LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020615\
Data File : BF077203.D

Acq On : 6 Feb 2015 15:44

Operator : TP/1Z

Sample : PB81636BL

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:\HPCHEMI1\BNA_F\METHODS\8270-BF011415_.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 1.298 34 36 41 rBv 78664 134940 14.06% 1.952%
2 1.367 41 42 58 rvB 162833 316623 32.99%  4.580%
3 3.687 241 245 258 rBY 45348 129295 13.47% 1.870%
4  4.647 326 329 342 rBVY 253710 618772 64.47% 8.951%
5 7.048 536 539 544 rBVY 332033 570875 59.48% 8.258%

7.128 544 546 551 rVB 389395 704809 73.44% 10.195%
7.642 588 591 600 rVvB 87557 152594 15.90% 2.207%
314016 518313 54.01% 7.498%
8.945 702 705 718 rVB 222930 387691 40.40% 5.608%
10.556 843 846 855 rBV 123047 206796 21.55% 2.991%
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11 13.208 1074 1078 1086 rBV 500001 792159 82.54% 11.459%
12 14.671 1203 1206 1212 rVB 138120 230589 24.03% 3.336%
13 16.408 1355 1358 1365 rBV 301987 464066 48.35% 6.713%
14 17.540 1455 1457 1461 rBV 208860 239490 24.95% 3.464%
15 19.792 1651 1654 1656 rBV 761634 959724 100.00% 13.883%

16 21.049 1761 1764 1771 rVB 225273 254591 26.53% 3.683%
17 22.740 1909 1912 1917 rBV 148136 231644 24.14% 3.351%

Sum of corrected areas: 6912971
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020615\
Data File : BF077203.D

Acq On : 6 Feb 2015 15:44

Operator : TP/1Z

Sample : PB81636BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO77203.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020615\
Data File : BF077203.D

Acq On : 6 Feb 2015 15:44

Operator : TP/1Z

Sample : PB81636BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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 5

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

3.69 16.95 ng 129295 1,4-Dichlorobenzene-d4 7.64
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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 245 (3.687 min): BF077203.D (-241) (-) m/z 43.10 100.00%
43
59
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101
51 | 83 3.40 3.60 3.80 4.00
SN P S| S S — m/z 59.10 70.94%
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 ISR SRR U
3.40 3.60 3.80 4.00
59 101 m/z 101.10 22.94%
s s | 67 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
340 360 380 4.00
5000 M m/z 58.10 18.13%
68
50 126 142
WWWWTWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one e e
43 3.40 3.60 3.80 4.00
m/z 41.10 10.12%
5000
55
D L1l | esm 8 8

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020615\
Data File : BF077203.D

Acq On : 6 Feb 2015 15:44

Operator : TP/1Z

Sample : PB81636BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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 4 unknown7.13 Concentration Rank 1

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

7.13 92.38 ng 704809 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 14
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 546 (7.128 min): BF077203.D (-544) (-) m/z 132.00 100.00%
5000 68
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0.,”.W.HJH.”,H.,:Lh“.”,“.w.”.“ﬂn,”.w.”.,h”,” m/z 68.05 39.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
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?_38 iT 13 m/z 134.00 33.10%
1] | | !
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Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 66.00 31.12%
63 81
31 38 50 74 88 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.80 7.00 7.20 7.40
m/z 69.05 17.64%
5000
92
65
27 39 51 55 7 ‘ 105447
mz> 20 % 45 & 75 8 9 10 110 1% 10 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020615\
Data File : BF077203.D

Acq On : 6 Feb 2015 15:44

Operator : TP/1Z

Sample : PB81636BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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... 3.69 16.9 ng 129295 1 7.64 152594 20.0
unknown7 .13 7.13 92.4 ng 704809 1 7.64 152594 20.0
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