LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099865.D

Aca On : 26 Oct 2017 16:57

Operator : SJ/JU

Sample : 16089-03

Misc :

ALS Vial : 11 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-BF102317.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

4.998 492 495 507 rBvV 77793 103846 5.31% 0.809%
5.410 562 565 588 rBvV 739014 843449 43.12% 6.568%
rBv 477224 547368 27.98% 4.262%
6.563 758 761 776 rVB 1464515 1415543 72.36% 11.023%
6.792 797 800 809 rBvV 397236 332842 17.01% 2.592%
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6.951 823 827 838 rBV 1383025 1319295 67.44% 10.273%
7.363 893 897 914 rBV 1087443 970039 49.59% 7.554%
8.075 1015 1018 1030 rBV 531885 457303 23.38% 3.561%
9.157 1198 1202 1205 rBV 2355978 1956196 100.00% 15.233%
9.839 1314 1318 1324 rBV 575878 501831 25.65% 3.908%

=
QO ~NO®

11 10.633 1449 1453 1466 rBV 1113597 1013838 51.83% 7.895%
12 11.333 1568 1572 1581 rBV 581824 504965 25.81% 3.932%
13 12.921 1837 1842 1845 rBV 2001507 1860992 95.13% 14.492%
14 13.986 2019 2023 2030 rBV 550483 516196 26.39% 4.020%
15 15.462 2270 2274 2283 rVB 382652 498160 25.47% 3.879%

Sum of corrected areas: 12841863
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099865.D

Aca On : 26 Oct 2017 16:57

Operator : SJ/JU

Sample : 16089-03

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA F\METHODS\8270-BF102317.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 : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099865.D

Aca On : 26 Oct 2017 16:57

Operator : SJ/JU

Sample : 16089-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

5.00 6.24 ng 103846 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 495 (4.998 min): BF099865.D (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e S
| 83.0 4.60 4.80 500 5.20 5.40
MRS 1RSS4 | PR SSS i asENU FEM. m/z 59.00 63.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR S SRR
4.60 4.80 500 5.20 5.40
59.0 1010 m/z 101.00 25.05%
e 890 830 920
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 m/z 58.00 17.85%
101.0
15.0 270 71.0
56.0 86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e e
43.0 4.60 4.80 500 5.20 5.40
m/z 41.00 8.50%
5000
101.0
150 310 %80 690 860
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099865.D

Aca On : 26 Oct 2017 16:57

Operator : SJ/JU

Sample : 16089-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 1

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

6.56 85.06 ng 1415540 1,4-Dichlorobenzene-d4 6.79
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 761 (6.563 min): BF099865.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
T
40.1 540 || 9?'0 1140 J 6.20 6.40 6.60 6.80
L e L e T I e e o m/z 68.10 37.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR AN AR AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.33%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.00 22.43%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e AR mEE L
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 13.74%
74.0
5000 9go 1160
SN | ST ﬂ“,. A |m‘--‘jw i 1980 %8?|0l SR LN | E—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102617\
Data File : BF099865.D

Acq On : 26 Oct 2017 16:57

Operator : SJ/JU

Sample - 16089-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.00 6.2 ng 103846 1 6.79 332842 20.0
unknown6 .56 6.56 85.1 ng 1415540 1 6.79 332842 20.0
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