728 752 756 758 rBV 1978911 2541735 56.24% 7.134%
12 11.414 814 816 819 rBV 1151503 1208020 26.73% 3.391%
13 13.002 952 955 958 rBV 3331131 4519323 100.00% 12.685%
14 14.054 1044 1047 1050 rBV 1430998 1276269 28.24% 3.582%
15 15.505 1171 1174 1180 rVB 934636 1204260 26.65% 3.380%

Sum of corrected areas: 35627680
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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

Z:\HPCHEMI\BNA F\DATA\BF020817\

BF092858.D

8 Feb 2017 17:34

SJ/MA

PB96823BL

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092858.D

Aca On : 8 Feb 2017 17:34

Operator : SJ/MA

Sample : PB96823BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.08 39.22 ng 1480930 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 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 262 (5.082 min): BF092858.D (-259) (-) m/z 43.10 100.00%
43.1
59.1
5000
oL 480 500 520 540
SV OO Y-~ SN NN B -y = o RS- W5
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "ok 5 5k o
0
150 a0 1010 m/z 101.10 17.87%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 15.86%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e
59.0 4.80 500 5.20 5.40
m/z 41.10 8.73%
5000 41.0
31.0
‘ 69.0 87.0
15.0 M‘ L1500 98.0
m/z--> 10 20 30 40 50 6|O 7'0 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092858.D

Aca On : 8 Feb 2017 17:34

Operator : SJ/MA

Sample : PB96823BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

6.67 103.61 ng 3912750 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 16
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 401 (6.670 min): BF092858.D (-398) (-) m/z 132.10 100.00%
13p.1
5000
68.1
96.1 U UL L L
40.1 54.0 ‘ 6.40 6.60 6.80 7.00
St :|-.|.-.8,1-.1. Appso ) m/z 134.10 33.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U LR L L
6.40 6.60 6.80 7.00
310 510 m/z 68.10 32.33%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
AR RSN AR AR AR
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 20.68%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R N EEEEman e e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.10 13.48%
74.0
5000 ogo 160
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R B i o
m/z--> 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 : Z:\HPCHEM1\BNA_F\DATA\BF020817\
Data File : BF092858.D

Acq On : 8 Feb 2017 17:34

Operator : SJ/MA

Sample - PB96823BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.08 39.2 ng 1480930 1 6.90 755256 20.0
unknown6 .67 6.67 103.6 ng 3912750 1 6.90 755256 20.0
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