LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111915\
Data File : BF083055.D

Acq On : 20 Nov 2015 1:04

Operator : UM/1Z

Sample : PB86743BL

Misc :

ALS Vial : 16 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:\HPCHEMI1\BNA_F\METHODS\8270-BF111915.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 4.853 238 242 252 rBV 1095098 1629087 45.41% 5.478%
2 5.299 279 281 284 rBV 2860415 2736729 76.28% 9.203%
3 6.350 370 373 375 rBV 3114408 3032890 84.54% 10.199%
4 6.465 381 383 386 rBV 2406662 2751607 76.70% 9.253%
5 6.693 401 403 406 rVB 536533 721518 20.11% 2.426%

6.853 415 417 420 rBV 2237365 2130747 59.39% 7.165%
7.265 450 453 455 rBV 2085166 1957393 54.56% 6.582%
7.985 514 516 519 rBV 1028355 950371 26.49% 3.196%
9.070 608 611 613 rBVY 3737442 3524456 98.24% 11.852%
9.745 667 670 672 rBV 856015 1091022 30.41% 3.669%

=
QO ~NO®

11 10.522 736 738 741 rBV2 1645875 2130424 59.38% 7.164%
12 11.219 796 799 801 rBV 1442639 1240801 34.59% 4.173%
13 12.808 935 938 941 rBV 3869292 3587606 100.00% 12.064%
14 13.848 1027 1029 1031 rBV 1437954 1243551 34.66% 4.182%
15 15.231 1147 1150 1153 rBV 917116 1009107 28.13% 3.393%

Sum of corrected areas: 29737309
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111915\

BF083055.D

20 Nov 2015 1:04

umsiz

PB86743BL

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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:\HPCHEMI1\BNA_F\DATA\BF111915\
Data File : BF083055.D

Acq On : 20 Nov 2015 1:04

Operator : UM/I1Z

Sample : PB86743BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.85 45.16 ng 1629090 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 242 (4.853 min): BF083055.D (-238) (-) m/z 43.05 100.00%
a3
59
5000
T a0 k0 500 920
o...,....,....,....',':...?.1.:],...‘??....,E.‘~.3..,....~,|....,....,....,....,...., m/z 59.10 60.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN IR I I R
59 460 4.80 5.00 5.20
m/z 101.10 20.91%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 m/z 58.10 14 .96%
41
0 50 73 86
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 R AmmmaREE TR
59 460 4.80 5.00 5.20
m/z 41.10 9.24%
5000 41
68
0 150 . 126 142 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:\HPCHEMI1\BNA_F\DATA\BF111915\
Data File : BF083055.D

Acq On : 20 Nov 2015 1:04

Operator : UM/I1Z

Sample : PB86743BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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 unknown6.46 Concentration Rank 1

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

6.46 76.27 ng 2751610 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 383 (6.465 min): BF083055.D (-381) (-) m/z 132.10 100.00%
132
68
5000
75 % " 620 640 6.60 6.80
104 . . . .
0 ..,....,....,...:,“.'.‘.‘? o Shdl e 87w A8 L m/z 68.10 54.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R AR L L
6.20 6.40 6.60 6.80
3 78 m/z 66.10 34.71%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 620 640 6.60 6.80
5000 m/z 134.00 32.06%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2744: 2-Cyclohexen-1-one e
68 6.20 6.40 6.60 6.80
m/z 69.10 22.16%
5000
96
27 55
0..“.fﬁnﬂw.njh.”,mhw.” M — SRS | U0 —
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:\HPCHEMI1\BNA_F\DATA\BF111915\
Data File : BF083055.D

Acq On : 20 Nov 2015 1:04

Operator : UM/1Z

Sample : PB86743BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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... 4.85 45.2 ng 1629090 1 6.70 721518 20.0
unknown6 .46 6.46 76.3 ng 2751610 1 6.70 721518 20.0
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