LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080912.D

Aca On > 7 Aug 2015 4:13

Operator : TP/UM

Sample - PB84869BL

Misc :

ALS Vial : 27 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-BF080615.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 4.956 249 251 254 rBV 124813 124860 15.62% 2.268%
2 5.379 286 288 291 rBV 179564 184893 23.13% 3.359%
3 6.430 377 380 382 rBV 127502 175176 21.92% 3.182%
4 6.567 390 392 394 rBV 218045 188981 23.65% 3.433%
5 6.807 411 413 415 rBV 563653 483510 60.50% 8.783%

6.956 424 426 428 rVB 139872 137339 17.18% 2.495%
7.367 459 462 464 rBB 138532 118122 14.78% 2.146%
5565211 619504 77.52% 11.253%
9.162 617 619 622 rBvV 190006 204435 25.58% 3.714%
9.848 676 679 681 rBvV 700174 743055 92.97% 13.498%
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11 10.625 745 747 749 rBV 137055 117677 14.72% 2.138%
12 11.322 806 808 810 rBV 955815 799205 100.00% 14.518%
13 12.899 944 946 949 rBB 258793 230696 28.87% 4.191%
14 13.951 1035 1038 1040 rBV 821019 758380 94.89% 13.776%
15 15.357 1158 1161 1164 rBV 512129 619157 77.47% 11.247%

Sum of corrected areas: 5504990
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080912.D

Aca On > 7 Aug 2015 4:13

Operator : TP/UM

Sample - PB84869BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080912.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080912.D

Aca On > 7 Aug 2015 4:13

Operator : TP/UM

Sample - PB84869BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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.

4.96 5.16 ng 124860 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 251 (4.956 min): BF080912.D (-249) (-) m/z 43.10 100.00%
43
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s o “l’l 460 480 500 520
o o L | L e m/z 59.10 57.79%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 L R L R I
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o 25 3t 37 | 83 g3 M
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59
460 480 500 520
5000 m/z 58.10 15.34%
a1 101
o 15 31 53 69 83
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Abundance #8114: 3-Hexanol, 4-methyl- A e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080912.D

Aca On > 7 Aug 2015 4:13

Operator : TP/UM

Sample - PB84869BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 7.82 ng 188981 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 392 (6.567 min): BF080912.D (-390) (-) m/z 132.10 100.00%
132
5000 68
96 TITTTTTT T T T T T T T T
40 .. 54 o1 | | 5 g | 104 6.20 6.40 6.60 6.80 7.00
a1/ N SN < T LSS NN R | - m/z 68.10 40.56%
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LR R R
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2 78 m/z 134.10 32 .55%
38 ‘
O T T e
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Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .22%
104
oL 14 27 37 4451 58 6 77 g9 o 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal SMRRBIRES A WNERE SRR/ B -
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.36%
5000 6
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N S | I | SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080615\
Data File : BF080912.D

Acq On : 7 Aug 2015 4:13

Operator : TP/UM

Sample - PB84869BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080615.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... 4.96 5.2 ng 124860 1 6.81 483510 20.0
unknown6 .57 6.57 7.8 ng 188981 1 6.81 483510 20.0
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