LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 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-BF120415.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 3.561 161 164 178 rBY 1044908 2062991 36.39% 3.922%
2 4.007 200 203 221 rBVY 3457432 5387991 95.04% 10.243%
3 5.287 312 315 324 rBVY 3948032 5669076 100.00% 10.777%
4 5.413 324 326 329 rBVY 3765552 5267794 92.92% 10.014%
5 5.722 350 353 359 rBV 747589 943755 16.65% 1.794%
6 5.939 369 372 385 rBVY 3173170 4008691 70.71% 7.621%
7 6.556 423 426 428 rBVY 2167259 3524244 62.17% 6.700%
8 6.830 448 450 458 rBV 49581 105115 1.85% 0.200%
9 7.619 516 519 532 rBV 902715 1318905 23.26% 2.507%
10 9.368 668 672 675 rBY 3886575 5265740 92.89% 10.010%

11 10.053 729 732 735 rBV 1137641 1352519 23.86% 2.571%
12 10.408 760 763 769 rBv2 982128 1575610 27.79% 2.995%
13 11.254 834 837 840 rvv 186158 231223 4.08% 0.440%
14 11.619 864 869 871 rBV 50381 124360 2.19% 0.236%
15 11.699 873 876 879 rBvV 2315332 3259084 57.49% 6.196%

16 12.031 902 905 909 rBvV 160665 320855 5.66% 0.610%
17 12.339 929 932 936 rBV 34537 79881 1.41% 0.152%
18 12.762 966 969 971 rBV 109972 159721 2.82% 0.304%
19 12.808 971 973 976 rBV 1035627 1312893 23.16% 2.496%
20 13.460 1028 1030 1032 rBV 60030 100065 1.77% 0.190%

21 13.860 1063 1065 1068 rBV2 162713 240206 4.24% 0.457%
22 14.477 1117 1119 1125 rVB2 64253 144398 2.55% 0.275%
23 14.580 1126 1128 1132 rVV 70769 119046 2.10% 0.226%
24 14.648 1132 1134 1141 rVB2 32767 75473 1.33% 0.143%
25 15.140 1174 1177 1181 rBV2 123160 231148 4.08% 0.439%

26 15.437 1200 1203 1206 rBV 2479368 3728170 65.76% 7.087%
27 15.894 1241 1243 1246 rBV 47501 73819 1.30% 0.140%
28 16.317 1272 1280 1286 rBV 202972 358725 6.33% 0.682%
29 16.934 1332 1334 1339 rBV 294721 512843 9.05% 0.975%
30 17.014 1339 1341 1348 rVB 685970 982989 17.34% 1.869%

31 17.757 1403 1406 1410 rBV 230601 307476 5.42% 0.585%
32 18.031 1423 1430 1433 rBV7 13681 65372 1.15% 0.124%
33 18.249 1447 1449 1451 rVB 108699 150199 2.65% 0.286%
34 18.443 1462 1466 1469 rBV2 227692 434460 7.66% 0.826%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.649 1482 1484 1490 rVB 589422 840169 14.82% 1.597%

36 18.911 1504 1507 1513 rVB 97126 146837 2.59% 0.279%
37 19.106 1521 1524 1525 rBV 133762 193996 3.42% 0.369%
38 19.140 1525 1527 1530 rVvV 87937 142657 2.52% 0.271%
39 19.734 1576 1579 1583 rVB 69655 120109 2.12% 0.228%
40 19.974 1596 1600 1603 rBV2 60124 179390 3.16% 0.341%

41 20.054 1603 1607 1608 rVvv2 116718 258974 4._.57% 0.492%
42 20.100 1608 1611 1618 rVB2 177765 415949 7.34% 0.791%
43 20.306 1625 1629 1635 rBV5 113682 291487 5.14% 0.554%
44 21.106 1697 1699 1707 rVB7 29064 103004 1.82% 0.196%

