LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/1Z

Sample - G3480-19

Misc :

ALS Vial : 11 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 4.444 247 250 260 rvVB 561685 983922 60.96% 6.134%
2 4.936 291 293 296 rBV 1473165 1510780 93.60% 9.419%
3 6.044 388 390 393 rBV 1179647 1589966 98.50% 9.913%
4 6.147 397 399 402 rVB 1357726 1410428 87.38% 8.793%
5 6.387 418 420 422 rBVY 425187 370488 22.95% 2.310%
6 6.536 431 433 436 rBY 819956 1126829 69.81% 7.025%
7 6.959 468 470 473 rBY 896156 924157 57.25% 5.762%
8 7.679 530 533 535 rBVY 469561 483927 29.98% 3.017%
9 8.753 625 627 630 rBvY 1275092 1614127 100.00% 10.063%
10 9.165 661 663 665 rvB 240656 261038 16.17% 1.627%

11 9.416 683 685 687 rvVB 598758 517963 32.09% 3.229%
12 10.193 751 753 756 rBv2 888959 916991 56.81% 5.717%
13 10.353 765 767 771 rBV 20875 32240 2.00% 0.201%
14 10.799 804 806 807 rBV 17035 23117 1.43% 0.144%
15 10.879 811 813 815 rBV 660603 543823 33.69% 3.391%

16 11.153 835 837 841 rBvV 96979 154332 9.56% 0.962%

17 11.222 841 843 845 rVB 17003 25095 1.55% 0.156%
18 11.451 861 863 869 rBv2 50405 123263 7.64% 0.768%
19 11.542 869 871 873 rvv2 26856 46678 2.89% 0.291%
20 11.622 876 878 881 rvv2 31691 55411 3.43% 0.345%
21 11.702 884 885 890 rvB3 23424 34876 2.16% 0.217%

22 11.965 906 908 922 rVB 509016 783864 48.56% 4_.887%
23 12.468 949 0952 954 rBV 1523576 1475438 91.41% 9.199%
24 12.731 972 975 976 rBV 17907 25901 1.60% 0.161%
25 12.925 990 992 995 rBvV 41807 58203 3.61% 0.363%

26 13.394 1030 1033 1039 rBV 97949 174375 10.80% 1.087%
27 13.485 1039 1041 1043 rBvV 430632 398273 24.67% 2.483%

28 13.714 1058 1061 1065 rVB 9312 17628 1.09% 0.110%

29 14.365 1115 1118 1120 rVB 34632 33429 2.07% 0.208%

30 14.800 1153 1156 1158 rBV 278515 301114 18.65% 1.877%

31 15.268 1193 1197 1202 rBV4 6498 21827 1.35% 0.136%
Sum of corrected areas: 16039503
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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:\HPCHEMI\BNA_F\DATA\BF090215\

BF081347.D

2 Sep 2015 14:26

umsiz

G3480-19

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF081347.D
494
6.15

6.04

6.96
6.54

4.44

6.39 7.68

0

Time-->

2.00 2.50

3.00 3.50 4.00 4.50 5.00 5.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF081347.D
12

8.75

10.19

10.88

9.42
13.49

9.16 14.80

13.

14.37

J 10.35 12.732.93 13.71

Ol

Time-->

8.50

14.50

11.50 12.00

9.50

10.00 10.50 11.00

12.50 13.00 13.50 14.00

9.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF081347.D

15.27

05
Time--> 15.00

19.50 20.00

18.00 18.50 19.00

15.50 16.00

16.50 17.00 17.50

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/I1Z

Sample - G3480-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.44 17.46 ng 983922 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
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 250 (4.444 min): BF081347.D (-247) (-) m/z 43.10 100.00%
a3
59
5000
101 R LR I L
420 4.40 4.60 4.80
Obr e S0l Sl e 8 | h77 B9.10  58.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN RN UL IR R
59 420 4.40 4.60 4.80
m/z 101.10 15.27%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 4.40 460 480
5000 m/z 58.10 14 .53%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- A B .
59 420 4.40 4.60 4.80
m/z 41.10 8.93%
5000
a1 101
15 31 53 69 83
0"w"'w'”'W"“mhh'w'm‘b"“w"'w“"w"'w"'w R RN I L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/I1Z

Sample - G3480-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknown6.15 Concentration Rank 2

