LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 3.550 161 163 177 rBvY 770677 1675032 34.21% 3.654%
2 3.996 200 202 221 rBVY 3187889 4402841 89.93% 9.605%
3 5.287 312 315 324 rBVY 3367638 4895879 100.00% 10.680%
4 5.413 324 326 329 rVV 3552788 4468243 91.27% 9.747%
5 5.721 350 353 359 rBV 806410 1028450 21.01% 2.244%
6 5.939 369 372 381 rVB 2739379 3483019 71.14% 7 .598%
7 6.133 384 389 393 rVB2 82516 155822 3.18% 0.340%
8 6.202 393 395 397 rBV 29307 49075 1.00% 0.107%
9 6.544 422 425 428 rBV 1795058 2773157 56.64% 6.050%
10 6.830 447 450 452 rBvV2 53344 100010 2.04% 0.218%
11 7.253 480 487 489 rBV5 22773 58457 1.19% 0.128%
12 7.390 495 499 505 rBV4 21780 52774 1.08% 0.115%
13 7.619 516 519 525 rBV 960885 1376562 28.12% 3.003%
14 7.962 546 549 552 rBV3 31504 55954 1.14% 0.122%
15 9.173 652 655 660 rBvV2 28974 53575 1.09% 0.117%

16 9.368 668 672 675 rBVY 3589369 4711655 96.24% 10.278%
17 10.053 729 732 735 rBV 896013 1079212 22.04% 2.354%
18 10.408 760 763 769 rBV2 1070666 1602157 32.72% 3.495%
19 10.819 792 799 801 rBV2 22456 55031 1.12% 0.120%
20 11.185 827 831 834 rBvV2 25976 52602 1.07% 0.115%

21 11.253 834 837 840 rvv 180256 232081 4.74% 0.506%
22 11.619 864 869 871 rBV 51190 121282 2.48% 0.265%
23 11.699 873 876 879 rBV 1949741 2638220 53.89% 5.755%
24 12.031 898 905 909 rBvV 159924 372112 7.60% 0.812%

25 12.088 909 910 913 rvv2 51204 97197 1.99% 0.212%
26 12.145 913 915 917 rvv2 52185 93405 1.91% 0.204%
27 12.225 920 922 925 rVB2 28223 52699 1.08% 0.115%
28 12.442 939 941 944 rBV 51364 96213 1.97% 0.210%

29 12.762 966 969 971 rBV 89068 131198 2.68% 0.286%
30 12.808 971 973 979 rVB 973753 1324053 27.04% 2.888%

31 13.459 1027 1030 1033 rBV 33341 51700 1.06% 0.113%
32 13.722 1051 1053 1057 rBV3 28621 65708 1.34% 0.143%
33 13.859 1062 1065 1073 rBV 267310 449027 9.17% 0.980%
34 14.237 1095 1098 1103 rVB2 37371 88484 1.81% 0.193%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 14.579 1125 1128 1132 rBV 73088 122079 2.49% 0.266%

36 15.140 1174 1177 1181 rBV2 143143 247021 5.05% 0.539%
37 15.265 1185 1188 1191 rVV 57717 84146 1.72% 0.184%
38 15.437 1200 1203 1206 rBV 2365262 3398688 69.42% 7.414%
39 16.317 1276 1280 1289 rBV 458433 628486 12.84% 1.371%
40 16.443 1289 1291 1294 rBVY 33963 60838 1.24% 0.133%

41 16.934 1332 1334 1339 rBVY 216216 374013 7.64% 0.816%
42 17.014 1339 1341 1347 rVB 693568 1002430 20.47% 2.187%
43 17.757 1404 1406 1410 rBV 168609 236564 4._.83% 0.516%
44 18.066 1430 1433 1435 rBVY 89772 108201 2.21% 0.236%
45 18.168 1439 1442 1444 rBVY 212481 230856 4.72% 0.504%

46 18.443 1462 1466 1469 rBV2 86134 196130 4.01% 0.428%
47 18.648 1482 1484 1490 rBV 681046 898017 18.34% 1.959%

48 19.106 1521 1524 1525 rBV2 38893 61715 1.26% 0.135%
49 19.734 1577 1579 1582 rVB4 25785 50501 1.03% 0.110%
50 20.306 1627 1629 1636 rVB7 23576 60041 1.23% 0.131%

51 21.883 1763 1767 1772 rBV6 42398 138074 2.82% 0.301%

Sum of corrected areas: 45840686
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF120715\
BF083568.D
7 Dec 2015 20:58
umziz
G4579-05