45 21.346 1716 1720 1725 rVB3 27941 77441 1.37% 0.147%

46 21.540 1733 1737 1744 rVB3 91171 247903 4_.37% 0.471%

47 21.895 1763 1768 1772 rBV6 29700 91093 1.61% 0.173%
Sum of corrected areas: 52603846
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF120715\

BF083565.D

7 Dec 2015 19:29

umsiz

G4579-02

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF083565.D
5(2941

4.01
5.94

6.56

3.56
7.62
5.72

S 6.83

0
Time-->

I
3.50 4.00 4.50 5.00 5.50 6.00 6.50

7.00 7.50

8.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF083565.D

11.70

10.05
10.41

12.81

11.25
11.¢

O——
Time--> 8.50

9.00 9.50 10.00 10.50

11.00 11.50 12.00 12.50 13.00 13.50

14.00 14.50 15.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF083565.D

15.44

17.01 18.65

17.76

| 1s. 0318.2238'44 18.911iy 19.731

0.31 21.1121.381.54 218

15.50

16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

20.50

16.00 21.00 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.56 43.72 ng 2062990 1,4-Dichlorobenzene-d4 5.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 164 (3.561 min): BF083565.D (-161) (-) m/z 43.10 100.00%
431
59.1
5000
101 3.20 3.40 3.60 3.80
Okl Go0 81| Se o e0 10 55.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 3.20 3.40 3.60 3.80

m/z 101.10 16.92%

15.0 101.0
31.0
0 ‘ 1| i . 83.0 \‘
A I e o o L e e N B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

3.20 3.40 3.60 3.80

5000 m/z 58.05 13.64%
41.0
29.0 101.0
50.0 73.0 86.0
L NN N E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 [L
Abundance #8116: 2-Hexanol, 2-methyl- R RREAREE R L
59.0 3.20 3.40 3.60 3.80

m/z 41.10 9.16%

5000

101.0
31.0 41.0

15.0 Ll L ‘ [150.0 69.0 83\'0

N MM NS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.94 ng 231223 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 837 (11.254 min): BF083565.D (-834) (-) m/z 57.10 100.00%
57.1
R SUREL SURILE IR B
39 113.1 11.00 11.20 11.40 11.60
o 1ol 1691 1018 m/z 43.10 79.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 LRI SURILE UL IU B
85.0 11,00 11.20 11.40 11.60
29.0 ' m/z 71.10 59.71%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220
Abundance
57.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 37.20%
29.0
0 113.0 1410 169.0 198.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73991: Dodecane, 2-methyl-6-propyl- RN R e S S
57.0 11.00 11.20 11.40 11.60
m/z 41.10 36.93%
5000 85.0
o 39 I 113.0 14(\‘) ° 18% 0 2050 226.0
m/z--> 20 Jo éo éo 160 150 140 160 180 200 220 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.03 4.89 ng 320855 Phenanthrene-d10 12.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 905 (12.031 min): BF083565.D (-902) (-) m/z 57.10 100.00%

51.1

5000

-

11.80 12.00 12.20 12.40

1132 1411 168.2191.9

0 m/z 43.10 74 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LA L B L LB L L B B
85.0 11. 80 12. OO 12 20 12. 40
29.0 m/z 71.10 57.91%
0 \‘ ‘\ h | Y 1130 141.0 169.0 282.0
T T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T
11.80 12.00 12.20 12.40
5000 m/z 85.10 34.02%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane e
57.0 11.80 12.00 12.20 12.40

