LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120716\
Data File : BF091477.D

Aca On : 7 Dec 2016 18:51

Operator : UM/SJ

Sample : PB95097BL

Misc :

ALS Vial : 9 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-BF112916.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 5.018 236 239 247 rBV 795556 1289313 25.39% 3.648%
2 5.441 273 276 278 rBVY 3355588 3376457 66.50% 9.554%
3 6.470 362 366 368 rBY 2330570 3368861 66.35% 9.533%
4 6.596 375 377 380 rVB 2815341 3039187 59.85% 8.600%
5 6.824 395 397 400 rBV 694934 933657 18.39% 2.642%

6.984 409 411 414 rBV 2484239 2359106 46.46% 6.675%
7.396 444 447 449 rBV 1864069 2168768 42.71% 6.137%
8.116 507 510 512 rBV 1369153 1313078 25.86% 3.716%
9.190 601 604 607 rBV 3303687 3606821 71.03% 10.206%
9.865 660 663 666 rvB 1510955 1462775 28.81% 4_.139%

=
QO ~NO®

11 10.653 728 732 734 rBV 2722531 2776990 54.69% 7.858%
12 11.351 790 793 795 rBV 1711805 1731896 34.11% 4.901%
13 12.939 929 932 934 rBV 4656074 5077689 100.00% 14.368%
14 13.979 1020 1023 1025 rBV 1800846 1657267 32.64% 4._.689%
15 15.397 1144 1147 1150 rBV 970055 1178633 23.21% 3.335%

Sum of corrected areas: 35340498
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120716\
Data File : BF091477.D

Aca On : 7 Dec 2016 18:51

Operator : UM/SJ

Sample : PB95097BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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: BF091477.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120716\
Data File : BF091477.D

Aca On : 7 Dec 2016 18:51

Operator : UM/SJ

Sample : PB95097BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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.

5.02 27.62 ng 1289310 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 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 239 (5.018 min): BF091477.D (-236) (-) m/z 43.00 100.00%
43
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Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
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59
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5000 m/z 101.10 13.79%
41
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Abundance #8114: 3-Hexanol, 4-methyl- R Emmmr e e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120716\
Data File : BF091477.D

Aca On : 7 Dec 2016 18:51

Operator : UM/SJ

Sample : PB95097BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 unknown6.60 Concentration Rank 1

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

6.60 65.10 ng 3039190 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 377 (6.596 min): BF091477.D (-375) (-) m/z 131.95 100.00%
5000 68
75 0 620 640 6.60 6.80 7.00
104 : : : : :
0 ..,....,....,...!,“.'.‘.‘? i b '|....,..5.‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.10 48.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I L R R N
620 640 6.60 6.80 7.00
2 78 m/z 66.00 32.56%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 134.00 32.46%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine T
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.34%
5000
33 a4 97 105
0 |50 e | | us
m/z--> 10 20 30 40 55 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:\HPCHEMI1\BNA_F\DATA\BF120716\
Data File : BF091477.D

Acq On : 7 Dec 2016 18:51

Operator : UM/SJ

Sample - PB95097BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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... 5.02 27.6 ng 1289310 1 6.84 933657 20.0
unknown6 .60 6.60 65.1 ng 3039190 1 6.84 933657 20.0
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