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

6.15 25.03 ng 1410430 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 399 (6.147 min): BF081347.D (-397) (-) m/z 132.10 100.00%
132
68
5000
0 sl o T S5 oho 65 ¢
Obrrprrrrprrrr e LA Sl 87 L it s Wl Tm/z 68.10  55.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AN RSN SRS L L
5.80 6.00 6.20 6.40
21 70 m/z 66.10 37.08%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 580 600 620 640
5000 m/z 134.10 31.66%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- B R R o
132 5.80 6.00 6.20 6.40
m/z 69.10 22 _47%
5000

63 o0 104
15 28 39 % 7 7 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/I1Z

Sample - G3480-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 4 9-Octadecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.15 5.68 ng 154332 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene, (E)- 252 C18H36 007206-25-9 90
2 1-Hexadecene 224 C16H32 000629-73-2 90
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 83
4 4-HeptafFluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 80
5 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 80
Abundance Scan 837 (11.153 min): BF081347.D (-835) (-) m/z 55.10 100.00%
55
4 69 83
5000 97
10.80 11.00 11.20 11.40
0’ m/z 43.10 79.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89786: 9-Octadecene, (E)-
55 g9
4 83
5000 AU U LR B B
10,80 11.00 11.20 11.40
2% m/z 57.10 72.19%
0 |l J‘ h ‘ 139 154168182196 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 55
69 83 10.80 11.00 11.20 11.40
5000 o7 m/z 41.10 64 .75%
27 111 ,
ol 12 ! 5139154168182196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)- A e B
55 10.80 11.00 11.20 11.40
m/z 83.10 62.90%
a1 || %9 g3
5000
2
o \T Il 125139 154168181195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/I1Z

Sample - G3480-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 5 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.45 4.53 ng 123263 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 863 (11.451 min): BF081347.D (-861) (-) m/z 43.10 100.00%
48 60 73
5000
7 129 R SUNRE B BN SUM
I 01115 171 193 294 256 11.20 11.40 11.60 11.80 '
Ok m/z 60.00 93.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 78
43
5000 L UL UL IS SUL
129 1120 1140 1160 11.80
115 185 228 m/z 73.10 85.26%
01 143 17171
0...|.. “...l‘ u‘\ T H‘ gl |‘..:.L.5|7....|.‘..1.9|9..2:.L.3|..‘..|....|.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 go 73
et ,
nmnmnmnm
5000 29 m/z 57.05 83.62%
129
256
. % 115 43157171185 199213 557
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid T e
60 7 11.20 11.40 11.60 11.80
m/z 41.10 77.06%
5000 43
29 129 43
101115 186
0,;;3',\,‘,,\'\,‘,,”,\ \\ ¥ [N H \”,1;‘37,17,1, T ol o M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/I1Z

Sample - G3480-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 6 1-lodo-2-methylundecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.62 2.04 ng 55411 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methylundecane 296 C12H251 073105-67-6 80
2 Tetracosane 338 C24H50 000646-31-1 72
3 Eicosane 282 C20H42 000112-95-8 72
4 10-Methylnonadecane 282 C20H42 056862-62-5 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 878 (11.622 min): BF081347.D (-876) (-) m/z 57.10 100.00%
7
5000
4 85

111129 294 11.40 11.60 11.80 12.00
o 104 m/z 43.10 55.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114973: 1-lodo-2-methylundecane
57
5000
85 11.40 11.60 11.80 12.00
29 m/z 71.10 40.27%
AR - -~ S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
11.40 11.60 11.80 12.00
5000 85 m/z 85.10 31.86%
29

113 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107651: Eicosane

57 11.40 11.60 11.80 12.00

m/z 41.10 27.98%
5000
85
29
oh , o M8 14 169 107 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/I1Z

Sample - G3480-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 7 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.97 28.83 ng 783864 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 1-Octadecene 252 C18H36 000112-88-9 91
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 87
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 87

Abundance Scan 908 (11.965 min): BF081347.D (-906) (-) m/z 55.10 100.00%

56
83
4 69
5000

12 11. 60 11. 80 12. OO 12. 20

©139154168182 200
ol 182 m/z 57.10 83.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
69 83
4 97

5000
11.60 11.80 12.00 12.20
111 m/z 43.10 82.61%

125
! 139153167 182196210224 252 280
REaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 a3

11.60 11.80 12.00 12.20
5000 o7 m/z 83.10 65.91%
29

o
LN
o~

111
125

o 140154168182196 224

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #89783: 1-Octadecene A e o
11.60 11.80 12.00 12.20

m/z 41.05 59.56%

125 “
139154168182196210224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. OO 12. 20

