LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092922.D

Acq On : 13 Feb 2017 17:07

Operator : SJ/MA

Sample - PB96881BL

Misc :

ALS Vial : 7 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_F\METHODS\8270-BF013017 .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 5.070 258 261 273 rVB 1072713 1475625 36.61% 4.449%
2 5.493 295 298 300 rBV 3456122 3420310 84.85% 10.313%
3 6.522 385 388 390 rBvV 3308587 3303527 81.95% 9.961%
4 6.647 397 399 402 rBV 2678160 3424717 84.96% 10.326%
5 6.876 417 419 422 rBVY 598727 810469 20.11% 2.444%

7.036 431 433 436 rBV 2717951 2567938 63.71% 7.743%
7.447 466 469 471 rBV 2238291 2211998 54.88% 6.670%
1237466 1127534 27.97% 3.400%
9.242 623 626 628 rBV 3975245 4030917 100.00% 12.154%
9.916 682 685 687 rBVY 1453093 1282506 31.82% 3.867%
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11 10.705 751 754 757 rBV 2050323 2078066 51.55% 6.266%
12 11.402 812 815 817 rBV 1494326 1294357 32.11% 3.903%
13 12.991 951 954 956 rBV 3892546 3881917 96.30% 11.705%
14 14.042 1043 1046 1048 rBvV 960490 1208068 29.97% 3.643%
15 15.483 1169 1172 1175 rBV 729260 1046822 25.97% 3.156%

Sum of corrected areas: 33164771
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092922.D

Acq On : 13 Feb 2017 17:07

Operator : SJ/MA

Sample - PB96881BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092922.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092922.D

Acq On : 13 Feb 2017 17:07

Operator : SJ/MA

Sample - PB96881BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 36.41 ng 1475630 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 261 (5.070 min): BF092922.D (-258) (-) m/z 43.05 100.00%
43
59
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1o 480 500 520 540
e Sl m3fle0 &8 | s 10 56.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 16.55%
15 31 101
\ 25 7 37, 53, 83 ‘
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Abundance
59
480 500 520 540
5000 m/z 58.10 15.68%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e R
59 4.80 5.00 5.20 5.40
m/z 41.10 9.04%
5000 41
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m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092922.D

Acq On : 13 Feb 2017 17:07

Operator : SJ/MA

Sample - PB96881BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknown6.65 Concentration Rank 1

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

6.65 84 .51 ng 3424720 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 399 (6.647 min): BF092922.D (-397) (-) m/z 132.10 100.00%
132
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104 : : : -
..,....,....,...:,“.'.‘.‘? o S '.|....,..5.‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.10 47.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
5000 S R AR AR
6.40 6.60 6.80 7.00
o6 104 m/z 134.10 31.99%
14 27 37445158 > 7T g9 97 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 29.79%
63 81
3138 50 74 | 88 101 112
wwwwmw‘mmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132 6.40 6.60 6.80 7.00
m/z 69.10 18.07%
117
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39 91
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092922.D

Acq On : 13 Feb 2017 17:07

Operator : SJ/MA

Sample - PB96881BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.07 36.4 ng 1475630 1 6.89 810469 20.0
unknown6 .65 6.65 84.5 ng 3424720 1 6.89 810469 20.0
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