LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 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-BF060716.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 1.724 11 12 38 rvB 341006 647295 28.88% 3.370%
2 4.730 272 275 289 rBV 281583 478764 21.36% 2.493%
3 5.187 313 315 337 rVB 1621719 1702876 75.98% 8.867%
4 5.599 348 351 355 rVB 22156 31653 1.41% 0.165%
5 6.262 406 409 411 rBV 1591019 1712523 76.41% 8.917%
6 6.376 417 419 421 rBV 1547116 1912853 85.35% 9.960%
7 6.605 437 439 441 rBV 405750 424630 18.95% 2.211%
8 6.753 450 452 455 rBV 1455651 1422912 63.49% 7.409%
9 7.176 487 489 491 rBVY 1216914 1221051 54.48% 6.358%
10 7.885 549 551 554 rBV 627135 604649 26.98% 3.148%

11 8.971 643 646 648 rBV 2309018 2241295 100.00% 11.670%
12 9.371 679 681 683 rBv 368783 320726 14.31% 1.670%
13 9.633 702 704 707 rBV 724875 665710 29.70% 3.466%
14 10.422 771 773 776 rBV 1158210 1111287 49.58% 5.786%

15 10.548 782 784 791 rVB 30701 39246 1.75% 0.204%
16 10.994 821 823 825 rBV 40262 38359 1.71% 0.200%
17 11.108 832 833 835 rBvV 452602 588879 26.27% 3.066%
18 11.142 835 836 838 rvB 32909 27195 1.21% 0.142%
19 11.416 859 860 863 rvB 30401 35410 1.58% 0.184%
20 11.668 879 882 885 rBvV 26535 50510 2.25% 0.263%
21 12.319 937 939 942 rBV2 52887 62114 2.77% 0.323%
22 12.525 954 957 958 rBV 69534 71563 3.19% 0.373%
23 12.548 958 959 961 rVB 56199 49911 2.23% 0.260%

24 12.697 969 972 974 rBV 1712694 1613286 71.98% 8.400%
25 13.611 1050 1052 1059 rBV 69472 172866 7.71% 0.900%

26 13.737 1061 1063 1066 rBV 338361 519110 23.16% 2.703%
27 14.251 1103 1108 1113 rBV3 40946 158352 7.07% 0.825%
28 14.640 1140 1142 1145 rVB 118323 121537 5.42% 0.633%
29 14.811 1155 1157 1158 rVB 45226 48328 2.16% 0.252%
30 14.845 1158 1160 1168 rVB3 58631 176685 7.88% 0.920%

31 15.017 1172 1175 1177 rBV 18785 32724 1.46% 0.170%
32 15.108 1181 1183 1189 rVB 358665 474785 21.18% 2.472%
33 15.303 1197 1200 1203 rVB2 35067 65250 2.91% 0.340%

34 15.497 1214 1217 1219 rBV 72030 114948 5.13% 0.599%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial =: 20 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.148 1272 1274 1278 rVB3 22254 41318 1.84% 0.215%
36 16.388 1293 1295 1303 rVB2 27775 82461 3.68% 0.429%
37 16.926 1339 1342 1345 rBvV4 11414 28253 1.26% 0.147%
38 17.634 1401 1404 1411 rVB3 19712 58084 2.59% 0.302%
39 18.491 1476 1479 1484 rVB5 14637 36141 1.61% 0.188%

Sum of corrected areas: 19205539
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF062216\

BF088265.D

22 Jun 2016 22:43

UM/SsJ

H3660-03

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

Abundance TIC: BF088265.D
2000000
5.19 6'2@38
1500000 6.75
7.18
1000000
500000 6.60
L2 473
5.60 \
R e L e L TR L
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088265.D
8|97
2000000
12.70
1500000
10.42
1000000
9.63
7.88
11.11
500000 037
o 1055  10.9914 1142 11,67 12322
— T ——T—Tr O —— R e . e  —— e S
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088265.D
2000000
1500000
1000000
500000 13.74 15.11
14'6%483
6 14.25 8% 021536550 16.1516.39 16.93 17.63 18.49
e o = S T — R ——— e £ 2L 2
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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.

4.73 22.55 ng 478764 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 275 (4.730 min): BF088265.D (-272) (-) m/z 43.10 100.00%
43
59
5000
101
4.40 4.60 4.80 5.00
83
o...,....,....,....I,'::..?.l.~!~.|,....,....,.-...,....-,....,....,....,....,...., m/z 59.10 65.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL UL
59 440 460 480 500
m/z 101.10 25.57%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 4.80 500
5000 M m/z 58.10 17.44%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R REAmmm ,
43 440 460 480 5.00

m/z 41.10 8.97%

5000 101
28 59
15| | 2%
i \‘ “ I 51 ‘ ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown6.38 Concentration Rank 1

