LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095955.D

Aca On : 16 Jun 2017 14:56

Operator : SJ/MA

Sample = PB99843BL

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:\HPCHEM1I\BNA F\METHODS\8270-BF060517.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

4.522 494 499 517 rBV2 53507 150315 7.66% 1.082%
5.222 614 618 647 rBvV 846885 1618558 82.51% 11.647%
rBv 971667 1477801 75.33% 10.634%
6.980 913 917 929 rVB 1153759 1837359 93.66% 13.221%
7.322 971 975 984 rBV 241658 314649 16.04% 2.264%
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7.557 1010 1015 1030 rBV 1009581 1318826 67.23% 9.490%
8.239 1126 1131 1156 rBV 677561 974225 49.66% 7.010%
9.351 1316 1320 1337 rBV 322511 427500 21.79% 3.076%
11.133 1616 1623 1638 rBVY 1601026 1961759 100.00% 14.117%
12.168 1795 1799 1811 rBV2 337195 456397 23.26% 3.284%
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11 13.468 2015 2020 2036 rBV 662260 919971 46.90% 6.620%
12 14.562 2202 2206 2219 rBvV2 289337 397371 20.26% 2.859%
13 15.268 2320 2326 2332 rBV3 11604 23578 1.20% 0.170%
14 16.945 2606 2611 2615 rBV 1245545 1374550 70.07% 9.891%
15 18.292 2836 2840 2849 rBV 258272 315463 16.08% 2.270%

16 19.956 3119 3123 3131 rBV 243103 328522 16.75% 2.364%

Sum of corrected areas: 13896844
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095955.D

Aca On : 16 Jun 2017 14:56

Operator : SJ/MA

Sample : PB99843BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060517 .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: BF095955.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095955.D

Aca On : 16 Jun 2017 14:56

Operator : SJ/MA

Sample = PB99843BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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.

4.52 9.55 ng 150315 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 499 (4.522 min): BF095955.D (-494) (-) m/z 43.05 100.00%
43.0
59.1
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1011 IBANARBERAREE SRREERRARE
| 83.0 | 420 4.40 4.60 4.80
S T e m/z 59.10 57 .76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L L
59.0 420 440 460 480
0
150 a0 1010 m/z 101.10 22 .46%
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Abundance
43.0
420 440 460 480
5000 m/z 58.10 14 .55%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl- s A
43.0 420 4.40 4.60 4.80
m/z 41.10 9.13%
5000
101.0
15.0 270 6.0 71.0
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m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095955.D

Aca On : 16 Jun 2017 14:56

Operator : SJ/MA

Sample = PB99843BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.98 Concentration Rank 1

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

6.98 116.79 ng 1837360 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 917 (6.980 min): BF095955.D (-913) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 AR SRS SRS S A
400 540 J 6.60 6.80 7.00 7.20 7.40
i :|-.|.'.8,1-9. Aguso W m/z 68.05 37.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 31.90%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.00 23.30%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B e e ]
57.0 132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 14 .57%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R AR EEE s
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061617\
Data File : BF095955.D

Acq On : 16 Jun 2017 14:56

Operator : SJ/MA

Sample - PB99843BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.52 9.6 ng 150315 1 7.32 314649 20.0
unknown6 .98 6.98 116.8 ng 1837360 1 7.32 314649 20.0
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