LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083552.D

Aca On : 7 Dec 2015 9:48

Operator : UM/I1Z

Sample : 64594-12

Misc :

ALS Vial : 63 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-BF120415.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 2.613 79 81 86 rvB 37962 61068 1.14% 0.182%
2 3.561 161 164 174 rVB 564322 794742 14.81% 2.373%
3 4.007 201 203 218 rBVY 1756693 2366219 44.08% 7.065%
4 5.299 313 316 325 rBV 878252 1528570 28.48% 4.564%
5 5.424 325 327 330 rBVY 2779272 4122029 76.79% 12.307%

5.733 351 354 363 rBV 808326 961627 17.91% 2.871%
5.950 370 373 376 rBV 2910009 3826072 71.28% 11.423%
6.567 423 427 429 rBV 2382655 3335042 62.13% 9.957%
768590 1206268 22.47% 3.601%
9.390 669 674 676 rBVY 3210634 5368029 100.00% 16.027%
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11 10.431 761 765 771 rBV 652090 1160301 21.62% 3.464%
12 11.711 874 877 891 rBV 1432345 2422689 45.13% 7.233%
13 12.819 971 974 980 rBV 719320 966744 18.01% 2.886%
14 15.460 1201 1205 1208 rBV 2558864 3948234 73.55% 11.788%
15 17.026 1339 1342 1349 rBV 377661 867289 16.16% 2.589%

16 18.660 1482 1485 1493 rBV 228482 559530 10.42% 1.671%

Sum of corrected areas: 33494453
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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\BF120615\

BF083552.D
7 Dec 2015 9:48
umsiz
G4594-12
63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083552.D

Aca On : 7 Dec 2015 9:48

Operator : UM/I1Z

Sample : 64594-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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.

3.56 16.53 ng 794742 1,4-Dichlorobenzene-d4 5.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 164 (3.561 min): BF083552.D (-161) (-) m/z 43.10 100.00%
43
59
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1ot 320 340 360 380
O S 3L e0 88 | so 59 10 55.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A LA L U B
59 320 340 360 3.80
m/z 101.10 16.70%
15 31 101
0 | 25 7 37, 53, 83
miz--> e e A AT SSaB I
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59
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5000 m/z 58.10 14 _.16%

a1 101
15 31 53 69 83
0 L i e o e B B e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

3.20 3.40 3.60 3.80
m/z 41.10 8.89%

5000
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o Wi 1], 53, 73 86 |
SN 1 M SN 1 PN BN SNBSS RS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083552.D

Aca On : 7 Dec 2015 9:48

Operator : UM/I1Z

Sample : 64594-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 unknown5.42 Concentration Rank 1

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

5.42 85.73 ng 4122030 1,4-Dichlorobenzene-d4 5.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 327 (5.424 min): BF083552.D (-325) (-) m/z 132.10 100.00%
132
68
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© s o Cus | 5h0 550 540 5h0 550
0 AL 8T L Aes L~ m/z 68.10 56.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 I R RN R
5.00 5.20 5.40 5.60 5.80
33 44 105 m/z 66.10 34 .13%
©0 0 | us |
0|'"'l“”“k”'h'F'”'l'“y§w'"l"'w""l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 500 520 540 560 5.80
5000 gg 116 m/z 134.10 31.83%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 5.00 5.20 5.40 5.60 5.80
m/z 69.10 22 .19%
5000
92
65
0 27 3\9 5\\:} m“ 7\\7 | ﬁ)s 117 “
m/z--> 20 40 60 80 100 120 140 160 180 5.00 5.20 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
Data File : BF083552.D

Acq On > 7 Dec 2015 9:48

Operator : UM/1Z

Sample - G4594-12

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415_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... 3.56 16.5 ng 794742 1 5.73 961627 20.0
unknown5 .42 5.42 85.7 ng 4122030 1 5.73 961627 20.0
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