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

6.38 90.10 ng 1912850 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 419 (6.376 min): BF088265.D (-417) (-) m/z 132.00 100.00%
5000
68
6 rrrTrTTTTT TTTTTTTTTTT
40 54 75 104 6.00 6.20 6.40 6.60 6.80
o....,....;-:..4.8,.-...,6.2.1.|,..'..,..5.‘?,..!.,....,.1.1?.,....,-'...,.. m/z 134.00  34.02%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S R L L
6.00 6.20 6.40 6.60 6.80
3 78 m/z 68.05 32 .55%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
SRS NS NRASEBARSEY
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.05 20.49%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A
132 6.00 6.20 6.40 6.60 6.80
m/z 96.10 13.55%
5000
33 44 g7 105
|| 80 TP g | s ‘
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.61 6.66 ng 172866 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 90
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 90
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 87
Abundance Scan 1052 (13.611 min): BF088265.D (-1050) (-) m/z 57.10 100.00%

5000

-

h} 150 1540 5180 1360 1450
Olllllll L III%LWWWWW m/Z 43-10 75-79%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 97 L B L B

13.20 13.40 13.60 13.80 14.00
m/z 83.10 71.67%

196
h ‘h 139 258

il

ol ) e ey
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
97 N
13.20 13.40 13.60 13.80 14.00
5000 m/z 55.10 70.05%
ol15 139 185 224 769 370 A__,JAVHAMn-~/\\”V”"’”’“/VW
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate A RREEE RS E ST
57 13.20 13.40 13.60 13.80 14.00
m/z 97.10 65.09%
97
5000
39
o . 181 225 281 341376415 460 532 577 678
e L e R e e e e e A R B R R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 13 20 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.25 6.10 ng 158352 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 81
2 Behenic alcohol 326 C22H460 000661-19-8 81
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 74
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 74
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 74
Abundance Scan 1108 (14.251 min): BF088265.D (-1103) (-) m/z 57.10 100.00%
g7
5000 MW\JI\\
. ' 14.00 14.20 14.40 14.60
Obrreprr Pt m/z 55.10 96.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 LR S B UL B
14.00 14.20 14. 40 14. 60
m/z 83.10 95.86%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
' 14.00 14.20 14.40 14.60
5000 11 m/z 97.10 93.24%
29
o 139 167 106 224 252 280 308 “JA/J\VA\NAJI\VV¢~JV»~A~v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164113: Trifluoroacetic acid, pentadecy! ester e RARREEE RS
14.00 14.20 14.40 14.60
83 m/z 69.10 82.69%
o 140 165182 210 237255 e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Oxirane, heptadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.64 5.12 ng 121537 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
4 17-Octadecenal 266 C18H340 056554-86-0 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 81

Abundance Scan 1142 (14.640 min): BF088265.D (-1140) (-) m/z 57.10 100.00%

43

5000

<

14.40 14.60 14.80 15.00
m/z 43.10 82.52%

. 137152166180194008 225 245 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-

43 82

96

3

5000 29 LA L B L LB L L B B
14.40 14.60 14.80 15.00
110 m/z 82.10 82.10%
o Ll 152166180194208222236250264 282
ST M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
4357 8
it N
9% 14.40 14.60 14.80 15.00
5000 m/z 55.10 63.88%
29
110,
o 138152166180194208222 250 544

mmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #117616: Oxirane, hexadecyl- R AR RRRES T
14.40 14.60 14.80 15.00

m/z 96.05 57 .96%

5000

-

152166180194208222236250 267
e IR mm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.81 2.04 ng 48328 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1157 (14.811 min): BF088265.D (-1155) (-) m/z 57.10 100.00%
g7
141y, 183 211 230 208 1430 14150 14180 15,06 1525
(o} m/z 71.10 73.96%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 AL BN BULSLILE BULBULE B
14. 40 14. 60 14. 80 15. oo 15 20
29 m/z 85.10 57 .65%
113
0 H Il H‘ - 141 169 197 225 268
m/z--> 50 160 1%0 200 250 300 3éo
Abundance
57
o 14.40 14.60 14.80 15.00 15.20
5000 m/z 43.10 53.14%
29
o M3 141 169 197 225 253 296 AA\/,,AJMJ\,A_A[\\\Nv_/xe_ﬁ
m/z--> éo 160 1%0 200 2%0 300 3éo
Abundance #185533: Pentacosane A RREEE RS TR
57 14.40 14.60 14.80 15.00 15.20
m/z 99.05 22 .20%
h I \/—/\J\LJ\A/\A/\NJ\
113
JL 2] [‘ | l“J | |11 169189 211 239 267 205 323 352
m/z--> m m 50 200 @ 300 3% mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 9 9-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.85 7.44 ng 176685 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 83
5 E-7-Octadecene 252 C18H36 1000130-92-0 83

Abundance Scan 1160 (14.845 min): BF088265.D (-1158) (-) m/z 83.10 100.00%

57

:

5000

14.60 14.80 15.00 15.20
m/z 57.10 93.38%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104187: 9-Octadecene, (E)-
55

