LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082593.D

Acq On : 31 Oct 2015 1:32

Operator : UM/1Z

Sample : PB86301BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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 height area % max. total
1 2.235 11 13 23 rvB2 82366 184573 2.68% 0.318%
2 4.464 205 208 212 rVB 112941 127898 1.86% 0.221%
3 5.104 260 264 267 rBV 2455040 4065542 59.01% 7.011%
4 5.516 297 300 302 rBV 5517042 5520960 80.14% 9.521%
5 5.916 332 335 337 rBY 168474 142136 2.06% 0.245%

6.533 385 389 391 rBV 5663105 6340179 92.03% 10.933%
6.670 398 401 403 rBV 6004317 5678357 82.43% 9.792%
6.899 419 421 424 rBV 1296861 1241194 18.02% 2.140%
4667773 4205503 61.05% 7.252%
7.459 467 470 473 rBV 2969776 3647705 52.95% 6.290%
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11 8.190 531 534 536 rVB 1771288 1618391 23.49% 2.791%
12 9.276 625 629 631 rBV 5498404 6889090 100.00% 11.880%
13 9.950 685 688 690 rBVY 1628988 1775987 25.78% 3.063%
14 10.739 754 757 759 rBv2 3278001 4596337 66.72% 7.926%
15 11.425 815 817 820 rBV 1357292 1769363 25.68% 3.051%

16 12.853 940 942 945 rBV 689935 574996 8.35% 0.992%
17 12.933 945 949 951 rvB2 98136 114577 1.66% 0.198%
18 13.025 954 957 959 rBV 6985808 6522640 94.68% 11.248%
19 13.562 1002 1004 1006 rBV 479713 387609 5.63% 0.668%
20 13.608 1006 1008 1012 rVB2 52655 88030 1.28% 0.152%

21 14.065 1046 1048 1051 rBV 1272176 1399566 20.32% 2.414%
22 14.259 1063 1065 1067 rVB 86844 69519 1.01% 0.120%
23 15.517 1172 1175 1178 rBV 712604 1028576 14.93% 1.774%

Sum of corrected areas: 57988728
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF103015\

BF082593.D

31 Oct 2015 1:32

umsiz

PB86301BL

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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\BF103015\
Data File : BF082593.D

Acq On : 31 Oct 2015 1:32

Operator : UM/I1Z

Sample : PB86301BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.24 2.97 ng 184573 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 78
2 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Br02 005267-73-2 9
3 Silane, diethylmethyl- 102 C5H14Si 000760-32-7 9
4 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 9
5 Glycine 75 C2H5N02 000056-40-6 7

Abundance Scan 13 (2.235 min): BF082593.D (-11) (-) m/z 75.10 100.00%
75
5000 45
35 ‘ 57 86 2.20 2.30 2.40 2.50 2.60
Ol bl S0 22 s e W/z 73.10 72.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45
2.20 2.30 2.40 2.50 2.60
m/z 45.10 44 _83%
Ol ,....,...?1 R —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 i m/z 41.10 32.12%
27
o 57 89 107 119 135 179
miz--> 20 40 60 80 100 120 140 160 180
Abundance #4303: Silane, diethylmethyl-
73 2.20 2.30 2.40 2.50 2.60
45 m/z 47.05 28.67%
5000
59
il P N M i
e L L UL L SO L UL L S UL B AU U AN IS U
m/z--> 20 40 60 80 100 120 140 160 180 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082593.D

Acq On : 31 Oct 2015 1:32

Operator : UM/I1Z

Sample : PB86301BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4._.46 2.06 ng 127898 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
4 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72
5 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 64