m/z 41.05 32.04%

5000

[e0]
a1
o

| 113.0 1410 1690 2120

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

290‘
I
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.66 ng 240206 Phenanthrene-d10 12.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1065 (13.860 min): BF083565.D (-1063) (-) m/z 73.10 100.00%
431 | 731
5000 jL
0 129.1; 464 DN A NS
: 1852 2132 2558 13.60 13.80 14.00 14.20
o} m/z 43.10 99.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 SR BN B S S
129.0 13. 60 13 80 14. 00 14. 20
97.0 m/z 60.10 92.50%
‘ 157.0 185.0
o) I— | I‘l - i“" IMIHI I\l‘l‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
3.0 " 13.60 13.80 14.00 14.20
5000 m/z 41.10 76.31%
1290 171.0
98.0 : 214.0
o 18.0 149.0
m/z--> 25 45 eb éo 160 150 150 1éo 180 200 220 250 2é0
Abundance #75072: Tetradecanoic acid R B A e e
73.0 13.60 13.80 14.00 14.20
43.0 m/z 57.10 73.44Y%
5000 129.0 w
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 60 13 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Hexadecanamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.32 7.30 ng 358725 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 59
2 Nonanamide 157 C9H19NO 001120-07-6 59
3 Undecanamide. 11-bromo- 263 C11H22BrNO 005875-26-3 59
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
5 Hexanamide 115 C6H13NO 000628-02-4 50
Abundance Scan 1280 (16.317 min): BF083565.D (-1272) (-) m/z 59.10 100.00%
59.1
5000 $
39 . . 16.00 16.20 16.40 16.60
ol 3.1154.1 184.1 207.1 238.2 n/z 72.10 61_89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91513: Hexadecanamide
59.0
5000 AR BARSUARRR
mmmmmmmm
m/z 55.10 38.82%
0 290 | | |80 1140 1400 170.0192,0212.0 255.0
m/z--> 25 45 eb 85 160 150 110 160 180 200 220 250 2éo
Abundance
59.0
16.00 16.20 16.40 16.60
5000 m/z 41.10 33.02%
0 29.0 86.0 114.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95983: Undecanamide, 11-bromo- L B UL
59.0 16.00 16.20 16.40 16.60
m/z 43.10 27 .09%
- ‘JLNAA/kfvﬁp\NJVVLVJxMNA
o 290 |, || | 860 1140 142.0163.0 8?'0 2200 263.0
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 180 200 220 240 2('30 16. 00 16. 20 16. 40 16 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 9 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.93 10.43 ng 512843 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91

Abundance Scan 1334 (16.934 min): BF083565.D (-1332) (-) m/z 43.10 100.00%

43.1
83.1
5000

16.60 16.80 17.00 17.20

139.1 167.2
Orrrrprrrriftre m/z 57.10 93.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 LI L L L L L L LN LB |
290 16.60 16.80 17.00 17.20
: 0
1250 m/z 55.10 93.11%
0 |l 153.0 181.0 308.0
ARNRRREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 97.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
16.60 16.80 17.00 17.20
5000 m/z 83.10 78.26%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
T T T T T

Abundance #106399: 9-Eicosene, (E)- B BRI e
5%.0 83.0 16.60 16.80 17.00 17.20

m/z 69.05 70.90%

5000
111.0

:

139.0 168.0 196.0 223.0 252.0 280.0
e i e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 17-Pentatriacontene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.76 6.26 ng 307476 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 72
3 1-Docosene 308 C22H44 001599-67-3 62
4 1-Heptadecanol 256 C17H360 001454-85-9 58
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 58
Abundance Scan 1406 (17.757 min): BF083565.D (-1403) (-) m/z 57.10 100.00%
57.1
5000 7.1 L
B DU SURIU SRR DU I
17.40 17.60 17.80 18.00
39.1
Oh ,....I,J'.J‘.J.-,..1.9.3,'1....,.2.8.1-.1,....,....,....,...., m/z 43.10 78.81%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57.0
97.0
5000 L DR BURR A SR B
17.40 17.60 17. 80 18.00
m/z 55.10 58.93%
o150 || H “H \‘H mw “\. i “8‘1 9 %2?9 267.0306.0348.0 390.0 4340 4900
miz--> 0 55 250 300 350 460 4%0
Abundance
57.0
17.40 17.60 17.80 18.00
5000 m/z 83.10 51.13%
97.0
168.0
L S L L UL UL L B UL I
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene R BRA M e &
5.0 17.40 17.60 17.80 18.00
m/z 71.10 50.49Y%
97.0
5000 AM/\\/—AJ
&4¢J lP%mm 308.0
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 ' 1720 1760 1780 1800 '

