LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF113015\
Data File : BF083373.D
Aca On : 1 Dec 2015 12:26 Instrument :
Operator : UM/1Z gﬁA{s el

- _ lentosampleld :
3?22'6 : G4571-01 DRUM-32-77-COMPOSITE
ALS Vial : 4 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-BF113015.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 .658 257 260 274 rBVY 1211588 2037920 34.66% 4_470%
2 5.138 300 302 321 rBVY 3639291 4570414 77.72% 10.025%
3 6.213 394 396 399 rBVY 4034774 4845456 82.40% 10.628%
4 6.316 403 405 408 rBVY 3776679 4601750 78.25% 10.094%
5 6.544 423 425 428 rBV 951156 943048 16.04% 2.069%

6.704 436 439 442 rBV 4335413 3887300 66.11% 8.527%
7.116 473 475 478 rBV 2529480 3259417 55.43% 7.149%
7.836 535 538 541 rBV 1303424 1181129 20.09%% 2.591%
8.922 630 633 635 rBVY 5067649 5880487 100.00% 12.899%
9.322 666 668 670 rBvV 802465 693477 11.79% 1.521%

=
QO ~NO®

11 9.585 689 691 693 rBV 1472154 1358304 23.10% 2.979%
12 10.373 757 760 763 rBV 2817639 2830912 48.14% 6.209%
13 11.128 823 826 828 rBV 1262683 1400453 23.82% 3.072%
14 13.231 1006 1010 1012 rBV 3884141 5864483 99.73% 12.864%
15 14.751 1140 1143 1151 rVB 947563 1274865 21.68% 2.796%

16 14.865 1151 1153 1157 rBV 59895 92074 1.57% 0.202%
17 16.820 1321 1324 1331 rBV 538884 868603 14.77% 1.905%

Sum of corrected areas: 45590092
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF113015\

Data File : BF083373.D

Aca On : 1 Dec 2015 12:26

Operator : UM/I1Z

ﬁ?ggle : G4571-01 DRUM-32-77-COMPOSITE
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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: BF083373.D
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Abundance TIC: BF083373.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF113015\

Data File : BF083373.D

Aca On : 1 Dec 2015 12:26

Operator : UM/I1Z

ﬁ?ggle : G4571-01 DRUM-32-77-COMPOSITE
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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._.66 43.22 ng 2037920 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 9

Abundance Scan 260 (4.658 min): BF083373.D (-257) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| | 711 831 | 4.40 4.60 4.80 5.00
Ob e el e o e b e e m/z 59.10 56.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R I U
59.0 440 4.60 480 5.00
0
150 4, 1010 m/z 101.10 16.46%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 440 460 480 500
5000 m/z 58.10 14 .60%
20.0 101.0
0 15.0 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
59.0 4.40 4.60 4.80 5.00
m/z 41.10 8.81%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF113015\

Data File : BF083373.D

Aca On : 1 Dec 2015 12:26

Operator : UM/I1Z

ﬁ?ggle : G4571-01 DRUM-32-77-COMPOSITE
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown6.32 Concentration Rank 1

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

6.32 97.59 ng 4601750 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 405 (6.316 min): BF083373.D (-403) (-) m/z 132.10 100.00%
13R.1
68.1
5000
401 ‘ 96.1 SRS SRR RS LR
1 6.00 6.20 6.40 6.60
0 ..,....,....,...!,“.'...,!.'..,:!.'.|,..':-.,??;9,...|~.,.197.-R...,...., o 'm/z 68.10 61.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IS SUARE SUARE BARRE LR
6.00 6.20 6.40 6.60
2.0 510 m/z 66.05 37 .56%
0 L1 H N !
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 640 6.60
5000 97.0 m/z 134.00 32.17%
70.0
31.0
. 44.0 86.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R AR EAREE R
132.0 6.00 6.20 6.40 6.60
m/z 69.10 23.39%
5000

63.0
15.0 280 390 520 m 77‘0 990 10401160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF113015\

Data File : BF083373.D

Acq On : 1 Dec 2015 12:26

Operator : UM/1Z

ﬁ?ggle - G4571-01 DRUM-32-77-COMPOSITE
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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... 4.66 43.2 ng 2037920 1 6.54 943048 20.0
unknown6 .32 6.32 97.6 ng 4601750 1 6.54 943048 20.0
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