LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082277.D

Aca On : 14 Oct 2015 14:04

Operator : UM/I1Z

Sample : PB86108BL

Misc :

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-BF101015.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

5.006 248 251 262 rBV 628894 944195 33.54% 4._.990%
5.417 285 287 290 rBV 1394765 1457167 51.76% 7.701%
rBvV 1529247 1533039 54.45% 8.102%
6.583 387 389 392 rBV 1426445 1589291 56.45% 8.400%
6.823 408 410 412 rBV 507419 513140 18.23% 2.712%
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6.972 421 423 426 rBV 1220785 1316547 46.76% 6.958%
7.395 457 460 462 rBvV 777261 1011257 35.92% 5.345%
8.103 520 522 525 rBV 517558 694626 24.67% 3.671%
9.189 614 617 619 rBV 2232994 2169023 77.04% 11.463%
9.863 674 676 679 rBvV 765129 856947 30.44% 4_.529%

=
QO ~NO®

11 10.664 743 746 748 rBV 1100055 1369585 48.65% 7.238%
12 11.361 804 807 809 rBvV 765946 931709 33.09% 4.924%
13 12.961 944 947 949 rBV 2301007 2815407 100.00% 14.880%
14 14.058 1041 1043 1046 rBvV 861889 978291 34.75% 5.170%
15 15.613 1176 1179 1189 rBV 543650 740913 26.32% 3.916%

Sum of corrected areas: 18921137
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082277.D

Aca On : 14 Oct 2015 14:04

Operator : UM/I1Z

Sample : PB86108BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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: BF082277.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082277.D

Aca On : 14 Oct 2015 14:04

Operator : UM/I1Z

Sample : PB86108BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.

5.01 36.80 ng 944195 1,4-Dichlorobenzene-d4 6.82
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 251 (5.006 min): BF082277.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 SRR SRS SRS RS
| 83.1 4.60 4.80 5.00 5.20 5.40
SMBSNMBIMBS 1 SN | A IS m/z 59.10 65.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR AR LU LS R
59.0 460 480 500 5.20 540
m/z 101.10 21.54%
ﬁ%o . | g30 1010
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 1.0 m/z 58.10 16.62%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e R o e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.07%
5000
101.0
150 310 | 89490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 460 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082277.D

Aca On : 14 Oct 2015 14:04

Operator : UM/I1Z

Sample : PB86108BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown6.58 Concentration Rank 1

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

6.58 61.94 ng 1589290 1,4-Dichlorobenzene-d4 6.82
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 389 (6.583 min): BF082277.D (-387) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 NSRS SRR R
401 541 ‘ 6.20 6.40 6.60 6.80 7.00
..,....,....,...:,".'..:,:!..,::.-.|,..':~.,f.‘?;9,..!.,ﬂ1°.7.-,1....,...., I m/z 68.10 44.16%
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 ARSI RAESE LARRE RARR
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 31.73%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 29.48%
33.0 44.0 105.0
56.0 700 86.0
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole  EEmE R REmme
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.96%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
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\BF101515\
Data File : BF082277.D

Acq On : 14 Oct 2015 14:04

Operator : UM/1Z

Sample : PB86108BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 5.01 36.8 ng 944195 1 6.82 513140 20.0
unknown6 .58 6.58 61.9 ng 1589290 1 6.82 513140 20.0
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