LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092253.D

Aca On : 13 Jan 2017 20:31

Operator : UM/SJ

Sample : PB95972BL

Misc :

ALS Vial : 14 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-BF122116.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 3.993 190 193 201 rvB 30709 61680 1.00% 0.124%
2 4.713 253 256 268 rBY 1550596 2802362 45.51% 5.612%
3 5.181 294 297 299 rBVY 5285071 6158077 100.00% 12.331%
4 6.244 387 390 392 rBVY 4777316 5405620 87.78% 10.824%
5 6.347 396 399 401 rBVY 5077869 4801965 77.98% 9.616%

6.576 417 419 421 rBV 898382 1026707 16.67% 2.056%
6.724 430 432 435 rBV 3234790 3698492 60.06% 7.406%
7.147 466 469 471 rBV 3057369 3480692 56.52% 6.970%
1446164 1634909 26.55% 3.274%
8.942 622 626 629 rBV 5002901 5618760 91.24% 11.251%
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11 9.605 681 684 687 rBV 1529322 1628206 26.44% 3.260%
12 10.393 750 753 756 rBV2 2203637 3230844 52.47% 6.470%
13 11.079 811 813 816 rBV 1207254 1605037 26.06% 3.214%
14 12.679 949 0953 955 rBV 4568134 5820952 94.53% 11.656%
15 13.708 1041 1043 1046 rBV 1397950 1412997 22.95% 2.829%

16 15.068 1159 1162 1164 rBV 900662 1162322 18.87% 2.327%

17 15.102 1164 1165 1170 rVB 73655 83854 1.36% 0.168%

18 15.468 1194 1197 1200 rBvV 58284 83310 1.35% 0.167%

19 15.880 1230 1233 1236 rVB 54567 88732 1.44% 0.178%

20 16.360 1271 1275 1279 rBV 33961 70024 1.14% 0.140%

21 16.920 1320 1324 1329 rBV 26020 63482 1.03% 0.127%
Sum of corrected areas: 49939024
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092253.D

Aca On : 13 Jan 2017 20:31

Operator : UM/SJ

Sample : PB95972BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF092253.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092253.D

Aca On : 13 Jan 2017 20:31

Operator : UM/SJ

Sample : PB95972BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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.

4.71 54 .59 ng 2802360 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 256 (4.713 min): BF092253.D (-253) (-) m/z 43.00 100.00%
43.0
59.1
5000
1010 lllllllllllllll|llll
440 4.60 4.80 5.00
0 ...,....,....,....-,':...,..:!,..??,"....f‘?.o..,...:,|....,. m/z 59.10 58.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I I
59.0 440 460 480 500
0
150 a0 1010 m/z 101.00 19.89%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 440 460 4.80 500
5000 m/z 58.10 14 .60%

20.0 101.0
15.0 73.0 83.0
O L o o o B ELALEL i i 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)-
59.0

440 460 4.80 5.00
m/z 41.10 9.10%

5000
41.0
29.0 101.0
W gl 500 ) 730  86.0 \
O o T e e R R e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092253.D

Aca On : 13 Jan 2017 20:31

Operator : UM/SJ

Sample : PB95972BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 unknown6.35 Concentration Rank 1

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

6.35 93.54 ng 4801970 1,4-Dichlorobenzene-d4 6.58
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 399 (6.347 min): BF092253.D (-396) (-) m/z 132.00 100.00%
13%2.0
5000 68.1
600 620 640 6.60
(o} B E e m/z 68.10 47 .73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 S S SRS AR LARAR
6.00 6.20 6.40 6.60
33.0 105.0 m/z 134.00 33.65%
0...‘.|.‘5.]‘-;‘0.;‘.7.()‘..0.”8?..0. |‘||“|||I|| B E e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 550 55 om0 ok
5000 98.0 116.0 m/z 66.00 29.34%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- R L R
132.0 6.00 6.20 6.40 6.60
m/z 69.05 18.96%
5000
63.0 810
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\0 \11%0 |
miz-> 40 60 80 100 120 140 160 180 600 620 640 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011317\
Data File : BF092253.D

Acq On : 13 Jan 2017 20:31

Operator : UM/SJ

Sample - PB95972BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : 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... 4.71 54_.6 ng 2802360 1 6.58 1026710 20.0
unknown6 .35 6.35 93.5 ng 4801970 1 6.58 1026710 20.0
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