LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086005.D

Aca On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample = H2055-07

Misc :

ALS Vial : 41 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-BF040216.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 4.967 251 252 263 rBV 46822 91927 2.75% 0.306%
2 5.367 285 287 290 rBVY 2046574 2652205 79.29% 8.820%
3 6.418 376 379 381 rBVY 2587671 2936686 87.80% 9.766%
4 6.544 387 390 392 rBVY 2824244 3066988 91.69% 10.199%
5 6.773 408 410 416 rBV 664159 603768 18.05% 2.008%
6 6.921 421 423 426 rBV 1654852 2287238 68.38% 7.606%
7 7.344 457 460 462 rBV 1676187 2014946 60.24% 6.701%
8 8.053 520 522 525 rBV 784235 787867 23.55% 2.620%
9 9.127 614 616 619 rBY 2283604 3266108 97.65% 10.861%
10 9.527 649 651 654 rBV 359188 324337 9.70% 1.079%
11 9.745 668 670 672 rBV 52455 45311 1.35% 0.151%
12 9.802 673 675 678 rVB 721902 855983 25.59% 2.847%
13 10.236 712 713 715 rVB 53582 63150 1.89% 0.210%
14 10.453 729 732 736 rBV 24071 48860 1.46% 0.162%

15 10.602 742 745 747 rBV 2020125 2310815 69.09% 7.684%

16 10.716 753 755 759 rvVB 80641 105676 3.16% 0.351%
17 11.162 792 794 795 rBV 44849 41406 1.24% 0.138%
18 11.288 803 805 808 rBV 1017843 944821 28.25% 3.142%
19 11.825 850 852 864 rBvV 172510 220390 6.59% 0.733%
20 12.602 918 920 922 rBV 55262 81454 2.44% 0.271%

21 12.693 926 928 931 rVB 149375 156799 4.69% 0.521%
22 12.876 941 944 946 rBV 3504966 3344830 100.00% 11.123%
23 13.105 961 964 966 rBV 59084 60961 1.82% 0.203%
24 13.356 982 986 988 rBV 538894 545451 16.31% 1.814%
25 13.402 988 990 992 rVB 125712 114076 3.41% 0.379%

26 13.448 992 994 995 rBV 77566 79531 2.38% 0.264%
27 13.768 1020 1022 1033 rBV 411342 924554 27 .64% 3.075%
28 13.928 1033 1036 1038 rBV 844281 943572 28.21% 3.138%

29 14.088 1048 1050 1052 rBV 73350 63891 1.91% 0.212%
30 14.396 1074 1077 1078 rBV 34033 49162 1.47% 0.163%
31 14.431 1078 1080 1087 rVB2 14892 45009 1.35% 0.150%
32 14.682 1100 1102 1104 rBV 35763 36994 1.11% 0.123%
33 14.751 1106 1108 1111 rVB 53464 51130 1.53% 0.170%

34 15.334 1156 1159 1165 rVB 570282 793683 23.73% 2.639%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086005.D

Aca On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample = H2055-07

Misc :

ALS Vial : 41 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.837 1198 1203 1213 rBV6 22537 111818 3.34% 0.372%

Sum of corrected areas: 30071397
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF040216\
: BF086005.D

: 2 Apr 2016 12:08

: UM/SJ

: H2055-07

41 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040216.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

PERSES
3000000
2500000
2000000
1500000

1000000

500000

TIC: BF086005.D

6.54
6.42

5.37

6.92

6.77

4.97

7.34

0
Time-->

2.50

3.00

3.50

4.00

4.50

5.00 5.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF086005.D

9.13
10.60

11.29
8.05

11.82

13.36

10.72 69
- 12,

{ 13.10 18

Time--> 8

A
LI B

10.00

8.50

I
.00 10.50 11.00 11.50 12.00 12.50

13.00 13.50

ASRSES
3000000
2500000
2000000
1500000

1000000

500000

0

TIC: BF086005.D

13.93
15.33

77

14.09 1403 14485 15.84

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\BF040216\
Data File : BF086005.D

Aca On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample : H2055-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 7