8270-BF120415.M Tue Dec 08 18:08:43 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 11 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

18.25 3.58 ng 150199 Perylene-d12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 86
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 80
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 72
4 1.19-Eicosadiene 278 C20H38 014811-95-1 72
5 17-Octadecenal 266 C18H340 056554-86-0 64

Abundance Scan 1449 (18.249 min): BF083565.D (-1447) (-) m/z 57.10 100.00%

5000

18.00 18.20 18.40 18.60
m/z 82.10 88.35%

1381 1671  205.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99447: Octadecanal
82.0

5000

18:00 18.20 18.40 18.60
m/z 43.10 84.81%

137.0 4660 194.0 222.0 250.0

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

43.0 82.0
I R S RAREREE
18.00 18.20 18.40 18.60
5000 m/z 55.10 63.92%
109.0

o 1380 1660 2080  250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecy!- T
18.00 18.20 18.40 18.60

m/z 83.10 62.25%

4

5000
110.0

g

138.0

166.0 194.0 236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18. 20 18 40 18.60

8270-BF120415.M Tue Dec 08 18:08:44 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 12 2- Chloropropionic acid, oc... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.44 10.34 ng 434460 Perylene-di12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 91
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 90
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1466 (18.443 min): BF083565.D (-1462) (-) m/z 57.10 100.00%
57.1
7.1
5000
R SR BN BN B
39.2 18.20 18.40 18.60 18.80
O ,..J.IJ.*.‘.-,~.%.E‘.3:1,??4.'1.,.2.8.2'.1,....,....,....,...., m/z 43.10 90.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 R SRR IS BN B
18.20 18.40 18.60 18.80
m/z 55.10 75.39%
. ‘ 5% 1670 2100 26703070 490.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
51.0 oo,
18.20 1840 18.60 18.80
5000 m/z 83.10 74.97%
. 139.0 1559 250.0 5, 3500
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #146886: Dichloroacetic acid, heptadecyl ester T
57.0 18.20 18.40 18.60 18.80
97.0 m/z 69.10 62.90%
h M_/L
0 J‘ [0 dh L‘ l %3?0. 180.0 23§0 295.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 18.20 1840 18.60 18.80

8270-BF120415.M Tue Dec 08 18:08:45 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 13 Tetradecanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.91 3.50 ng 146837 Perylene-d12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 Tetradecanal 212 C14H280 000124-25-4 86
3 16-Heptadecenal 252 C17H320 1000144-57-9 80
4 14-Heptadecenal 252 C17H320 1000144-58-0 80
5 Oxirane, 2-decyl-3-(5-methylhexy... 282 C19H380 029804-22-6 74
Abundance Scan 1507 (18.911 min): BF083565.D (-1504) (-) m/z 57.10 100.00%

5000
109.1 T B e
T T T T T
138.2 167.1 207.1 2311 264.1 18.60 18.80 19.00 19.20
0 m/z 43.10 99.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99445; Octadecanal
43.0

5000

18:60 18.80 19.00 19.20
m/z 82.10 78.60%

137.0 166.0 194.0 222.0 250.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
82.0 UNUNESUVN UL
18.60 18.80 19.00 19.20
5000] 29.0 m/z 55.10 62.08%
110.0
0 i - /\\M/WU/\/\M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89755: 16-Heptadecenal T
570 82.0 18.60 18.80 19.00 19.20

m/z 83.10 58.91%

5000
110.0
| 870 1060 2240 2520

e 2 a1 O A D e T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 60 18. 80 19.00 19.20

8270-BF120415.M Tue Dec 08 18:08:45 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 14 Heptacosane Concentration Rank 14

