LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111716\

Data File : BF091211.D

Aca On 17 Nov 2016 13:44 Instrument :

Operator - UM/SJ BNA_F

Sample - H5659-01 ClientSampleld :

Misc - FK-BPM-01-AA12-AA13-AA12A-AAL
ALS Vial : 3 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 4.739 265 267 281 rBV 665742 971975 25.37% 2.911%
2 5.196 305 307 324 rBVY 2008726 2705182 70.62% 8.103%
3 6.270 399 401 409 rBVY 2779915 2931047 76.51% 8.780%
4 6.384 409 411 424 rVB 3097531 3018822 78.80% 9.043%
5 6.613 430 431 441 rBV 827854 1147310 29.95% 3.437%
6 6.773 442 445 447 rBV 2454758 2316054 60.46% 6.938%
7 7.185 479 481 484 rBV 1269007 1649997 43.07% 4.942%
8 7.905 542 544 547 rBVY 1540956 1561813 40.77% 4_.678%
9 8.990 636 639 641 rBY 3995705 3830757 100.00% 11.475%
10 9.390 671 674 676 rBV 922800 805563 21.03% 2.413%

11 9.653 695 697 700 rBV 1682508 1848057 48.24% 5.536%
12 10.111 735 737 738 rVB 32107 40691 1.06% 0.122%
13 10.442 764 766 769 rBv2 1582217 1797260 46.92% 5.384%
14 10.579 776 778 782 rVB 85482 107975 2.82% 0.323%
15 11.025 815 817 818 rBV 83702 74278 1.94% 0.222%

16 11.139 824 827 829 rBV 2057628 1840146 48.04% 5.512%
17 11.391 847 849 853 rBvV 82157 145276 3.79% 0.435%

18 11.448 853 854 857 rvB 63639 54703 1.43% 0.164%
19 12.728 963 966 968 rBV 3749145 3750166 97.90% 11.233%
20 12.968 985 987 990 rBV 51010 53352 1.39% 0.160%
21 13.311 1015 1017 1021 rVB 71144 67951 1.77% 0.204%

22 13.642 1043 1046 1055 rBV 95617 170115 4._.44% 0.510%
23 13.768 1055 1057 1065 rBV 1372830 1371920 35.81% 4_.109%
24 14.968 1159 1162 1169 rVB5 19424 64903 1.69% 0.194%
25 15.140 1175 1177 1180 rBV 835337 964735 25.18% 2.890%

26 15.551 1210 1213 1216 rBV 34229 52997 1.38% 0.159%
27 15.974 1247 1250 1255 rBV 24312 41136 1.07% 0.123%
Sum of corrected areas: 33384181
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\

Data File : BF091211.D

Aca On : 17 Nov 2016 13:44

Operator : UM/SJ

Sample : H5659-01 :

Misc : FK-BPM-01-AA12-AA13-AA12A-AAL
ALS Vial : 3 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091211.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\

Data File : BF091211.D

Aca On : 17 Nov 2016 13:44

Operator : UM/SJ

Sample : H5659-01 :

Misc : FK-BPM-01-AA12-AA13-AA12A-AAL
ALS Vial : 3 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.74 16.94 ng 971975 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 267 (4.739 min): BF091211.D (-265) (-) m/z 43.10 100.00%
a3
59
5000
1 440 460 480 500
83 : : : :
o...,....,....,....','::..?.1.~:.|i...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 58.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 18.68%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 4.60 4.80 5.00
5000 m/z 58.10 17.71%
41
0 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59 4.40 4.60 4.80 5.00
m/z 41.10 8.53%
5000 41
68
0 1l 50 ] 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\

Data File : BF091211.D

Aca On : 17 Nov 2016 13:44

Operator : UM/SJ

Sample : H5659-01 :

Misc : FK-BPM-01-AA12-AA13-AA12A-AAL
ALS Vial : 3 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 unknown6.38 Concentration Rank 1

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

6.38 52.62 ng 3018820 1,4-Dichlorobenzene-d4 6.61
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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 411 (6.384 min): BF091211.D (-409) (-) m/z 132.00 100.00%
5000 68
6 T[rrrr|yrrrioprrrr|rrrrj[|r
40 ,_ 54 | 75 104 6.00 6.20 6.40 6.60 6.80
o N S ??:.n.'....,..5.‘.7,....,.':..,.1.1.5.,...., I m/z 68.10 42.74%
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 SRS R SRR
6.00 6.20 6.40 6.60 6.80
31 78 m/z 134.00 33.87%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.10 27 .61%
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 #13680: 4-Chloro-2-fluoro-pyrimidine
132 6.00 6.20 6.40 6.60 6.80
o7 m/z 69.10 17.08%
5000 0
31 52
0 4 ‘ o0 | 7\8 86 ! 105 1:!-6 |
m/z--> 10 20 30 40 55 éo 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\

Data File : BF091211.D

Aca On : 17 Nov 2016 13:44

Operator : UM/SJ

Sample : H5659-01 :

Misc : FK-BPM-01-AA12-AA13-AA12A-AAL
ALS Vial : 3 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 4 Tetrapentacontane, 1,54-dib... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.64 2.48 ng 170115 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 90
2 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 70
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 62
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 62
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 62
Abundance Scan 1046 (13.642 min): BF091211.D (-1043) (-) m/z 57.10 100.00%
g7
o A_JLLLA
v . 13140 13.60 13.80 14.00
0'“W'”P”'““'”W”“P“W””P“W““P”W““P“W”“P”W””P“W' m/z 43.10 65.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57
5000 LI SRR BN UL S
11 13140 13.60 13.80 14.00
m/z 71.10 63.81%
o "JM%?§497239281323365415457499541583628670713755 835
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 |
Abundance
57
13140 1360 13.80 14.00
5000 111 m/z 55.10 48.97%
SRR B R R LA A LA LA LA LA LA LA LA LA LA LA LA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #152927: Trichloroacetic acid, hexadecy! ester e RARREEE RS
43 13.40 13.60 13.80 14.00
m/z 83.10 45 .58%
97
5000
o 139 196
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 | 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111716\

Data File : BF091211.D

Acq On : 17 Nov 2016 13:44

Operator : UM/SJ

Sample - H5659-01 :

Misc : FK-BPM-01-AA12-AA13-AA12A-AAL
ALS Vial : 3 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... 4.74 16.9 ng 971975 1 6.61 1147310 20.0
unknown6 .38 6.38 52.6 ng 3018820 1 6.61 1147310 20.0
Tetrapentacontane... 13.64 2.5 ng 170115 5 13.77 1371920 20.0
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