Abundance Scan 208 (4.464 min): BF082593.D (-205) (-) m/z 83.10 100.00%
55 a3
5000 43
98
420 4.40 4.60 4.80
ol e T h77 5510 98.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 R RN I L
29 98 420 4.40 4.60 4.80
m/z 43.10 41.46%
0 H \‘\\\ H‘\ 67 ! ,
LI SULELL IULLL S SURLEL WAL LA B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
% U R I L
43 420 4.40 4.60 4.80
5000 m/z 98.10 29.66%
29
98
69
G L L S U S S B S B SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3309: 2-Pentene, 2,4-dimethyl- e
83 420 4.40 4.60 4.80
55 m/z 39.10 27 .55%
41
5000
27 98
15 ‘ ‘ 67
0'""|"*‘"‘i""‘”|"""ll"'l""l""l""l""l""l"" S L RS LA
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082593.D

Acq On : 31 Oct 2015 1:32

Operator : UM/I1Z

Sample : PB86301BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 65.51 ng 4065540 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 264 (5.104 min): BF082593.D (-260) (-) m/z 43.05 100.00%
43
59
5000
101 R U L TR I
480 5.00 5.20 5.40
O Sy 360 7788 | s ee 0 55, 36w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I I I
59 480 5.00 520 5.40
m/z 101.10 16.39%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.05 14 .34%
31
69 87
15 53 98
e S L S LIRS SUSILLS UL IULILS IULI A LIS WA
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester e
43 480 5.00 5.20 5.40
m/z 41.10 9.55%
5000 57
29
101
0 “‘ 37| 50 78
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082593.D

Acq On : 31 Oct 2015 1:32

Operator : UM/I1Z

Sample : PB86301BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.85 8.22 ng 574996 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 76
3 Cyclobutane, 1,l1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
4 1-Hexanol, 3,5,5-trimethyl- 144 C9H200 003452-97-9 38
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 37

Abundance Scan 942 (12.853 min): BF082593.D (-940) (-) m/z 56.10 100.00%
96
5000
73
g7 129 239 257 1260 12:80 13.00 13.20
3 185 213 : : : :
ol s - 32 "m/z 57.10 61.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000 e e
4| 4 257 12/60 12.80 13.00 13.20
129 239 m/z 43.05 47 .87%
oL ‘ | h H‘ " H\l 2 157 185 2 e ‘ 283 312
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.60 12.80 13.00 13.20
5000 41 m/z 41.10 46.65%
73
. 9711, 157 185 213 289257 5 31
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- AN EE T e L
56 12.60 12.80 13.00 13.20
m/z 55.10 37.95%
5000
41
oL 23 ‘ %? 111 140 168 196
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082593.D

Acq On : 31 Oct 2015 1:32

Operator : UM/I1Z

Sample : PB86301BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.56 5.54 ng 387609 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 95
2 n-Butyl myristate 284 C18H3602 000110-36-1 86
3 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 38
4 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38

Abundance Scan 1004 (13.562 min): BF082593.D (-1002) (-) m/z 56.10 100.00%
56
5000
73
129 NN RSN SRR
97 285
3 185 241 267 13.20 13.40 13.60 13.80
o o 213 30,0 "m/z 57.10 65.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
13.20 13.40 13.60 13.80
29 m/z 43.10 48.67%
‘ ‘ ‘ 129 185 241 267280 340
0 .‘...‘l... ‘ H \N\ .‘.“‘ ‘.‘h o ”];|57”” L .2.?'.3.... i .‘... l‘... ?.].':!' ””4|”
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 41.10 44 _08%
229
73 211
129
185 284
39 101 157 255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #53651: 2-Methyl-n-1-tridecene

13.20 13.40 13.60 13.80
m/z 55.10 36.62%

5000

111 140 168 196
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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082593.D

Acq On : 31 Oct 2015 1:32

Operator : UM/1Z

Sample : PB86301BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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]
Propane, 1,l1-dime... 2.24 3.0 ng 184573 1 6.90 1241190 20.0
3-Penten-2-one, 4... 4._46 2.1 ng 127898 1 6.90 1241190 20.0
2-Pentanone, 4-hy... 5.10 65.5 ng 4065540 1 6.90 1241190 20.0
Hexadecanoic acid... 12.85 8.2 ng 574996 5 14.07 1399570 20.0
Octadecanoic acid... 13.56 5.5 ng 387609 5 14.07 1399570 20.0
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