83

%

5000

14.60 14.80 15.00 15.20
m/z 69.10 92.61%

139 168 196 224 252

04
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 ”J\,[\.:\/\/\m\/\qk
Abundance
57 83
e
14.60 14.80 15.00 15.20
5000 11 m/z 55.10 88.79%
29 139
o 167 195 222 250 280 308 336
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol AN maa T e
55 83 14.60 14.80 15.00 15.20
m/z 97.10 87 .44%
- WM\\'W\/\/\
29
o il 167 196 224 252 280 308
s e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 10 Hexadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.30 2.75 ng 65250 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 87
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
3 13-Octadecenal 266 C18H340 056554-90-6 80
4 Pentadecanal- 226 C15H300 002765-11-9 80
5 Tetradecanal 212 C14H280 000124-25-4 74

Abundance Scan 1200 (15.303 min): BF088265.D (-1197) (-) m/z 57.10 100.00%

82

5000

:

176190 259 282 LA L L L BN |

15.00 15.20 15.40 15.60
m/z 82.10 92.79%

218233

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal

3

I I I I
15.00 15.20 15.40 15.60
110,,, m/z 96.05 75.650

138]_52166180 196 222

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 JM,/Lr\M\/\_,
Abundance
43 82
96 U R NI B DU
57 15.00 15.20 15.40 15.60
5000 29 m/z 43.10 67.31%

110
24138
o 152166180194208222236250 268

wﬁwmmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115863: 13-Octadecenal R  ERmmaT B
2 15.00 15.20 15.40 15.60
m/z 83.10 59.20%

:

96
5000

g

110
124
147 168182 207221 937252567

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 11 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.50 4.84 ng 114948 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 1217 (15.497 min): BF088265.D (-1214) (-) m/z 57.10 100.00%
5000 MJ\A_,\/\
TTyrTrTTyTTTT T T T T T
141465183 15.20 15.40 15.60 15.80
o 16 e 20 m/z 71.10  75.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57
5000 85 U SRR BRI UL U
mmmmmmmm
m/z 85.10 57.22%
. 2901 || M8 141 169 197 225 253 281 310
m/z--> §o 160 1%0 260 2%0 360 3%0 460
Abundance
57
15,20 15.40 15.60 15.80
5000 85 m/z 43.10 51.97%
0 29 113 141 169 197 225 267 295 365 393 A~u4vﬂ~/\~\ﬂ[\J“\ﬂx\w\/«\w
m/z--> §o 160 150 260 250 360 3%0 460
Abundance #219831: Triacontane R EEEER RS S
57 15.20 15.40 15.60 15.80
m/z 55.10 21.55%
5000 85
113 141
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1%0 260 250 360 3%0 460 1520 1540 1560 1580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088265.D

Aca On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample : H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 12 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.39 3.47 ng 82461 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 78
2 Tetracosane 338 C24H50 000646-31-1 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Heneicosane 296 C21H44 000629-94-7 64
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
Abundance Scan 1295 (16.388 min): BF088265.D (-1293) (-) m/z 57.10 100.00%
57
5000 p\vJ\“J«v-~—/\wff\v~vxv-‘
16.00 16,20 16.40 16.60 16.80
0 m/z 71.10 73.39%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85 AR B AR
mmmmmmmmmm
113 m/z 85.10 52.80%
0 ?‘9 ‘H ‘\ \Hw \‘M ‘\‘ u‘ u‘ 1?1 169 197 225 253 295 366
m/z--> §0 160 1%0 260 2éo 360 3%0 '
Abundance
57
16.00 16,20 16.40 16.60 16.80
5000 85 m/z 43.10 46.79%
113
o 29 141 169 197 225 253 281 309 338 W
m/z--> §0 160 150 260 250 360 3%0 '
Abundance #209565: Octacosane A ERmEa mEa S
57 16.00 16.20 16.40 16.60 16.80
m/z 55.10 24 .60%
5000 85
29 113 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
m/z--> 50 m J& 2& 250 3& 3% ' 1mmwmmm%mmo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062216\
Data File : BF088265.D

Acq On : 22 Jun 2016 22:43

Operator : UM/SJ

Sample - H3660-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.73 22.6 ng 478764 1 6.60 424630 20.0
unknown6 .38 6.38 90.1 ng 1912850 1 6.60 424630 20.0
Ethanol, 2-(tetra... 13.61 6.7 ng 172866 5 13.75 519110 20.0
n-Tetracosanol-1 14.25 6.1 ng 158352 5 13.75 519110 20.0
Oxirane, heptadecyl- 14.64 5.1 ng 121537 6 15.11 474785 20.0
Nonadecane 14.81 2.0 ng 48328 6 15.11 474785 20.0
9-Octadecene, (E)- 14.85 7.4 ng 176685 6 15.11 474785 20.0
Hexadecanal 15.30 2.8 ng 65250 6 15.11 474785 20.0
Docosane 15.50 4.8 ng 114948 6 15.11 474785 20.0
Hexacosane 16.39 3.5 ng 82461 6 15.11 474785 20.0
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