LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092583.D

Acq On : 27 Jan 2017 18:42

Operator : SJ/MA

Sample - PB96383BL

Misc :

ALS Vial : 3 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:\HPCHEMI1\BNA_F\METHODS\8270-BF012417 .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 5.184 267 271 276 rBV 1340585 2078645 37.06%  4.585%
2 5.607 305 308 310 rBV 4267668 5037237 89.81% 11.111%
3 6.625 394 397 400 rBV 3596137 4437239 79.11% 9.787%
4 6.750 405 408 410 rBV 4462360 4380011 78.09% 9.661%
5 6.979 425 428 430 rVB 898331 1045155 18.63% 2.305%

7.127 439 441 444 rBV 2597898 3676398 65.54% 8.109%
7.539 474 477 480 rBV 2080361 3129499 55.79% 6.903%
1285078 1401353 24.98% 3.091%
9.356 632 636 638 rBV 4448830 5609000 100.00% 12.372%
10.031 692 695 698 rBV 1291334 1520477 27.11% 3.354%
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11 10.831 761 765 767 rBV 2789423 3055432 54.47% 6.739%
12 11.528 823 826 828 rBV 1575459 1648326 29.39% 3.636%
13 13.117 962 965 968 rBV 4702796 5121745 91.31% 11.297%
14 14.168 1054 1057 1060 rBV 1752199 1700429 30.32% 3.751%
15 15.654 1184 1187 1194 rVB 935652 1495754 26.67% 3.299%

Sum of corrected areas: 45336700
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092583.D

Acq On : 27 Jan 2017 18:42

Operator : SJ/MA

Sample - PB96383BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092583.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092583.D

Acq On : 27 Jan 2017 18:42

Operator : SJ/MA

Sample - PB96383BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 39.78 ng 2078650 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 271 (5.184 min): BF092583.D (-267) (-) m/z 43.10 100.00%
43
59
5000
1 480 500 520 540 560
...,....,....,...3?',':...,?3.:.,...??...7?,??..,...:,|....,. m/z 59.10  59.30%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A L UL L
480 5.00 5.20 5.40 5.60
m/z 101.10 18.89%
25 3 37 | 83 g3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.10 15.46%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R A mama s b
509 480 5.00 5.20 5.40 5.60
m/z 41.10 9.21%
5000
41
29 101
T |""|"'H““""lﬁ”"l??”*i ""I??"I' gp'l""lt"'l' A S UL LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092583.D

Acq On : 27 Jan 2017 18:42

Operator : SJ/MA

Sample - PB96383BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.75 Concentration Rank 1

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

6.75 83.82 ng 4380010 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 408 (6.750 min): BF092583.D (-405) (-) m/z 132.10 100.00%
5000 68
0 s | o 9|6 o6 640 6.60 680 7.00
AN N - A | NN m/z 68.10  44.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 L R UL L I
a1 97 6.40 6.60 6.80 7.00
53 117 m/z 134.10 33.14%
79
R e |||]|-0|7| |“|||H||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 28 .48%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T ,/\. T
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.37%
5000 g °
e el rmhl‘ﬁll 158 ..,.1??. SN 0 | N —
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092583.D

Acq On : 27 Jan 2017 18:42

Operator : SJ/MA

Sample - PB96383BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 39.8 ng 2078650 1 6.98 1045160 20.0
unknown6.75 6.75 83.8 ng 4380010 1 6.98 1045160 20.0
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