11 Sample Multiplier: 1

hod
le

> Z:\HPCHEM1\BNA F\METHODS\8270
= ASP BNA STANDARDS FOR 5 POINT

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

-BF120415.M
CALIBRATION

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

4.00

3.55

TIC: BF083568.D
5.2%141

5.94

6.54

7.62
5.72

Lj@.%o |_ 683  7.2839 7.96

0
Time-->

T T T T JI T T T T
4.00

T
4.50

T
5.00

7.50 8.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

10.41
10.05

9.17

11.25
10.82 1118

TIC: BF083568.D

11.70

12.81

mL Wﬁ%ﬂJL

13.86
424 14.58 15.1

05
Time--> 8.

50

10.50 11.00

9.00 9.50 10.00

13461374 1 9
T

13.00 13.50 14.00 14.50 15.00

11.50 12.00 12.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

b.

0

27

15.44

17.01

6.44

TIC: BF083568.D

18.65

19.73 20.31 21.8¢

Time-->

15.50 16.00 16.50 17.00

17.50 18.00

18.50 19.00

19.50 20.00 20.50

21.00 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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.

3.55 32.57 ng 1675030 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 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 163 (3.550 min): BF083568.D (-161) (-) m/z 43.10 100.00%

43.1
59.1
5000

101.1 L e e LN e
83.1 3.20 3.40 3.60 3.80

O e SELL 90 831 | h/7 B9.10  53.58%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

3.20 3.40 3.60 3.80
m/z 101.10 14 _.56%

310 ‘ 83.0 g3 1010
Ot e e e e e e e T
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 58.10 13.31%
10 101.0
ol 150 3.0 7 510 69.0  83.0
Y M Nt MM N
mz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e AERE R R
59.0 3.20 3.40 3.60 3.80
m/z 41.10 9.07%
5000 41.0
31.0
“ 69.0 870
o..,.1.5.°.,...M,....w..?,l.%\.i....\,....,...\.,..9.%?....,. S AN
mz--> 10 20 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 : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 Hexane, 2,2,4-trimethyl- Concentration Rank 13

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

6.13 3.03 ng 155822 1,4-Dichlorobenzene-d4 5.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 59
3 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 50
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 47
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 47

Abundance Scan 389 (6.133 min): BF083568.D (-384) (-) m/z 57.10 100.00%
57.1
5000
43.0
71.1 A S
851 1051 134.1 5.80 6.00 6.20 6.40
o} N | S P VS P - m/z 56.10 43.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12309: Hexane, 2,2,4-trimethyl-
57.0
5000
5.80 6.00 6.20 6.40
41.0 71.0 m/z 43.05 32.14%
29.0
O greregremr e 830, 870, 180 1260
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57.0
580 600 620 640
5000 m/z 41.10 27 .29%
41.0 71.0
0 23.0 83.0 113.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18488: Hexane, 2,2,5,5—tetramethy|— LI L L L L BB
57.0 5.80 6.00 6.20 6.40
m/z 71.10 24 .11%
5000 410 71.0
29.0
ol 140 ] Ul | es0 1210 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.90 ng 232081 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Decane. 3-bromo- 220 C10H21Br 030571-71-2 64
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 59
Abundance Scan 837 (11.253 min): BF083568.D (-834) (-) m/z 57.10 100.00%
5%.1
R SURIL BURILE BURIURA B
11.00 11.20 11.40 11.60
o 132 4l m/z 43.10  77.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 UL UL SR B B
85.0 nmumnmnm
20.0 : m/z 71.10 52.70%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
57.0
"' 11/00 1120 11.40 1160
5000 85.0 m/z 41.10 35.96%
29.0
0 113.0 1410 169.0 198.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane e A e
57.0 11.00 11.20 11.40 11.60
m/z 85.10 33.55%
5000 85.0
29.0
0 \‘ ‘ H Il 113 0 \ 141 0 169 0 212.0
m/z--> ' ' éo éo 160 150 140 160 180 260 250 1150 1120 1140 1160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.03 5.62 ng 372112 Phenanthrene-d10 12.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tetracosane 338 C24H50 000646-31-1 78

