LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082896.D

Aca On : 13 Nov 2015 14:37

Operator : UM/I1Z

Sample : 64366-01

Misc :

ALS Vial : 6 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 4.979 249 253 261 rVB 1897377 3263702 45.72% 5.028%
2 5.401 287 290 293 rBVY 4733222 5570741 78.04% 8.582%
3 6.441 378 381 383 rBY 5811589 6647937 93.13% 10.241%
4 6.567 389 392 394 rBVY 5860270 5706228 79.94% 8.791%
5 6.796 410 412 414 rBVY 2092264 1704899 23.88% 2.626%

6.956 423 426 428 rBV 5034205 4437887 62.17% 6.837%
7.367 458 462 464 rBV 3202919 4292467 60.13% 6.613%
8.087 522 525 527 rBV 2382038 2322959 32.54% 3.579%
9.173 616 620 622 rBV 4791459 6888410 96.50% 10.612%
9.562 651 654 656 rBV 1520594 1319690 18.49% 2.033%

=
QO ~NO®

11 9.836 676 678 681 rVB 2234194 2645087 37.05% 4_.075%
12 10.625 744 747 750 rBV2 3578485 4401501 61.66% 6.781%
13 10.762 757 759 763 rBV2 63488 97213 1.36% 0.150%
14 11.196 794 797 799 rBvV2 63361 106116 1.49% 0.163%
15 11.322 805 808 810 rvv 3128256 2717587 38.07% 4.187%

16 11.859 853 855 860 rvB4 39090 74063 1.04% 0.114%
17 12.911 944 947 950 rBV 5148540 7138313 100.00% 10.997%
18 13.391 987 989 992 rBV 62609 83827 1.17% 0.129%
19 13.574 1003 1005 1006 rVB 97292 80097 1.12% 0.123%

20 13.962 1036 1039 1041 rVV 2820006 2999994 42 .03% 4.622%

21 15.391 1160 1164 1166 rBV 1880914 2413588 33.81% 3.718%

Sum of corrected areas: 64912306
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082896.D

Aca On : 13 Nov 2015 14:37

Operator : UM/I1Z

Sample : 6G4366-01

Misc :

ALS Vial : 6 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: BF082896.D
6|4a|57
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Abundance TIC: BF082896.D
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Abundance TIC: BF082896.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082896.D

Aca On : 13 Nov 2015 14:37

Operator : UM/I1Z

Sample : 6G4366-01

Misc :

ALS Vial : 6 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.

4.98 38.29 ng 3263700 1,4-Dichlorobenzene-d4 6.80
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 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 253 (4.979 min): BF082896.D (-249) (-) m/z 43.10 100.00%
43
59
5000
i 2560 450 500 520 540
83 : : : :
o...,....,....,..3.6.-,':...?.1.:!,...‘??....,.~...,...=,....,....,....,....,...., m/z 59.10 61.15%
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
5000 59 AL S S
4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.09%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.10 16.18%
29 101
o 15 73 83
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 Eman
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.61%
5000 41
68
0 Il 50 | 126 142 R
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082896.D

Aca On : 13 Nov 2015 14:37

Operator : UM/I1Z

Sample : 6G4366-01

Misc :

ALS Vial : 6 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 unknown6.57 Concentration Rank 1

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

6.57 66.94 ng 5706230 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-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 392 (6.567 min): BF082896.D (-389) (-) m/z 132.10 100.00%
132
68
5000
¥ 620 640 6.60 6.80 7.00
104 . . . .
0 ..,....,....,...:,“.'.‘.‘? o Shdl e 87w S L m/z 68.10 52.78%
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 LR R R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.10 33.16%
38 ‘
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 7.00
5000 m/z 66.10 32.52%
33 a4 97 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2744: 2-Cyclohexen-1-one R e e ERaa
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.11%
5000
96
0 18 %7 H\ o 81
R A AR AR AR AR RARRA RARRA RARRA RLARA RRAAN LARAS LARAS RARRS RARRI BN AP L SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082896.D

Acq On : 13 Nov 2015 14:37

Operator : UM/1Z

Sample - G4366-01

Misc :

ALS Vial : 6 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... 4.98 38.3 ng 3263700 1 6.80 1704900 20.0
unknown6 .57 6.57 66.9 ng 5706230 1 6.80 1704900 20.0
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