LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082960.D

Aca On : 17 Nov 2015 1:48

Operator : UM/I1Z

Sample : PB86680BL

Misc :

ALS Vial : 19 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-BF110715.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 4.956 248 251 256 rBV 853011 1128178 17.71% 2.671%
2 5.390 287 289 292 rBVY 2415536 3138179 49.28% 7.430%
3 6.430 377 380 382 rBVY 3362513 3199489 50.24% 7.575%
4 6.556 388 391 393 rBY 3081118 3387023 53.18% 8.019%
5 6.784 408 411 413 rBV 1017998 1241794 19.50% 2.940%

6.933 422 424 427 rBV 2787094 3510350 55.12% 8.311%
7.345 457 460 462 rBV 2844959 2930899 46.02% 6.939%
8.065 520 523 526 rBV 1575037 1602705 25.17% 3.794%
5656084 5780542 90.77% 13.685%
9.825 674 677 679 rBV 1826174 1989689 31.24% 4.711%
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11 10.602 743 745 748 rBV2 1679731 2451572 38.49% 5.804%
12 11.299 804 806 809 rvB 2131493 2014695 31.63% 4._770%
13 12.888 942 945 948 rBV 4336794 6368639 100.00% 15.078%
14 13.939 1034 1037 1039 rBV 1444107 1968446 30.91% 4 _.660%
15 15.334 1156 1159 1162 rBV 1014201 1526987 23.98% 3.615%

Sum of corrected areas: 42239187
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082960.D

Aca On : 17 Nov 2015 1:48

Operator : UM/I1Z

Sample - PB86680BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082960.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082960.D

Aca On : 17 Nov 2015 1:48

Operator : UM/I1Z

Sample - PB86680BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

4.96 18.17 ng 1128180 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.956 min): BF082960.D (-248) (-) m/z 43.10 100.00%
431
59.1
5000
1011 JENARBE RS SRR SRR
| 831 4.60 4.80 5.00 5.20
Y N s UM m/z 59.10 61.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA R AL L
59.0 460 480 500 520
m/z 101.10 19.54%
ﬁ%o . | 83.0 101.0
S R A LA KRR RAN RN KRR RARLA REAAS SRR LAASN SARAN LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 15.82%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.82%
5000 41.0
o Wl 730 1260 1450 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082960.D

Aca On : 17 Nov 2015 1:48

Operator : UM/I1Z

Sample - PB86680BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.56 Concentration Rank 2

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

6.56 54 .55 ng 3387020 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 391 (6.556 min): BF082960.D (-388) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 NS SR SRR
40.1 541 6.20 6.40 6.60 6.80
0 S S T .2 | m/z 68.10 42.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 ARSI AN AR
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.38%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T ou b0 of
5000 ggo 1160 m/z 66.10 25.96%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- LI L L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.73%
5000
63.0 81.0
0 31.0 SQ'O\ m‘ Ly | ‘\ | 99.0 \11%0 |
mz-> 40 60 80 100 120 140 160 180 620 640 660 680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111615\
Data File : BF082960.D

Acq On : 17 Nov 2015 1:48

Operator : UM/1Z

Sample - PB86680BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 4.96 18.2 ng 1128180 1 6.78 1241790 20.0
unknown6 .56 6.56 54_.5 ng 3387020 1 6.78 1241790 20.0
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