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

19.11 4.62 ng 193996 Perylene-d12 18.65

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1524 (19.106 min): BF083565.D (-1521) (-) m/z 57.10 100.00%
57.1
%91 18:80 19.00 19.20 19.40
40.2169.2 211.2 266.1 . : : : y
ol LAy pa021602 2112 2661 31 n7U 77 10 64.34%
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57.0
5000 LA L L L L L L L |
18.80 19.00 19.20 19.40
990 m/z 43.10 61.61%
0 27\\‘0\“\ \“ u‘\ ﬂ‘\ H I‘ \\‘]-4} 0\ 183 0 225 O 267 0 309 O 351 0380 0
e T e T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R EE s e
18.80 19.00 19.20 19.40
5000 m/z 85.10 42 .59%
27.0 99.0
0 155.0 41970 253.0
L B e e e e e L e o e o e e e e e I B
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane R B BB M
57.0 18.80 19.00 19.20 19.40
m/z 55.10 21.79%
- Axxwa¢/LuﬂNJV\\“VVLﬁ”u/V~\
oL 27.0 {HJMN1%02mzmom% 352.0
i T R N REEEEm e
m/z--> 50 100 150 200 250 300 350 18. 80 19. OO 19 20 19. 40

8270-BF120415.M Tue Dec 08 18:08:47 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 15 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.14 3.40 ng 142657 Perylene-di12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C1l6H32 062376-17-4 64
2 Cvclopentadecane 210 C15H30 000295-48-7 64
3 l17-Pentatriacontene 491 C35H70 006971-40-0 43
4 1.7-Dimethvl-4-(1-methvlethvlcyv... 210 C15H30 000645-10-3 43
5 Cyclopentane, 1,2-dibutyl- 182 C13H26 062199-52-4 27
Abundance Scan 1527 (19.140 min): BF083565.D (-1525) (-) m/z 83.10 100.00%
83.1
5000 WMAW
25.1
7 2071 951 18.80 19.00 19.20 19.40
of 18! T NN m/z 97.10 95.75%
m/z--> 100 150 200 250 300 350 400 450
Abundance #72510: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
55.0
5000 LR SR SN SUGRLN UL B
153.0 18.80 19.00 19.20 19.40
‘ m/z 55.10 76 .50%
0 ..“.Ul““.hl.“h.Hl‘.‘...|h...‘.|2.2.4.0.|....|....|....|....|....|
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
83.0
210.0 e R e R e
41.0 18.80 19.00 19.20 19.40
5000 m/z 69.10 74 .26%
125.0
168.0
e S L U S L W L S B S
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene e ma
43.0 18.80 19.00 19.20 19.40
m/z 43.10 57.67%
. y J 1250167.0 2100 267.0307.0 490.0
UL IR AL UL UL L UL DL WAL DL | rryrrrryrrTTTTTT T T T
m/z-> 0 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40

8270-BF120415.M Tue Dec 08 18:08:48 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 16 unknownl19.97 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.97 4.27 ng 179390 Perylene-di12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 46
2 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 46
3 Octadecane 254 C18H38 000593-45-3 46
4 Docosane 310 C22H46 000629-97-0 46
5 Heptadecane 240 C17H36 000629-78-7 46
Abundance Scan 1600 (19.974 min): BF083565.D (-1596) (-) m/z 57.10 100.00%
57.1
5000
10.60 19.80 20.00 20.20
ob— m/z 43.10 61.13%
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 UM U AR
8.0 19,60 19.80 20.00 20.20
m/z 71.10 59.97%
oLl | \‘\11‘? 9‘141 0169.0197.0 2320 67.0294.0 323.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.60 19.80 20.00 20.20
5000 85.0 m/z 85.15 52.82%
29.0
. 113.0 155.0 183.0
m/z--> 50 100 150 200 250 300 350
Abundance #91037: Octadecane R e R B
57.0 19.60 19.80 20.00 20.20
m/z 55.10 44 _.88%
5000 85.0
29.0
m/z--> 50 160 150 260 250 300 350 19.60 19.80 20.00 20.20 '

