LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093483.D

Aca On : 9 Mar 2017 18:54

Operator : SJ/MA

Sample : PB97463BL

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA F\METHODS\8270-BF030717.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 1.978 6 8 20 rvB2 41541 122148 2.23% 0.257%
2 4.916 262 265 280 rBV 808048 1527761 27.93% 3.218%
3 5.350 301 303 319 rBVY 4568458 5042003 92.17% 10.621%
4 5.750 335 338 346 rVB 64469 77435 1.42% 0.163%
5 6.402 393 395 403 rBVY 4390057 4745779 86.75% 9.997%

6.516 403 405 408 rBV 4284654 4504339 82.34% 9.488%
6.744 423 425 428 rBV 1345006 1227867 22.45% 2.586%
3744077 3917650 71.62% 8.252%
7.316 473 475 478 rBV 2685813 3183739 58.20% 6.706%
8.036 535 538 540 rBV 1451093 1594241 29.14% 3.358%
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11 8.447 567 574 584 rVB4 12598 57510 1.05% 0.121%
12 9.110 629 632 634 rBVY 5063725 5336836 97.56% 11.242%
13 9.739 678 687 689 rBvV 150790 417897 7.64% 0.880%
14 9.785 689 691 693 rvB 1875715 1809182 33.07% 3.811%
15 10.573 757 760 763 rBV 2453881 2905218 53.11% 6.120%

16 11.271 818 821 823 rBV 1929717 1878341 34.34% 3.957%
17 12.859 957 960 962 rBV 4369470 5470376 100.00% 11.523%
18 13.877 1046 1049 1050 rBV 102720 117926 2.16% 0.248%
19 13.911 1050 1052 1054 rVvB 1882162 1827110 33.40% 3.849%
20 15.317 1172 1175 1178 rBV 1378073 1710295 31.26% 3.603%

Sum of corrected areas: 47473653
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030917\

BF093483.D

9 Mar 2017 18:54

SJ/MA

PB97463BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093483.D

Aca On : 9 Mar 2017 18:54

Operator : SJ/MA

Sample : PB97463BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.92 24 .88 ng 1527760 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 265 (4.916 min): BF093483.D (-262) (-) m/z 43.10 100.00%
431
59.1
5000
to1.1 o5 4k 50 sk
et S22 L e90 BB | e 0T s 6%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL R I I
59.0 460 480 500 520
m/z 101.10 16.98%
w0 !0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.00 15.53%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.01%
5000 41.0
31.0
69.0 87.0
15.0 M LI stop] ‘ | 980
mz> 10 20 % 4 S0 60 70 80 0 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093483.D

Aca On : 9 Mar 2017 18:54

Operator : SJ/MA

Sample : PB97463BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.52 Concentration Rank 1

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

6.52 73.37 ng 4504340 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 405 (6.516 min): BF093483.D (-403) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 s || @ S5 obo ok
e e 2 ke ALl mZZ 68.10  47.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0
5000 USSR SRR A SR
6.20 6.40 6.60 6.80
104.0 m/z 66.05 32.08%
120 270 390 5.0 00770 o060 55 |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 m/z 134.10 31.91%
33.0 44.0 105.0

70.0
56.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE Emaa e ARmma e e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.20%
5000
92.0
65.0
39.0 ) 105.0
0 B0 S T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
Data File : BF093483.D

Acq On : 9 Mar 2017 18:54

Operator : SJ/MA

Sample : PB97463BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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... 4.92 24 .9 ng 1527760 1 6.74 1227870 20.0
unknown6 .52 6.52 73.4 ng 4504340 1 6.74 1227870 20.0
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