LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025938.D

Acq On : 24 Feb 2017 18:59

Operator : SJ/MA

Sample : PB97159BL

Misc :

ALS Vial : 6 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

5.180 307 313 322 rBV 536921 802763 9.94% 2.236%
5.650 386 393 403 rvB 1593887 2439965 30.22% 6.795%
rBvV 1517532 2564785 31.77% 7.143%
7.612 717 727 736 rBV 1474716 2528971 31.33% 7.043%
8.082 800 807 814 rVB 283584 470073 5.82% 1.309%
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8.405 853 862 872 rBV 1085525 1850487 22.92% 5.154%
9.234 995 1003 1013 rVB 857080 1517977 18.80% 4.228%
10.879 1276 1283 1291 rBV 411463 758143 9.39%% 2.111%
13.311 1690 1697 1704 rBV 2650777 4147983 51.38% 11.552%
14.686 1924 1931 1940 rVB2 698982 1152463 14.28% 3.210%

=
QO ~NO®

11 16.161 2175 2182 2196 rBV 2502581 3734640 46.26% 10.401%
12 17.413 2388 2395 2403 rBV2 1116358 1712710 21.21% 4._770%
13 20.010 2830 2837 2844 rBV 6005955 8073274 100.00% 22.484%
14 21.661 3112 3118 3126 rVB 1360042 2057964 25.49% 5.731%
15 24.869 3654 3664 3679 rVB 712288 2094162 25.94% 5.832%

Sum of corrected areas: 35906360
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG022417\

BG025938.D

24 Feb 2017 18:59

SJ/MA

PB97159BL

6 Sample Multiplier: 1

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

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

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025938.D

Acq On : 24 Feb 2017 18:59

Operator : SJ/MA

Sample : PB97159BL

Misc :

ALS Vial : 6 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 34.15 ng 802763 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 50
2 3-Octanol 130 C8H180 000589-98-0 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 36
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 313 (5.180 min): BG025938.D (-307) (-) m/z 43.05 100.00%
43
59
5000
il 50 5ho ek S0 5ho
83 : : : : :
S— ..!|,....,....-,....,.1.2?.,.... e B e raaee || M/z 59.10  76.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A S R LU
4.80 5.00 520 5.40 5.60
m/z 101.10 22 .38%
miz-> | % 40 60 80 100 120 140 160 150 200 230 240 260
Abundance
59
480 500 520 540 560
m/z 58.05 20.93%
80001 57 41 83 1
101
129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8346.2Hexano|,2methy| LI L L L L L B
509 4.80 5.00 520 5.40 5.60
m/z 41.05 7.89%
5000
101
41
,“,““”,?3,,, S — DRI B GOV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025938.D

Acq On : 24 Feb 2017 18:59

Operator : SJ/MA

Sample : PB97159BL

Misc :

ALS Vial : 6 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 1

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

7.61 107.60 ng 2528970 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 27
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 (7.612 min): BG025938.D (-717) (-) m/z 132.10 100.00%
132
5000 68
0o || W ® 120 7k 760 Tk 850
B o o R m/z 68.10 39.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SR S U LR
o7 7.20 7.40 7.60 7.80 8.00
117 m/z 134.10 32.38%
79
||||||||||||| ||||||||||||||||| R e
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
132
69 SR S U R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 25.49%
31 51
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole R  REaa
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14 .57%
5000
104
66
14 27 39 51 % 77 g9 | 115 ‘\
m/z--> 20 40 60 8 100 120 140 160 180 200 720 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025938.D

Acq On : 24 Feb 2017 18:59

Operator : SJ/MA

Sample : PB97159BL

Misc :

ALS Vial : 6 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 34.1 ng 802763 1 8.08 470073 20.0
unknown7 .61 7.61 107.6 ng 2528970 1 8.08 470073 20.0
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