8270-BF120415.M Tue Dec 08 18:08:49 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 17 2-Amino-4-cyanomethyl-6-pip... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.05 6.16 ng 258974 Perylene-d12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-4-cvanomethvl-6-piperidi... 218 C10H14N6 1000241-05-9 64
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 58
3 2H-Cvclopropalalnaphthalen-2-one. .. 218 C15H220 006831-17-0 52
4 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 52
5 _beta.-Amyrin trimethylsilyl ether 498 C33H580Si 001721-67-1 50
Abundance Scan 1607 (20.054 min): BF083565.D (-1603) (-) m/z 218.20 100.00%
218.2
5000
411 691 951 189.2 ~
119.1 LN SO SUNLIN SOV BN
147.1 |l 257.2 yg31 19.80 20.00 20.20 20.40
ol "-'--- b ,',',, m/z 203.20 71.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67643: 2-Amino-4-cyanomethyl-6-piperidino-1,3,5-triazine
218.0
189.0
5000 84.0 19.80 20.00 20.20 20.40
' 1350 1630 m/z 189.15 27.77%
43.0 09.0
70, ! AN
O R B AR ae
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
41.0 91.0 133.0 19.80 20.00 20.20 20.40
5000 175.0 m/z 69.10 26.99%
67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68242: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a, ... R B B S
218.0 19.80 20.00 20.20 20.40
m/z 95.10 26.22%
5000
o’ R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.80 20.00 20.20 20.40

8270-BF120415.M Tue Dec 08 18:08:50 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 18 unknown20.10 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.10 9.90 ng 415949 Perylene-di12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanicol 426 C30H500 000465-02-1 43
2 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 38
3 .delta.-Selinene 204 C15H24 028624-23-9 27
4 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 27
5 Benzene, 1,3,5-tris(1-methylethyl)- 204 C15H24 000717-74-8 27

Abundance Scan 1611 (20.100 min): BF083565.D (-1608) (-) m/z 189.20 100.00%

3

5000
265.1 19.80 20.00 20.20 20.40
0 m/z 204.20 T77.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161258: Germanicol
1310 204.0
5000
95.0 19.80 20.00 20.20 20.40
55.0 m/z 177.20 76.07%
: 63. ‘ ‘ 393.0
0 AL Lm0 zomo 30 2 asg
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0
R R RN R e R R
133.0 19.80 20.00 20.20 20.40
5000{ , o 010 m/z 59.05 74.56%
O T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #58659: .delta.-Selinene
189.0 19.80 20.00 20.20 20.40
m/z 43.10 58.44%
91.0
5000 41.0 133.0
0 A\ﬂﬂ. T S EA R AR
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40

8270-BF120415.M Tue Dec 08 18:08:50 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 19 2(1H)Naphthalenone, 3,5,6,7... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

20.31 6.94 ng 291487 Perylene-di12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 90
2 1H-Pvrrolol3.4-clauinoline-1.3.4... 218 C11H10N203 181021-85-2 38
3 Cvclohexane. 1-ethenvl-1-methvl-... 204 C15H24 000515-13-9 38
4 2-(3.4-Methvlenedioxvphenvl)cvcl... 218 C13H1403 042866-86-4 30
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 30

Abundance Scan 1629 (20.306 min): BF083565.D (-1625) (-) m/z 43.10 100.00%

431 218.2

5000
255.2 Tryrrrrrrrrryrrrryrrrrr
32?-4 396.4 20.00 20.20 20.40 20.60
ol ST U T VY M S m/z 218.20 97.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218.0
41.0 91.0 133.0
5000 175.0
20.00 20.20 20.40 20.60
m/z 55.10 72.07%
ol ‘MWN.Lt,‘.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
s Ema B
119.0 20.00 20.20 20.40 20.60
5000 ' m/z 95.10 60.96%
440 710 162.0
oLk o oo fp ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #58845: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-methylet... e EEmaR R R
81.0 20.00 20.20 20.40 20.60
m/z 107.10 59.67%
41.0
5000 21.0
61.0
L oo
o A e
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60

