LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091053.D

Aca On > 7 Nov 2016 14:04

Operator : UM/SJ

Sample = PB94546BL

Misc :

ALS Vial : 5 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-BF110316.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 1.767 5 7 46 rVB 2203255 7168800 100.00% 13.408%
2 4.819 271 274 291 rBV 634775 1100697 15.35% 2.059%
3 5.264 311 313 316 rBVY 4082630 4433528 61.84% 8.292%
4 6.327 402 406 408 rBVY 3874851 5250533 73.24% 9.820%
5 6.442 413 416 418 rBV 4751938 5115541 71.36% 9.568%

6.670 433 436 447 rBV 1043771 1092254 15.24% 2.043%
6.830 447 450 452 rBV 2839179 3886152 54.21% 7.268%
3006975 3263386 45.52% 6.103%
7.950 546 548 551 rBV 1167770 1434001 20.00% 2.682%
9.036 640 643 646 rBV 4606213 5263061 73.42% 9.843%
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11 9.710 699 702 704 rBV 1923300 1777055 24.79% 3.324%
12 10.499 768 771 774 rBV 3188725 3354110 46.79% 6.273%
13 11.185 829 831 834 rBV2 1345303 1632982 22.78% 3.054%
14 12.785 968 971 973 rBV 4862096 5871370 81.90% 10.981%
15 13.825 1059 1062 1064 rBV 1311464 1516688 21.16% 2.837%

16 15.197 1179 1182 1185 rBV 1026295 1307383 18.24% 2.445%

Sum of corrected areas: 53467541
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110716\

BF091053.D

7 Nov 2016 14:04

UM/SJ

PB94546BL

5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091053.D

Aca On > 7 Nov 2016 14:04

Operator : UM/SJ

Sample = PB94546BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.82 20.15 ng 1100700 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 274 (4.819 min): BF091053.D (-271) (-) m/z 43.10 100.00%
43
59
5000
1o 440 460 480 5.00 520
o...,....,....,..??','....,??.'.,...‘??....,??..,...:,|....,. m/z 59.10 59.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 460 4.80 5.00 5.20
m/z 101.10 18.13%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
43
- 440 460 480 5.00 520
5000 m/z 58.10 16.69%
29 101
O e e S L 78 83 95 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- EEE L EREREE TS ...
50 440 460 480 500 520
m/z 41.10 8.67%
5000
41
0 "'I""I"JH”"'JIJ”"I??"i""l??"l"qql'"'IM"'I' ULSEBERRREE! ""I""P"
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091053.D

Aca On > 7 Nov 2016 14:04

Operator : UM/SJ

Sample = PB94546BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 3 unknown6.44 Concentration Rank 2

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

6.44 93.67 ng 5115540 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 416 (6.442 min): BF091053.D (-413) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 % " 620 640 6.60 6.80
54 104 . . . .
o.,....,....-:'!.‘.‘.7,:.'..?.1:.'.|,..':~.,..?‘?,....,.':..,.1.1?.,....,"...,.. m/z 68.10 42.77%
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 .
5000 IR NRARLSERE LR A
6.20 6.40 6.60 6.80
78 m/z 134.00 34 .88%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 " 620 640 6.60 6.80
5000 m/z 66.10 27 .32%
39 91
51 65
A - oS SN oo -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e e
132 6.20 6.40 6.60 6.80
o7 m/z 69.10 17.01%
5000 0
52
G A IS T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110716\
Data File : BF091053.D

Acq On > 7 Nov 2016 14:04

Operator : UM/SJ

Sample - PB94546BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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... 4.82 20.1 ng 1100700 1 6.67 1092250 20.0
unknown6 .44 6.44 93.7 ng 5115540 1 6.67 1092250 20.0
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