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

4.97 3.05 ng 91927 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Propvlamine 59 C3HON 000107-10-8 9
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 252 (4.967 min): BFO86005.D (-251) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 AAARBIRARASRARRERRARE N
83.0 4.60 4.80 5.00 5.20 5.40
| A 1 PR | NSk NN E m/z 59.10 59.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR A SR AR
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 20.32%
0 21.0 350, | 510 ‘ 67.0 830 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520 540
5000 m/z 58.10 17.27%
55.0
o 27.0 710 830 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #238:Propy|amine LI L L B L L BB B
30.0 4.60 4.80 5.00 5.20 5.40

m/z 41.10 10.32%

5000

41.0 590
7.0 | " 510 |

O o UL I e o e B R RmEE L L e L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086005.D

Aca On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample : H2055-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.24 ng 105676 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 755 (10.716 min): BF086005.D (-753) (-) m/z 57.10 100.00%
57.1
5000 85.1
131, 1040 1060 1080 1100
0! : m/z 71.10 74.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57.0
5000 U DA UL R R
85.0 mmmmmmnm
29.0 m/z 43.10 66.02%
0 ‘ ), /1180 1410 169.0 282.0
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 2§0 300
Abundance
57.0
85.0 10,40 1060 10.80 11.00
5000 m/z 85.10 48.24%
29.0 113.0

141.0 169.0 197.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane i B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.03%
85.0
5000
29.0 113.0
ol | “ | ] 1410 1600 197.0 2250 258.0 2960
A R B L B e R LAALRaasa R ERES S B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086005.D

Aca On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample : H2055-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.82 4_.67 ng 220390 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 11
Abundance Scan 852 (11.825 min): BF086005.D (-850) (-) m/z 73.10 100.00%
430 731
5000 129 1
97.1 S
1572 185 2132 256.2 11,60 11.80 12,00 12.20
o} m/z 60.00 84.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0

5000 e e e N  Bilmme
11. 60 11. 80 12. OO 12. 20

m/z 43.05 83.11%

97.0 129.0 256.0
0 Il \ H At 15201700 10402139 237.0
e iy b2 0 e 9RO 0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0

11. 60 11.80 12.00 12.20

5000 129.0 m/z 57.10 69.91%
97.0 199.0 242.0
157.0

180 0

O T T T T e e e e e T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid

73.0 11.60 11.80 12.00 12.20

m/z 41.10 66.02%

43.0
5000 129.0
185.0 228.0
W ]
: | ‘ I ‘ \“ ‘ ‘H\ H‘ | 166 0 !

m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086005.D

Aca On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample : H2055-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 6 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.69 3.32 ng 156799 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 83
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 47
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 32

Abundance Scan 928 (12.693 min): BF086005.D (-926) (-) m/z 56.10 100.00%
56.1
5000
129.1
S 1571 1851 2132 2°03 12.40 12.60 12.80 13.00
(o} ¥ m/z 57.10 58.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000
12.40 12.60 12.80 13.00
29.0 m/z 43.10 40.25%
129.0 257.0
bt 060 ) 1570 1850 2130 | 7 omgg 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
12.40 12,60 12,80 13.00
5000 m/z 41.10 39.62%
29.0
o 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
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-
56.0 12.40 12.60 12.80 13.00
m/z 55.10 33.25%
5000
28.0
. m 1830 1110 1400 1680 196.0
m/z--> ﬁo 45 eb 85 160 150 150 160 180 200 220 240 2éo 2é0 360 ' 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086005.D

Aca On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample : H2055-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 7 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.36 11.56 ng 545451 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 76
2 Pentanamide 101 C5H11NO 000626-97-1 53
3 Octanamide 143 C8H17NO 000629-01-6 38
4 Dodecanamide 199 C12H25N0 001120-16-7 32
5 Hexadecanamide 255 C16H33NO 000629-54-9 32
Abundance Scan 986 (13.356 min): BF086005.D (-982) (-) m/z 59.10 100.00%
59.1
5000
831 1261 13.00 13.20 13.40 13.60
154.1
o! L My byt 1842 2102 283 2643 | Tnyz 72.10  74.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106877: 9-Octadecenamide, (2)-
59.0
5000 UNNUMUVER SRR SOV B

13.00 13.20 13.40 13.60
980 126.0 m/z 55.10  37.97%

' 281.0
\\ m 154.0 184.0p07.0 238.0

|

OY ey T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.00 13.20 13.40 13.60
5000 m/z 41.10 29.43%
29.0
85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide
59.0 13.00 13.20 13.40 13.60
m/z 43.10 24.11%
5000
290 | 86.0 1140 1430
) s ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086005.D