Abundance Scan 905 (12.031 min): BF083568.D (-898) (-) m/z 57.10 100.00%

517.1
5000

11.80 12.00 12.20 12.40

1131 1412 169.2

0 m/z 43.10 73.37%
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 62.57%
0 J il h Ll ‘\113 0 141.0 169.0 282.0
T e T e e e 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 85.0 m/z 85.05 35.05%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane e e
57.0 11.80 12.00 12.20 12.40
m/z 41.10 31.73%
5000
85.0
29.0
0 Hw‘ﬂwlmom%1wonm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 7 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.78 ng 449027 Phenanthrene-d10 12.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1065 (13.859 min): BF083568.D (-1062) (-) m/z 43.10 100.00%
431 731
5000
- 12911491
' 1852 2132 . 1360 13.80 14.00 14.20
(I m/z 73.10 99.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 730
5000 SR B B LI S
13. 60 13 80 14. oo 14. 20
129.0 m/z 60.10 83.04%
256.0
0 “ il ‘ MH\ o 157.0 1850 2130
m/z--> "éblllxd" gd' éo 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 730
" 13.60 13.80 14.00 14.20
5000 m/z 57.10 76.77%
129.0 242.0
97.0 199.0
o 149.0 171.0 223 0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid B T Al Ema
73.0 13.60 13.80 14.00 14.20
m/z 41.10 73.66%
43.0
5000
129.0
710 2140
ol 180\\|\ H‘ h‘\ HM A 19,0 ‘ T e e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13 80 14. oo 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 9-Octadecenamide, (Z)- Concentration Rank 4

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

16.32 12.54 ng 628486 Chrysene-di12 17.01

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 78

2 7-Nonenamide 155 C9H17NO 090949-53-4 64

3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 59
4 Hexadecanamide 255 C16H33NO 000629-54-9 56

5 Tetradecanamide 227 C14H29NO 000638-58-4 56

Abundance Scan 1280 (16.317 min): BF083568.D (-1276) (-) m/z 59.10 100.00%

59.1

5000

-

16.00 16.20 16.40 16.60

831 11211401 18420082 238.2

281.3

0 m/z 72.10 59.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000
16.00 16.20 16.40 16.60
m/z 55.10 35.40%
o 290“ 830 11401400 1840 2200 253.0 2510
”P”quupuquupn.””.”.””.”.””.”.u”.u.””.”q”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
R e R EEE
16.00 16.20 16.40 16.60
5000 m/z 41.10 31.76%
29.0 98.0 126.0 155.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

%

Abundance #127468: Pentadecanamide, 15-bromo- e R
59.0 16.00 16.20 16.40 16.60
m/z 43.10 24 .99Y%
240.0
0 29.0 || ‘\860 114014201700 2120 | 2780 321.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.93 7.46 ng 374013 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 95
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 94
3 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
4 11-Tricosene 322 C23H46 052078-56-5 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1334 (16.934 min): BF083568.D (-1332) (-) m/z 55.10 100.00%
5811 gqy
5000
RN BN SUNLE
139.1 16.60 16.80 17.00 17.20
Ob el 162 28l m/z 57.10 98.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
69.0
97.0
5000 R AR PR DU SULR R
mmmmﬂmﬂm
125.0 m/z 43.10 96.94%
0 Iqubl HI‘I y I\‘ ‘I .‘l - B \\‘ ‘\ H ‘\ : "i |1|5|3|0| M |1|9|60| - .2|2‘.1.0. R
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0 83.0
16!60 16!80 17!00 17)20 '
5000 m/z 83.10 80.58%
111.0
26.0 63.0 139.0 168.0 196. 0 241.0
m/z--> 25 45 eb 85 100 150 140 160 180 200 250 240
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester R REAEEEEm
43.0 16.60 16.80 17.00 17.20
m/z 69.10 75.60%
69.0
5000
97.0
m/z--> 25 45 eb 85 160 150 150 160 180 200 250 240 1660 1680 1700 1720
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 Heptafluorobutyric acid, n-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.76 4.72 ng 236564 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 1-Docosene 308 C22H44 001599-67-3 87
Abundance Scan 1406 (17.757 min): BF083568.D (-1404) (-) m/z 57.10 100.00%
57.1
7.1
5000
B DU SURIUR SRR ML I
153.1 17.40 17.60 17.80 18.00
ol ,1,1 by, 2030 et | m/z 43.10 91.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 UL SRS UL I B
17.40 17.60 17.80 18.00
250 m/z 83.10 72 .03%
L s
0 I‘ "H”H"....|....|....|....|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
43.0
17.40 17,60 17.80 18.00
5000 83.0 m/z 55.10 70.25%
1250 169.0 19,9 252.0 NWMM
O T e T o e s m ae T
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R EARmE RS
43.0 17.40 17.60 17.80 18.00
m/z 97.10 63.61%
- Il J%/\M
. ‘ y J‘ 1250 4670 2100 267.0307.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.17 5.14 ng 230856 Perylene-di12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 90
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 90
4 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 72
Abundance Scan 1442 (18.168 min): BF083568.D (-1439) (-) m/z 69.10 100.00%
6d.1
. __A\“____,/LMALA,MA_/L_,.vv
L SN URRURA SO BRI I
121.1 17.80 18.00 18.20 18.40
ol g 1752 2172 2502 3413 0 n7; 81.10  51.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 AR UL BN B
17.80 18.00 18.20 18.40
m/z 41.10 24 .88%
0 L j}O( 0“13“‘7 9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
17.80 18.00 18.20 18.40
5000 m/z 95.10 13.36%
29.0 1230 140 M\/—/\/\*A-/MM
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R R B
69.0 17.80 18.00 18.20 18.40
m/z 68.10 12.09%
B ‘/\\/\ﬂ,A/\*M
Oﬂ%.ﬁ%&woww
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 17-Pentatriacontene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.44 4.37 ng 196130 Perylene-di12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 83
3 1-Hexacosanol 382 C26H540 000506-52-5 81
4 1-Tetracosanol 354 C24H500 000506-51-4 81
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 80
Abundance Scan 1466 (18.443 min): BF083568.D (-1462) (-) m/z 57.10 100.00%
57.1
5000
1491 001 peq "' 1820 18.40 18.60 18.80
Oty m/z 43.10 94 .52%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 UL SUNILN B BN SUM
18.20 18.40 18.60 18.80
m/z 55.10 81.03%
. ‘ || 1%%6702100 267.0307.0 490.0
miz--> 0 55 160 1éo 260 2%0 300 3éo 460 4%0 '
Abundance
57.0
P70 UL SUNILN B BN SUM
18.20 18.40 18.60 18.80
5000 m/z 83.10 74 .19%
o 139.01g00 2380 950
BRI FURLELEL DAL LA SARLELELA UARLLESN UL L DAL SAR
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #152038: 1-Hexacosanol e RARREEE RS
43.0 18.20 18.40 18.60 18.80
m/z 69.10 68.05%
5000 83.0
0 1\ L1250 168.0209.0 252.0  322.0364.0
miz--> 0 5'0 1(')0 1éo 200 250 300 350 4(')0 4&1,0 ' 18.|20 18.|40 18.I60 18.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083568.D

