LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\

Data File : BF087258.D

Aca On : 21 May 2016 8:10 Instrument :
Operator : UM/SJ BNA_F

Sample  : H3167-02 Gt
Misc i RAV-MW-6

ALS Vial : 29 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-BF051716.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

1.701 8 10 60 rvB 3819333 7813498 100.00% 19.658%
4.684 269 271 283 rBV 90523 230998 2.96% 0.581%
rBV 1499362 2149415 27.51% 5.408%
6.227 403 406 413 rBV 1119167 1395403 17.86% 3.511%
6.330 413 415 417 rBV 3702898 3874626 49.59% 9.748%
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6.559 433 435 441 rVB 593403 792695 10.15% 1.994%
6.707 446 448 451 rBV 3160524 3058598 39.15% 7.695%
7.130 483 485 488 rBV 2325146 2804506 35.89% 7.056%
7.839 545 547 561 rBV 865034 1080650 13.83% 2.719%
8.925 639 642 644 rBV 5280146 5122580 65.56% 12.888%

=
QO ~NO®

11 9.588 698 700 703 rBV 1371790 1211163 15.50% 3.047%
12 10.376 767 769 772 rBvV2 2581083 3013198 38.56% 7.581%
13 11.062 827 829 832 rBV 1119535 1136106 14.54% 2.858%
14 12.651 965 968 970 rBV 4323755 4354606 55.73% 10.956%
15 13.565 1045 1048 1054 rBV 47884 101522 1.30% 0.255%

16 13.691 1057 1059 1070 rVB 882901 925043 11.84% 2.327%
17 15.040 1175 1177 1189 rVB 434735 683065 8.74% 1.719%

Sum of corrected areas: 39747672
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087258.D

Aca On : 21 May 2016 8:10

Operator : UM/SJ

Sample : H3167-02

Misc :

ALS Vial :© 29 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF051716.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: BF087258.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087258.D

Aca On : 21 May 2016 8:10

Operator : UM/SJ

Sample : H3167-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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.

4.68 5.83 ng 230998 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 271 (4.684 min): BF087258.D (-269) (-) m/z 43.00 100.00%
43
5000 59
101 A S S S
" 53, | 83 | 440 4.60 4.80 5.00 '
‘¥t m/z 59.10 48.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI L UL AL I
59 440 460 480 5.00
m/z 58.05 14 .50%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
4.40 4.60 4.80 5.00
5000 57 m/z 101.10 14.00%
29
101
37 50 78
S U SR IS SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime A e e
43 4.40 4.60 4.80 5.00
m/z 41.10 9.24%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087258.D

Aca On : 21 May 2016 8:10

Operator : UM/SJ

Sample : H3167-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.33 Concentration Rank 2

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

6.33 97.76 ng 3874630 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 415 (6.330 min): BF087258.D (-413) (-) m/z 132.10 100.00%
132
5000 68
C Sl T e 550 ok s Gho
0 ..,....,....,...!,“.'...," Sl e 87 Ll s Wl Tm/z 68.10  44.82%
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 IBENABE R AR AR
6.00 6.20 6.40 6.60
2 78 m/z 134.10 32.99%
38
0'W'”'P'”I”J“'h'M'”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
6.00 620 640 6.60
5000 m/z 66.10 31.07%
o 15 28 39 52 © 7 104 6
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R EhammamoEor ooty
132 6.00 6.20 6.40 6.60
m/z 69.10 19.13%
5000
33 44 g7 105
0 |50 e | | us
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087258.D

Aca On : 21 May 2016 8:10

Operator : UM/SJ

Sample : H3167-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 5 1-Octadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.57 2.19 ng 101522 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 81
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 74
3 1-Nonadecene 266 C19H38 018435-45-5 74
4 1-Octadecene 252 C18H36 000112-88-9 74
5 1-Docosene 308 C22H44 001599-67-3 74
Abundance Scan 1048 (13.565 min): BF087258.D (-1045) (-) m/z 43.10 100.00%

48 57
5000
125 146 167181105 217 o || 1350 1540 150 1380 "

(o} m/z 55.10 94 .30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol
43 3

1§

97

5000 URARRA AR AR AARES &
29 13.20 13.40 13.60 13.80
125 m/z 57.10 93.65%
o LM ' 139153 168182196909 224 252
m/z--> 2|0 4IO 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 USSR DU A U B
97 13.20 13.40 13.60 13.80
5000 m/z 41.10 70.49%
29 111

#lf

25
139153167182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98170: 1-Nonadecene R EAREE RS
41 5 13.20 13.40 13.60 13.80
m/z 83.05 70.22%
5000
1
0,.M.L.. MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13. 40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052016\
Data File : BF087258.D

Acq On : 21 May 2016 8:10

Operator : UM/SJ

Sample : H3167-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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... 4.68 5.8 ng 230998 1 6.56 792695 20.0
unknown6 .33 6.33 97.8 ng 3874630 1 6.56 792695 20.0
1-Octadecanol 13.57 2.2 ng 101522 5 13.69 925043 20.0
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