LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110715\
Data File : BF082775.D

Aca On : 6 Nov 2015 21:55

Operator : UM/I1Z

Sample : PB86421BL

Misc :

ALS Vial : 15 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-BF110715.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 5.036 255 258 270 rBVY 2136735 3203844 43.04% 5.346%
2 5.459 292 295 297 rBVY 6186232 6309237 84.76% 10.528%
3 6.476 381 384 387 rBVY 4858385 5977992 80.31% 9.975%
4 6.613 393 396 399 rBVY 5642772 5867861 78.83% 9.791%
5 6.842 414 416 419 rBV 1189336 1478340 19.86% 2.467%

7.002 428 430 433 rBV 4360245 4735892 63.62% 7.902%
7.413 462 466 468 rBV 3216722 4437498 59.61% 7.404%
8.133 526 529 531 rBV 2194632 2034817 27.33% 3.395%
9.207 620 623 626 rBY 5065515 7444011 100.00% 12.421%
9.882 679 682 685 rBV 1745214 2244527 30.15% 3.745%

=
QO ~NO®

11 10.671 748 751 754 rBV 3790588 4240153 56.96% 7.075%
12 11.368 809 812 814 rBV 2236579 1929932 25.93% 3.220%
13 12.956 948 951 954 rBV 5478545 6588450 88.51% 10.994%
14 13.997 1040 1042 1045 rBV 1478943 1885053 25.32% 3.145%
15 15.437 1165 1168 1170 rBV 1268368 1552336 20.85% 2.590%

Sum of corrected areas: 59929943
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082775.D

Aca On : 6 Nov 2015 21:55

Operator : UM/I1Z

Sample : PB86421BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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\BF110715\
Data File : BF082775.D

Aca On : 6 Nov 2015 21:55

Operator : UM/I1Z

Sample : PB86421BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

5.04 43.34 ng 3203840 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 258 (5.036 min): BF082775.D (-255) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 540
83 : : : :
o/ A ..':|,..7.1.,~....',|....,....,....,....,....,2.97.. m/z 59.10 60.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L S I I I
59 480 500 520 5.40
m/z 101.10 18.20%
15 4 101
‘ I ‘ 83 ‘
O o e o o e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
" 480 500 520 540
5000 m/z 58.10 16.20%
a1 101
15 27 71 83
G L L S U S S B S SN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e . —
50 480 500 520 540

m/z 41.10 9.14%

5000
41
0 W | \‘ I 1 73 86 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082775.D

Aca On : 6 Nov 2015 21:55

Operator : UM/I1Z

Sample : PB86421BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.61 Concentration Rank 1

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

6.61 79.38 ng 5867860 1,4-Dichlorobenzene-d4 6.85
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 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 396 (6.613 min): BF082775.D (-393) (-) m/z 132.10 100.00%
68
5000
0 54 75 % 620 6.40 6.60 6.80 7.00
104 . . . . )
0.,....,...!,“!.‘.1.7,.'!..?}.'.'J,..'..,..E.;?,...'.,.'.'..,.l.l?.,....,'...,... m/z 68.10 54.56%
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 AR LN L UL R
620 6.40 6.60 6.80 7.00
78 m/z 134.10 33.67%
31 4 51
OW'”'A'”\J'WM”'P'JI”'W'”'P'”I“'W'”'P'”I“'W'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 33.13%
33 44 g7 105
51 60 7078 g 115
ot e e e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #2743: 2—Cyc|0hexen—l—one | LLLILE BLILL BLL  BL  T
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.96%
5000
96
40
o A a7 % | a1 s
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110715\
Data File : BF082775.D

Acq On : 6 Nov 2015 21:55

Operator : UM/1Z

Sample : PB86421BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 5.04 43.3 ng 3203840 1 6.85 1478340 20.0
unknown6 .61 6.61 79.4 ng 5867860 1 6.85 1478340 20.0
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