LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081465.D

Acq On : 5 Sep 2015 15:18

Operator : UM/1Z

Sample - G3526-03

Misc :

ALS Vial : 44 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-BF090115.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 4.399 243 246 253 rBVY 411506 752500 54.80% 5.894%
2 4.902 288 290 301 rBV 1261173 1297572 94.49% 10.164%
3 6.022 385 388 391 rBV 1300461 1212487 88.29% 9.497%
4 6.125 394 397 399 rBV 1370399 1373240 100.00% 10.757%
5 6.353 415 417 420 rBV 430743 364135 26.52% 2.852%
6 6.513 428 431 433 rBvV 968762 920508 67.03% 7.210%
7 6.936 465 468 470 rBvV 836455 910886 66.33% 7.135%
8 7.645 528 530 532 rBY 571496 471270 34.32% 3.691%
9 8.730 622 625 627 rBVY 1370806 1330324 96.87% 10.420%
10 9.131 658 660 662 rBV 181886 146391 10.66% 1.147%
11 9.382 680 682 685 rvB 502327 475157 34.60% 3.722%
12 9.851 721 723 725 rVB 23700 19058 1.39% 0.149%
13 10.171 748 751 753 rBY 692342 793950 57.82% 6.219%
14 10.319 762 764 769 rvVB 33211 35042 2.55% 0.274%
15 10.765 801 803 804 rBv 22825 18696 1.36% 0.146%
16 10.845 808 810 813 rBV 482593 466195 33.95% 3.652%
17 11.428 859 861 865 rBV 15447 27639 2.01% 0.216%
18 12.297 935 937 939 rVB 48390 60896 4._43% 0.477%
19 12.434 946 949 951 rBV 1367745 1245620 90.71% 9.757%
20 12.994 996 998 1000 rBvV 46866 44687 3.25% 0.350%
21 13.360 1028 1030 1036 rBV 32345 63081 4_59% 0.494%
22 13.451 1036 1038 1041 rBvY 355674 388832 28.31% 3.046%
23 13.680 1054 1058 1060 rBV 15997 17435 1.27% 0.137%
24 13.977 1082 1084 1086 rBVY 14742 14487 1.05% 0.113%
25 14.331 1112 1115 1117 rBV 15611 13970 1.02% 0.109%
26 14.765 1150 1153 1155 rBVY 251918 280919 20.46% 2.200%
27 16.594 1310 1313 1315 rVB 11976 21531 1.57% 0.169%
Sum of corrected areas: 12766508
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF090415\
BF081465.D
5 Sep 2015 15:18

umziz

G3526-03

44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

= C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081465.D

Acq On : 5 Sep 2015 15:18

Operator : UM/I1Z

Sample - G3526-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.40 41_.33 ng 752500 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 246 (4.399 min): BF081465.D (-243) (-) m/z 43.05 100.00%
43
59
5000
. s o 1‘|’1 400 420 440 460 4.80
ot e e e m/z 59.10 57.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR SRR S R L
4.00 4.20 4.40 4.60 4.80
m/z 101.10 15.57%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 460 4.80
5000 m/z 58.10 15.05%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e e
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.76%
5000
a1 101
15 81 53 69 83
0"'l""|""'N“'“l"'"'l“‘l“i""‘l""l""'|""|""|' ISR SRR S R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 400 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081465.D

Acq On : 5 Sep 2015 15:18

Operator : UM/I1Z

Sample - G3526-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 4 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.30 3.13 ng 60896 Chrysene-d12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 80
3 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30 041977-39-3 35
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
5 2-Methyl-1-tetradecene 210 C15H30 052254-38-3 25

Abundance Scan 937 (12.297 min): BF081465.D (-935) (-) m/z 56.10 100.00%
5p
5000

AN
LI I

12.00 12.20 12.40 12.60

0 m/z 57.10 57.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 ||A|||||1\l |||4||||||||
41 12.00 12.20 12.40 12.60
m/z 43.10 37.86%
o2 fer ‘..”..,wu..h,‘..‘.w,....,..??7....1?:5.. 2 ke 288, 52
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.00 12.20 12.40 12.60
5000 41 m/z 55.10 37.50%
73
129
o2 97112 157 185 213 239257 90 317
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63060: Cyclopropane, 1-(1-methylethyl)-2-nony!-
56 12.00 12.20 12.40 12.60
m/z 41.10 34.61%
5000
41
83
ok h L LY 15t 1m0
AR LR o L R L A RAARARRRSSERRIE RSN BEaN L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081465.D

Acq On : 5 Sep 2015 15:18

Operator : UM/I1Z

Sample - G3526-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 5 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.99 2.30 ng 44687 Chrysene-d12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 68
2 Cyclobutane, 1l-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 38
3 2-Methyl-1-octadecene 266 C19H38 061868-20-0 38
4 Oxirane, 2,3-bis(l1-methylethyl)-... 128 C8H160 054644-32-5 37
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 998 (12.994 min): BF081465.D (-996) (-) m/z 56.10 100.00%
56
5000
3 129 NN SUNLRN "'PT"
3 | 97 185 241 267285 12.60 12.80 13.00 13.20 13.40
Oy m/z 57.10 59.76%
m/iz-> 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
12.60 12.80 13.00 13.20 13.40
29 m/z 43.05 42.95%
‘ ‘ 129 185 267 285
0 .‘...‘l...‘ h H \N\ .‘.“‘ ‘.‘h - ”];|57”” T IZIEI-?”IZIA:]:” .‘... l‘... ?.].':!' ”|3:4|0”
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
12.60 12.80 13.00 13.20 13.40
5000 m/z 41.10 34.86%
o 2 8 110126 147 167
WWWWWWWWWWWWW
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 I A
Abundance #98173: 2-Methyl-1-octadecene e
12.60 12.80 13.00 13.20 13.40
m/z 55.10 32.44%
5000
o Y 130155 182 210 238 266
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081465.D

Acq On : 5 Sep 2015 15:18

Operator : UM/I1Z

Sample - G3526-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 6 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.36 3.24 ng 63081 Chrysene-d12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 58
2 Tetratetracontane 619 C44H90 007098-22-8 53
3 11-Tricosene 322 C23H46 052078-56-5 52
4 1-Docosene 308 C22H44 001599-67-3 52
5 1-Tetracosanol 354 C24H500 000506-51-4 52
Abundance Scan 1030 (13.360 min): BF081465.D (-1028) (-) m/z 57.10 100.00%
57
5000
Hh 149 13.00 13.20 13.40 13.60
R 1 m/z 43.10 66.89%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83

5000 e e e
13.00 13.20 13.40 13.60

m/z 55.10 52.27%

25
o 182
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
13.00 13.20 13.40 13.60
5000 m/z 71.10 43.65%
7
0 127 169 211 253 295 337 393 432463 505 561591
T T T T T e ] T T e T T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129062: 11-Tricosene
43 13.00 13.20 13.40 13.60
m/z 41.10 39.82%
5000 8
0 ’ FZS 168 210 266 322
...,”..“..w.”. T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081465.D

Acq On : 5 Sep 2015 15:18

Operator : UM/1Z

Sample - G3526-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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... 4.40 41.3 ng 752500 1 6.35 364135 20.0
Hexadecanoic acid... 12.30 3.1 ng 60896 5 13.45 388832 20.0
Octadecanoic acid... 12.99 2.3 ng 44687 5 13.45 388832 20.0
Trichloroacetic a... 13.36 3.2 ng 63081 5 13.45 388832 20.0
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