LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112207.D

Aca On : 24 Jan 2019 14:23

Operator : JU/SJ

Sample : PB116593BL

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF011619.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 5.098 507 512 523 rBV 215933 308585 3.46% 0.490%
2 5.498 576 580 597 rBY 5582958 5788646 64.89% 9.190%
3 6.498 745 750 767 rBVY 5036236 6088396 68.25% 9.665%
4 6.628 767 772 776 rBVY 5920056 6350526 71.19% 10.082%
5 6.851 806 810 818 rBY 1689754 1434896 16.09% 2.278%

7.010 832 837 840 rBV 5477705 5062278 56.75% 8.036%
7.416 900 906 909 rBV 3317020 3949298 44.27% 6.270%
8.133 1022 1028 1044 rBV 1894584 1918764 21.51% 3.046%
9.210 1204 1211 1214 rBV 7530008 8125140 91.09% 12.899%%
9.886 1320 1326 1344 rBV 2214604 2331435 26.14% 3.701%

=
QO ~NO®

11 10.680 1455 1461 1483 rBV 4874674 5551961 62.24% 8.814%
12 11.374 1574 1579 1587 rBV 2756104 2553422 28.63% 4.054%
13 12.963 1842 1849 1852 rBV 8078490 8920217 100.00% 14.161%
14 14.021 2024 2029 2037 rBV 2376859 2443703 27.40% 3.879%
15 15.492 2273 2279 2292 rBV 1498111 2164513 24.27% 3.436%

Sum of corrected areas: 62991780
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF012419\
Data File : BF112207.D

Aca On : 24 Jan 2019 14:23

Operator : JU/SJ

Sample : PB116593BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF011619.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112207.D

Aca On : 24 Jan 2019 14:23

Operator : JU/SJ

Sample : PB116593BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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.

5.10 4_.30 ng 308585 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 512 (5.098 min): BF112207.D (-507) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 B RAREE LEE ULLE R
| 83.0 4.80 5.00 5.20 5.40
SMBSNBMBIMBS 1 SN | S IS NS m/z 59.10 58.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LS UL I
59.0 480 500 520 540
m/z 101.10 19.94%
IO g0 1010
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.00 14.93%
101.0
150 310 | 589490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e Ea ma e
54.0 480 5.00 5.20 5.40
m/z 41.10 9.50%
5000 41.0
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012419\
Data File : BF112207.D

Aca On : 24 Jan 2019 14:23

Operator : JU/SJ

Sample : PB116593BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown6.63 Concentration Rank 1

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

6.63 88.52 ng 6350530 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF112207.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 DU SR S
40.0 540 J 6.20 6.40 6.60 6.80 7.00
M.l?}-?. dgmso o m/z 68.10 41.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 B
5000 R UL AR I

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.71%

31,0 51.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R ARRRRam T L
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 27.17%
41.0 97.0
‘ ‘ 117.0
ool @O Lo
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.32%
74.0
116.0
5000 98.0
SN U -1 pA | 1
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6. 60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012419\
Data File : BF112207.D

Acq On : 24 Jan 2019 14:23

Operator : JU/SJ

Sample : PB116593BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619._.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... 5.10 4.3 ng 308585 1 6.85 1434900 20.0
unknown6 .63 6.63 88.5 ng 6350530 1 6.85 1434900 20.0
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