Aca On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample : H2055-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 8 Octadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.40 2.42 ng 114076 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 74
2 n-Butvl mvristate 284 C18H3602 000110-36-1 58
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 30
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30

Abundance Scan 990 (13.402 min): BF086005.D (-988) (-) m/z 56.05 100.00%
56.0
5000
129.1
31 285.3
: ‘ 1571 185.2 241.2 | J 13.00 13.20 13.40 13.60 13.80
o ot o=y 1 m/z 57.05 63.13%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000
200 13.00 13.20 13.40 13.60 13.80
. 0
‘ oo 200 o s m/z 43.10  40.28%
oLtk LT s | 157.0183021302410 | ] 11,0 3400
m/z--> 50 100 150 200 250 300
Abundance
56.0
13.00 13.20 13.40 13.60 13.80
0
5000 2260 m/z 73.10 32.60%
129.0
185.0 284.0
o g0 157.0 255.0
m/z--> 50 100 150 200 250 300 '
Abundance #12423: Nipecotic acid R R e A
57.0 13.00 13.20 13.40 13.60 13.80
m/z 41.10 31.43%
5000
30.0 840 .0,
0..|..“|'.t..‘.!....luuuu ——— —
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086005.D

Aca On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample : H2055-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 9 1-Tetracosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.77 19.60 ng 924554 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 91
2 1-Docosene 308 C22H44 001599-67-3 90
3 1-Heptadecanol 256 C17H360 001454-85-9 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 83

Abundance Scan 1022 (13.768 min): BF086005.D (-1020) (-) m/z 57.10 100.00%

5000

-

13.40 13.60 13.80 14.00

0 m/z 43.10 81.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol
43.0
5000 83.0 M’m
13.40 13.60 13.80 14.00
18.0 m/z 55.05  73.34%
o |4l o 140.0 168.0196.0  238.0266.0  308.0 336.0
RRRRARARLARRRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 73.30%
29.0
125.0
0 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92320: 1-Heptadecanol
55.0 g3 13.40 13.60 13.80 14.00
m/z 69.10 66.85%
5000
29.0
o M bl 139.0 168.0  210.0 238.0
RN RARAELARLR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086005.D

Aca On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample : H2055-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 10 1-Hentetracontanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.82 ng 111818 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 80
2 17-Pentatriacontene 491 C35H70 006971-40-0 72
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 64
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 64
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 64
Abundance Scan 1203 (15.837 min): BF086005.D (-1198) (-) m/z 57.10 100.00%
57.
5000
' 15:60 15.80 16.00 16.20
o m/z 83.10 94 .05%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol
57.0
5000
11.0 15.60 15.80 16.00 16.20
m/z 71.10 88.92%
o \“L “ “koml§7Q 2230 278.0_ 3430 404.0 4600 516.0 5720
miz--> 0 50 100 150 200 250 300 350 400 450 560 séo '
Abundance
43.0
15.60 15.80 16.00 16.20
0
5000 970 m/z 97.10 76.60%
0 153.0 2100 267.0 321.0 490.0
miz--> 0 55 160 1éo 200 250 300 350 460 4éo 560 séo '
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0 15.60 15.80 16.00 16.20
m/z 43.10 75.72%
5000
11.0
0 1‘ l 1 ]:619.0 1 238.0283'0
m/z--> 6 55 160 150 200 250 300 3%0 460 4éo 560 séo ' 1560 1580 1600 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF086005.D

Acq On : 2 Apr 2016 12:08

Operator : UM/SJ

Sample : H2055-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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 .97 3.0 ng 91927 1 6.77 603768 20.0
Eicosane 10.72 2.2 ng 105676 4 11.29 944821 20.0
n-Hexadecanoic acid 11.82 4.7 ng 220390 4 11.29 944821 20.0
Hexadecanoic acid... 12.69 3.3 ng 156799 5 13.93 943572 20.0
9-Octadecenamide, ... 13.36 11.6 ng 545451 5 13.93 943572 20.0
Octadecanoic acid... 13.40 2.4 ng 114076 5 13.93 943572 20.0
1-Tetracosanol 13.77 19.6 ng 924554 5 13.93 943572 20.0
1-Hentetracontanol 15.84 2.8 ng 111818 6 15.33 793683 20.0
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