LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011317\

Data File : BF092276.D

Aca On - 14 Jan 2017 11:02 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle ; 11162-06 SBA&COME
ALS Vial : 35 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-BF122116.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 4.701 252 255 267 rBVY 1272412 2033568 42.51% 5.414%
2 5.170 293 296 313 rBVY 3884555 4125012 86.24% 10.982%
3 6.244 387 390 392 rBVY 4290546 4783260 100.00% 12.734%
4 6.347 397 399 402 rVB 4611354 4320043 90.32% 11.501%
5 6.576 417 419 421 rBV 1088022 1110573 23.22% 2.957%

6.724 430 432 435 rBV 2549309 3127147 65.38% 8.325%
7.147 466 469 471 rBV 3012755 2924724 61.14% 7.786%
7.856 529 531 534 rBV 1170988 1448925 30.29% 3.857%
8.942 623 626 629 rBV 4444286 4206341 87.94% 11.198%
9.342 659 661 664 rBv 458514 389805 8.15% 1.038%

=
QO ~NO®

11 9.605 682 684 687 rBV 1123438 1282962 26.82% 3.416%
12 10.062 719 724 725 rBV 77850 84759 1.77% 0.226%
13 10.393 751 753 756 rBV2 1395440 1796401 37.56% 4.782%
14 10.530 763 765 769 rvVB 100847 113408 2.37% 0.302%
15 10.976 802 804 805 rBvV 69170 61149 1.28% 0.163%

16 11.091 811 814 816 rBV 775519 1009733 21.11% 2.688%
17 11.639 860 862 866 rBvV 45985 55708 1.16% 0.148%
18 12.668 950 952 955 rBV 2194404 2320691 48.52% 6.178%
19 13.605 1030 1034 1041 rBV 94875 244481 5.11% 0.651%
20 13.708 1041 1043 1046 rBvV 908569 1029565 21.52% 2.741%

21 15.068 1159 1162 1164 rBV 783801 898829 18.79% 2.393%

22 15.468 1195 1197 1200 rBV 35272 51838 1.08% 0.138%

23 15.560 1201 1205 1210 rVB6 22030 75019 1.57% 0.200%

24 15.880 1231 1233 1241 rVB2 28207 68193 1.43% 0.182%
Sum of corrected areas: 37562134
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092276.D

Aca On : 14 Jan 2017 11:02

Operator : UM/SJ

Sample : 11162-06

Misc :

ALS Vvial : 35 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.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: BF092276.D
6.8135
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-t e e e
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Abundance TIC: BF092276.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092276.D

Aca On : 14 Jan 2017 11:02

Operator : UM/SJ

Sample : 11162-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

470 36.62ng 2033570  1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hydroxv-d-methyl- 116 C6H1202 000123-42-2 72

017348-59-3 28
001116-98-9 17

2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 255 (4.701 min): BF092276.D (-252) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 R T L LR
440 460 4.80 5.00
83.0
0 ...,....,....,....-,':...,..:!,...7.,1;9..,.'...,....~,|....,....,....,....,...., m/z 59.10 59.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL L L L LB L BN |
59.0 4.40 4.60 4.80 5.00
0
150 1010 m/z 101.10 20.43%
31.0 ‘ 83.0
0 ‘ Tl Ly . ‘
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R B AR R L
440 4.60 4.80 5.00
5000 m/z 58.00 14 .67%
41.0
29.0 101.0
0 73.0 86.0
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
59.0 440 4.60 4.80 5.00

m/z 41.10 9.13%

5000 41.0

o

. |73.0 126.0 1420
e e NBRMNE S.% ﬁvqwfnT+A¥TﬁvaﬁTﬁ

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092276.D

Aca On : 14 Jan 2017 11:02

Operator : UM/SJ

Sample : 11162-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.35 Concentration Rank 1

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

6.35 77.80 ng 4320040 1,4-Dichlorobenzene-d4 6.58
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 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 399 (6.347 min): BF092276.D (-397) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 sa0 || %0 oho 650 6 ok
o T A 1 N .- B £ IR | N m/z 68.10 45.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SNAESE SRR RS S
6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 33.58%
0'W'”'P'”I”'“'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
132.0
6.00 620 640 6.60
5000 m/z 66.10 27 .84%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R RS
132.0 6.00 6.20 6.40 6.60
m/z 69.10 17.92%
117.0
5000
39.0 910
270 %0 ﬁ0770 105.0 ‘
0||||||||||||||||||‘|‘||||||||||||||||||| |‘||||||l|||l‘ T S T N e —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092276.D

Aca On : 14 Jan 2017 11:02

Operator : UM/SJ

Sample : 11162-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.53 2.25 ng 113408 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 78
4 Tetradecane 198 C14H30 000629-59-4 78
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 765 (10.530 min): BF092276.D (-763) (-) m/z 57.05 100.00%
57.0
5000 85.1
13.1 10.20 10.40 10.60 10.80
ol bl s w98 a3 05 67.75%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 RS AR SRR
85.0 10,20 10.40 10.60 10.80
m/z 71.05 66.42%
0 2900 | || 1130 15501830 22502530 29503230  380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.10 44 .57%
85.0
29.0
0 113.0 155.0183.0 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane N AR T a T SV A s
57.0 10,20 10,40 10.60 10.80
m/z 41.05 27 .50%
5000 85.0
29.0
. 111y ﬂ13° 155.0183.0 225,0254.0
m/z--> 50 100 1éo 200 2éo 300 350 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092276.D

Aca On : 14 Jan 2017 11:02

Operator : UM/SJ

Sample : 11162-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 11-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.61 4.75 ng 244481 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Tetracosanol 354 C24H500 000506-51-4 87
4 1-Docosene 308 C22H44 001599-67-3 81
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 76

Abundance Scan 1034 (13.605 min): BF092276.D (-1030) (-) m/z 57.10 100.00%

5000

%

13.20 13.40 13.60 13.80 14.00

0! m/z 83.10 97 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129062: 11-Tricosene
43.0
5000 830 TTTT T T TTTT TT T T
13 20 13. 40 13. 60 13. 80 14. OO
111.0 m/z 43.10 93.63%
o ‘ | | 140.0168.0196.0224.0  266.0294.0322.0
”q“”“”w””“”.“”.“w””.”.““.“.“”.”.””.“.”“.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0 97.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
13.20 13.40 13.60 13.80 14.00
5000 m/z 55.05 92.22%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol R .
43.0 13.20 13.40 13.60 13.80 14.00
m/z 69.05 85.09%
5000 83.0
18.0
o |4l o 140.0 168.0196.0  238.0266.0  308.0 336.0
e et AR e ma S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 20 13. 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011317\
Data File : BF092276.D

Acq On : 14 Jan 2017 11:02

Operator : UM/SJ

Sample - 11162-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.70 36.6 ng 2033570 1 6.58 1110570 20.0
unknown6 .35 6.35 77.8 ng 4320040 1 6.58 1110570 20.0
Heptacosane 10.53 2.3 ng 113408 4 11.09 1009730 20.0
11-Tricosene 13.61 4.8 ng 244481 5 13.71 1029570 20.0
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