Aca On : 7 Dec 2015 20:58

Operator : UM/I1Z

Sample : 64579-05

Misc :

ALS Vial : 11 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 unknown21.88 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
2188 3.08ng 138074  perylene-d12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopropanemethanol . .alpha..2-... 182 C12H220 121959-70-4 47

038142-34-6 46
230646-72-7 43
039007-93-7 43
000547-60-4 35

2 2-Cvclohexene-1-methanol. 2.6-di... 222 C15H260
3 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24

4 Sesauirosefuran 218 C15H220
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160

Abundance Scan 1767 (21.883 min): BF083568.D (-1763) (-) m/z 69.10 100.00%
A
5000
203.2 —— T
1.2 ||2|"3r“| |2 f-l . 2160 21.80
0 = m/z 81.10 72.80%
m/z--> 50 100 150 200 250 300 350
Abundance #44097: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-meth...
69.0
41.0
109.0
5000 T T T [ T T T T [ T T 1T
21.60 21.80
m/z 57.10 70.99%
| | |, (3501640
m/z--> 50 100 150 200 250 300 350
Abundance
69.0 122.0
———
21.60 21.80
5000 161.0 m/z 55.10 65.93%
95.0 222.0
189.0
ol b i Iy b
m/z--> 50 100 150 200 250 300 350
Abundance #50582: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- ——
41.0 69.0 21.60 21.80
m/z 109.10 58.77%
95.0
5000
137.0
| } 1770
o’ ,‘“.““.'.‘H,Ha."‘.J‘.,..‘..,....,....,....,. —
m/z--> 50 100 150 200 250 300 350 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120715\
Data File : BF083568.D

Acq On : 7 Dec 2015 20:58

Operator : UM/1Z

Sample - G4579-05

Misc :

ALS Vial : 11 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... 3.55 32.6 ng 1675030 1 5.72 1028450 20.0
Hexane, 2,2,4-tri... 6.13 3.0 ng 155822 1 5.72 1028450 20.0
Hexadecane 11.25 2.9 ng 232081 3 10.41 1602160 20.0
Eicosane 12.03 5.6 ng 372112 4 12.81 1324050 20.0
n-Hexadecanoic acid 13.86 6.8 ng 449027 4 12.81 1324050 20.0
9-Octadecenamide, ... 16.32 12.5 ng 628486 5 17.01 1002430 20.0
Trichloroacetic a... 16.93 7.5 ng 374013 5 17.01 1002430 20.0
Heptafluorobutyri... 17.76 4.7 ng 236564 5 17.01 1002430 20.0
Squalene 18.17 5.1 ng 230856 6 18.65 898017 20.0
17-Pentatriacontene 18.44 4.4 ng 196130 6 18.65 898017 20.0
unknown21 .88 21.88 3.1 ng 138074 6 18.65 898017 20.0
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