LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085336.D

Acq On : 10 Mar 2016 16:37

Operator : UM/SJ

Sample - PB88804BL

Misc :

ALS Vial : 9 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 5.156 248 251 258 rVB 168737 246749 5.28% 0.684%
2 5.544 282 285 288 rBV 2801509 3543890 75.89% 9.826%
3 6.562 371 374 377 rBV 2960077 3445587 73.78% 9.554%
4 6.710 384 387 389 rBVY 3295633 4040330 86.52% 11.203%
5 6.939 404 407 409 rBV 1152415 1025383 21.96% 2.843%

7.099 418 421 423 rBV 2752258 3164390 67.76% 8.774%
7.499 453 456 458 rBV 2438051 2426708 51.96% 6.729%
8.219 517 519 522 rBV 1437395 1313833 28.13% 3.643%
9.293 610 613 616 rBY 3155388 4669976 100.00% 12.949%
9.979 670 673 675 rBVY 1599990 1521859 32.59% 4._.220%

=
QO ~NO®

11 10.768 739 742 744 rBV 2623759 2701123 57.84% 7.490%
12 11.465 800 803 805 rBV 1634403 1614309 34.57% 4._.476%
13 13.054 939 942 944 rBV 4284246 4302956 92.14% 11.931%
14 14.105 1031 1034 1036 rBV 939138 1195823 25.61% 3.316%
15 15.557 1158 1161 1164 rBV 556571 852199 18.25% 2.363%

Sum of corrected areas: 36065115
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LSC Report - Integrated Chromatogram

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085336.D

Acq On : 10 Mar 2016 16:37

Operator : UM/SJ

Sample - PB88804BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085336.D
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085336.D

Acq On : 10 Mar 2016 16:37

Operator : UM/SJ

Sample - PB88804BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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.

5.16 4.81 ng 246749 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (5.156 min): BF085336.D (-248) (-) m/z 43.05 100.00%
43
59
5000
101 e
51 | 83 4.80 5.00 5.20 5.40
SNBSS | RS SN KM m/z 59.10 61.41%
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 A LS UL IS
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m/z 101.10 24 _76%
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Abundance
59
480 500 520 540
5000 M m/z 58.10 17.62%
68
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Abundance #8126: 2-Hexanol, 2-methyl- R EAmaamame
59 4.80 5.00 5.20 5.40
m/z 41.10 9.25%
5000
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085336.D

Acq On : 10 Mar 2016 16:37

Operator : UM/SJ

Sample - PB88804BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.71 Concentration Rank 1

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

6.71 78.81 ng 4040330 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 387 (6.710 min): BF085336.D (-384) (-) m/z 132.10 100.00%
5000
68
%6 640 6.60 680 7.00
40 54 : : : :
SN .|.|..7E,‘....|,’n.°.6.1.1?..- || m/Z  68.10  34.59%
m/z--> 20 4 60 8 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ABERRRSE SARSE RN RARES
6.40 6.60 6.80 7.00
m/z 134.10 33.74%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.10 21.56%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methyl- L e
132 6.40 6.60 6.80 7.00
m/z 96.10 14 .85%
5000
15 28 39 52 %3 77 00 104, |
T A A A T ST A R e Al 640 6.60 680 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085336.D

Acq On : 10 Mar 2016 16:37

Operator : UM/SJ

Sample - PB88804BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.16 4.8 ng 246749 1 6.94 1025380 20.0
unknown6.71 6.71 78.8 ng 4040330 1 6.94 1025380 20.0
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