8270-BF120415.M Tue Dec 08 18:08:51 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083565.D

Aca On : 7 Dec 2015 19:29

Operator : UM/I1Z

Sample : 64579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 20 unknown21.54 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.54 5.90 ng 247903 Perylene-di12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 40
2 1.2-Dithiolane-3-pentanoic acid 206 C8H1402S2 000062-46-4 38
3 2-Cvclohexene-1-methanol. 2.6.6-... 154 C10H180 006627-74-3 14
4 Androst-5-ene-3.19-diol. 3-aceta... 332 C21H3203 055320-48-4 14
5 Ethanone, 1-(3-methylenecyclopen... 124 C8H120 054829-98-0 14
Abundance Scan 1737 (21.540 min): BF083565.D (-1733) (-) m/z 43.10 100.00%
431
81.1
123.1 241.2
5000
2120 2140 21.60 21.80
ob—ty m/z 81.10 75.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58773: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene...
107.0
43.0
5000 LR SRS BRI BRI BURE
2120 2140 2160 2180
‘ 161.0 2040 m/z 95.10 67.06%
0.‘H.h‘l‘““““.“l“.““l H‘H\I . T
m/z--> 50 100 5 200 250 300 350 400 450
Abundance
81.0
206.0 N L e B e
410 123.0 2120 2140 21'60 2180
5000 ’ m/z 123.10 60.30%
° A Wmm/v\/\ﬂwv»/\/\
m/z--> 55 160 1éo 260 250 360 3%0 460 4éo
Abundance #25616: 2-Cyclohexene-1-methanol, 2,6,6-trimethyl- B s B
81.0 128.0 21.20 21.40 21.60 21.80
m/z 107.10 55.87%
5000
0 I"'t'l""'l""""I""I""I""II TTTTTTT T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 21. 20 21. 40 21 60 21. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120715\
Data File : BF083565.D

Acq On : 7 Dec 2015 19:29

Operator : UM/1Z

Sample : G4579-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415_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... 3.56 43.7 ng 2062990 1 5.72 943755 20.0
Hexadecane 11.25 2.9 ng 231223 3 10.41 1575610 20.0
Eicosane 12.03 4.9 ng 320855 4 12.81 1312890 20.0
n-Hexadecanoic acid 13.86 3.7 ng 240206 4 12.81 1312890 20.0
Hexadecanamide 16.32 7.3 ng 358725 5 17.01 982989 20.0
1-Docosene 16.93 10.4 ng 512843 5 17.01 982989 20.0
17-Pentatriacontene 17.76 6.3 ng 307476 5 17.01 982989 20.0
Octadecanal 18.25 3.6 ng 150199 6 18.65 840169 20.0
2- Chloropropioni... 18.44 10.3 ng 434460 6 18.65 840169 20.0
Tetradecanal 18.91 3.5 ng 146837 6 18.65 840169 20.0
Heptacosane 19.11 4.6 ng 193996 6 18.65 840169 20.0
Cyclohexane, 1,2-... 19.14 3.4 ng 142657 6 18.65 840169 20.0
unknown19 .97 19.97 4.3 ng 179390 6 18.65 840169 20.0
2-Amino-4-cyanome... 20.05 6-2 ng 258974 6 18.65 840169 20.0
unknown20.10 20.10 9.9 ng 415949 6 18.65 840169 20.0
2(1H)Naphthalenon... 20.31 6.9 ng 291487 6 18.65 840169 20.0
unknown21.54 21.54 5.9 ng 247903 6 18.65 840169 20.0
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