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/I1Z

Sample - G3480-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 4,8,12,16-Tetramethylheptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.93 2.92 ng 58203 Chrysene-di12 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 86
2 2(3H)-Furanone, 5-ethyldihydro-3... 128 C7H1202 002610-98-2 53
3 2(3H)-Furanone, 5-ethyldihydro-5... 128 C7H1202 002865-82-9 53
4 2(3H)-Furanone, 5-butyldihydro-4... 156 C9H1602 039212-23-2 47
5 Phosphonofluoridic acid, methyl-._.. 224 C10H22FO02P 211192-74-4 47
Abundance Scan 992 (12.925 min): BF081347.D (-990) (-) m/z 99.00 100.00%
do
43
5000
69
126 12.60 12.80 13.00 13.20
0’ m/z 43.10 69.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129959: 4,8,12,16-Tetramethylheptadecan-4-olide
99
5000 43 SR AR R SRR
12.60 12.80 13.00 13.20
69 m/z 55.05 44 .87%
0 ‘ ‘ I A ‘\‘L 151167184203221 254 306324
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
13 1260 12.80 13.00 13.20
5000 m/z 57.10 38.39%
73
17
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #11908: 2(3H)-Furanone, 5-ethyldihydro-5-methyl- R A R mas B
43 99 12.60 12.80 13.00 13.20
m/z 41.10 31.65%
- MJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12:60 12,80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/I1Z

Sample - G3480-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 9 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.39 8.76 ng 174375  Chrysene-d12 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 1-Docosene 308 C22H44 001599-67-3 95

2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 95
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 93

4 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1033 (13.394 min): BF081347.D (-1030) (-) m/z 57.10 100.00%
57
83
5000 q JUJ/\/J\\/\
111 T I e
| 139 o207 13.00 13.20 13.40 13.60 13.80
Obrerprer b m/z 43.10 84 _.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 [Trrr[rrrr[rrrrprrrrr1
29 13.00 13.20 13.40 13.60 13.80
195 m/z 55.10 78.96%
NECEN 153168
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 83
R e = S
13.00 13.20 13.40 13.60 13.80
5000 m/z 83.10 54 _.94%
111
o 68
139 168 196 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecy! ester B e I
13.00 13.20 13.40 13.60 13.80
m/z 41.10 48.53%
o 139154 182 210
A IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/I1Z

Sample - G3480-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 10 2,6,10,14,18,22-Tetracosahe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.37 2.22 ng 33429 Perylene-di12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 87
2 Squalene 410 C30H50 007683-64-9 86
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 86
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 78
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 72
Abundance Scan 1118 (14.365 min): BF081347.D (-1115) (-) m/z 69.10 100.00%
69
5000
41 e | NN SN
95 137 208 14.00 14.20 14.40 14.60
ol by 5% . m/z 81.10 52.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000
14.00 14.20 14.40 14.60
4l m/z 41.10 26.89%
9 121 1,9
o Ll P75 203 231 273299 341 367 410
m/z--> §o 160 1%0 260 2%0 300 3%0 460
Abundance
69
14.00 14.20 14.40 14.60
s000] 4L m/z 68.10 13.46%
% 137
ol g 4 447 ) 161 190 247 273 209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... i ma L S
69 14.00 14.20 14.40 14.60
m/z 95.10 12.63%
5000 41
93
’ h 136 150
ol b b 1y ) 20T 192 231 273 815341 384
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081347.D

Acq On : 2 Sep 2015 14:26

Operator : UM/1Z

Sample - G3480-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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._44 17.5 ng 983922 1 6.55 1126830 20.0
unknown6 .15 6.15 25.0 ng 1410430 1 6.55 1126830 20.0
9-Octadecene, (E)- 11.15 5.7 ng 154332 4 10.88 543823 20.0
Tetradecanoic acid 11.45 4.5 ng 123263 4 10.88 543823 20.0
1-lodo-2-methylun... 11.62 2.0 ng 55411 4 10.88 543823 20.0
5-Eicosene, (E)- 11.97 28.8 ng 783864 4 10.88 543823 20.0
4,8,12,16-Tetrame... 12.93 2.9 ng 58203 5 13.49 398273 20.0
1-Docosene 13.39 8.8 ng 174375 5 13.49 398273 20.0
2,6,10,14,18,22-T... 14.37 2.2 ng 33429 6 14.80 301114 20.0
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