LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071315\
Data File : BF080428.D

Acq On 13 Jul 2015 16:09

Operator : TP/UM

Sample : PB84447BL

Misc :

ALS Vial : 3 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-BF071015.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 2.156 4 6 16 rBvV 136481 216210 38.29% 5.457%
2 2.293 16 18 29 rvv 7864 22890 4_05% 0.578%
3 2.430 29 30 37 rvB5 2708 6406 1.13% 0.162%
4 4.750 232 233 237 rBB5 4013 5862 1.04% 0.148%
5 5.356 284 286 298 rBvY 123050 166262 29.44%  4.196%

5.767 320 322 330 rBV 339017 320718 56.79% 8.094%
6.156 354 356 360 rBB 13923 13444 2.38% 0.339%
6.773 409 410 413 rBvV 300151 313937 55.59% 7.923%
6.910 420 422 425 rBvV 429623 343356 60.80% 8.666%
7.127 440 441 444 rBB 58060 75555 13.38% 1.907%

=
QO ~NO®

11 7.287 454 455 458 rBB 218220 238990 42.32% 6.032%
12 7.699 489 491 493 rBvV 242021 193535 34.27% 4_.884%
13 8.419 552 554 557 rBB 126213 108590 19.23% 2.741%
14 9.493 646 648 650 rBvV 556563 420134 74.40% 10.603%
15 10.122 701 703 706 rBV 4991 8092 1.43% 0.204%

16 10.179 706 708 710 rVB 157738 127504 22.58% 3.218%
17 10.968 775 777 780 rBB 286119 244479 43.29% 6.170%
18 11.676 837 839 841 rBV 176692 145018 25.68% 3.660%
19 13.391 986 989 991 rBV 460334 564705 100.00% 14.252%
20 14.694 1100 1103 1106 rBV 189571 196406 34.78% 4_.957%

21 16.568 1264 1267 1271 rBV 177586 230157 40.76% 5.809%

Sum of corrected areas: 3962250
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080428.D

Acq On 13 Jul 2015 16:09

Operator : TP/UM

Sample - PB84447BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF080428.D

500000
6.91

400000

5.77

300000 6.77

7.70
7.29

200000

.16 5.36 8.42

100000
7.13

2.29.43 4.75 6.16

T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I IAI T T I T T T T I T T T T I T T T T I T T T T I

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080428.D
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Abundance TIC: BF080428.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080428.D

Acq On 13 Jul 2015 16:09

Operator : TP/UM

Sample - PB84447BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.36 44 _01 ng 166262 1,4-Dichlorobenzene-d4 7.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 286 (5.356 min): BF080428.D (-284) (-) m/z 43.10 100.00%
43
59
5000
1o 5.00 5.20 5.40 5.60
83 : : - :
o...,....,....,....','::..‘??.':!,....,....,.~...,...=,|....,....,....,....,...., m/z 59.10 57.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L U UL L
5.00 5.20 5.40 5.60
59 101 m/z 101.10 18.86%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 500 520 540 560
5000 m/z 58.10 14 _.75%
29 101
o 2 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 e EAARE A
59 5.00 5.20 5.40 5.60
m/z 41.10 9.42%
5000 41
68
0 Il 50 | 126 14
AU N IR N UL SN AR RN RSN SARAN LRSS SARAN AR BUARE L U UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080428.D

Acq On 13 Jul 2015 16:09

Operator : TP/UM

Sample - PB84447BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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 5 unknown6.91 Concentration Rank 1

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

6.91 90.89 ng 343356 1,4-Dichlorobenzene-d4 7.14
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 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 422 (6.910 min): BF080428.D (-420) (-) m/z 132.00 100.00%
5000

6.60 6.80 7.00 7.20

01 m/z 68.10 45 _50%
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
5000 LI L L L LB L BB LB |
6.60 6.80 7.00 7.20
0
a1 51 78 m/z 134.00  31.67%
38
0 ‘ 1 H N !
T T R T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
B R EEERE RS
6.60 6.80 7.00 7.20
5000 m/z 66.10 28.73%
33 44 o g7 105
78
0 51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T .,\, EmammmEy
132 6.60 6.80 7.00 7.20

m/z 69.10 17.21%

5000

104
66
14 27 37445158 7 7T g9 97 | 115 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071315\
Data File : BF080428.D

Acq On 13 Jul 2015 16:09

Operator : TP/UM

Sample : PB84447BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015_.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... 5.36 44 .0 ng 166262 1 7.14 75555 20.0
unknown6 .91 6.91 90.9 ng 343356 1 7.14 75555 20.0
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