LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025952.D

Acq On : 25 Feb 2017 4:19

Operator : SJ/MA

Sample : PB97153BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 height area % max. total
1 5.176 308 313 323 rBV 442913 652074 8.67% 2.135%
2 5.646 386 393 404 rBVY 999857 1545147 20.55% 5.058%
3 7.233 655 663 672 rBY 986803 1633983 21.73% 5.349%
4 7.609 720 727 735 rBV 949726 1613070 21.45% 5.281%
5 8.079 801 807 815 rBvV2 269451 449788 5.98% 1.472%

8.402 855 862 871 rBV 997857 1733355 23.05% 5.675%
9.236 993 1004 1014 rBV 779442 1409733 18.75% 4.615%
10.881 1275 1284 1292 rBV 410053 713799 9.49% 2.337%
13.314 1689 1698 1710 rBVY 2485685 3914340 52.05% 12.815%
14.683 1924 1931 1942 rBV2 700941 1130017 15.03% 3.699%

=
QO ~NO®

11 16.158 2175 2182 2192 rBV 1605595 2413161 32.09% 7.900%
12 17.409 2387 2395 2404 rBV 1106548 1706928 22.70% 5.588%
13 20.012 2831 2838 2843 rBV 5427377 7519783 100.00% 24.618%
14 21.663 3112 3119 3132 rVB 1241503 2056300 27.35% 6.732%
15 24.865 3653 3664 3678 rVB 741997 2054461 27.32% 6.726%

Sum of corrected areas: 30545939
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025952.D

Acq On : 25 Feb 2017 4:19

Operator : SJ/MA

Sample : PB97153BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG025952.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025952.D

Acq On : 25 Feb 2017 4:19

Operator : SJ/MA

Sample : PB97153BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.18 28.99 ng 652074 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 47
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 36
4 3-Octanol 130 C8H180 000589-98-0 36
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 314 (5.182 min): BG025952.D (-308) (-) m/z 43.10 100.00%
a3 5o
5000
101 e
4.80 5.00 5.20 5.40 5.60
e S8l 69 7 83 | Tm/z 59.10  78.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A R R I
4.80 5.00 5.20 5.40 5.60
m/z 101.10 24 _79%
25 3 37 | 83 g3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 59
480 500 520 540 560
5000 18 m/z 58.05 20.53%
28
12
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R AREREE R e e ]
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.14%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 | | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025952.D

Acq On : 25 Feb 2017 4:19

Operator : SJ/MA

Sample : PB97153BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.61 Concentration Rank 2

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

7.61 71.73 ng 1613070 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 727 (7.609 min): BG025952.D (-720) (-) m/z 132.10 100.00%
5000 68
05 || P o e | 720 TH 760 7o 350
R B e e B e R e ot S i m/z 68.10 38.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SR I I L
o7 7.20 7.40 7.60 7.80 8.00
117 m/z 134.10 32.54%
79
...|....|.... ......|.... ..H. R R
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
132
69 SR I I R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 25.32%
31 o1
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14 .40%
5000
104
66
14 273958 7 8 g1 |11 |
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 720 7.40 7.60 7.80 8.00

8270-BG021717.M Mon Feb 27 03:58:39 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025952.D

Acq On : 25 Feb 2017 4:19

Operator : SJ/MA

Sample : PB97153BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.18 29.0 ng 652074 1 8.08 449788 20.0
unknown7 .61 7.61 71.7 ng 1613070 1 8.08 449788 20.0
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