LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 64647-05

Misc :

ALS Vial : 32 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-BF120815.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

1.847 13 14 34 rVB3 114545 478613 16.18% 1.672%
3.527 159 161 173 rBV 373951 681693 23.05% 2.382%
219 rBV 1726537 2743177 92.76% 9.586%
5.264 311 313 322 rBV 1462852 2885958 97.59% 10.085%
5.402 322 325 344 rVB 1762665 2957175 100.00% 10.333%
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5.699 349 351 359 rBvV 738189 933050 31.55% 3.260%
5.916 367 370 382 rVB 1452061 1939344 65.58% 6.777%
415 rBV 18887 45504 1.54% 0.159%
6.522 421 423 438 rBV 1183427 1803552 60.99% 6.302%
7.596 514 517 529 rBV 853881 1153385 39.00% 4 _.030%
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11 9.345 667 670 677 rBV 1616120 2431522 82.22% 8.497%
12 10.031 727 730 735 rVB 328788 472347 15.97% 1.651%
13 10.385 758 761 768 rBV 848757 1175515 39.75% 4.108%

14 10.796 790 797 799 rBV3 13077 36098 1.22% 0.126%
15 10.934 806 809 812 rVB 22960 33965 1.15% 0.119%
16 11.151 821 828 832 rBV2 10196 31338 1.06% 0.110%
17 11.231 832 835 838 rvv 94643 124190 4._.20% 0.434%
18 11.585 862 866 868 rBvV 30211 64121 2.17% 0.224%

19 11.676 871 874 881 rvV 872834 1244580 42.09% 4._.349%
20 11.997 899 902 906 rBvV 95896 167112 5.65% 0.584%

21 12.065 906 908 911 rvv2 22502 38885 1.31% 0.136%
22 12.339 931 932 937 rVB4 15557 37352 1.26% 0.131%
23 12.419 937 939 941 rBV 20517 31136 1.05% 0.109%
24 12.728 964 966 968 rBV 39874 51731 1.75% 0.181%
25 12.785 968 971 974 rVvV 625996 896461 30.31% 3.133%
26 13.425 1024 1027 1030 rBv4 22457 30402 1.03% 0.106%
27 13.837 1060 1063 1069 rBV2 95888 183410 6.20% 0.641%
28 14.202 1092 1095 1097 rvVv 20269 34676 1.17% 0.121%
29 14.351 1105 1108 1112 rBVZ2 32215 57905 1.96% 0.202%
30 14.557 1124 1126 1129 rBV 42511 65787 2.22% 0.230%
31 14.762 1141 1144 1148 rVB 28144 44121 1.49% 0.154%

32 14.854 1149 1152 1155 rBV 86594 113329 3.83% 0.396%
33 14.968 1159 1162 1167 rBvV4 42258 107924 3.65% 0.377%
34 15.105 1172 1174 1178 rBV 90312 165423 5.59% 0.578%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 64647-05

Misc :

ALS Vial : 32 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-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.414 1197 1201 1206 rVB 912166 1450032 49.03% 5.067%

36 15.654 1219 1222 1223 rBV3 20308 36204 1.22% 0.127%
37 15.688 1223 1225 1229 rVB3 28626 56913 1.92% 0.199%
38 16.100 1259 1261 1265 rVB5 28928 63765 2.16% 0.223%
39 16.180 1265 1268 1269 rBV3 35002 65754 2.22% 0.230%
40 16.237 1271 1273 1276 rVV3 41607 84573 2.86% 0.296%
41 16.294 1276 1278 1281 rVVv4 24772 46482 1.57% 0.162%
42 16.488 1293 1295 1299 rBV4 24757 62475 2.11% 0.218%
43 16.626 1305 1307 1309 rBV3 29239 47622 1.61% 0.166%
44 16.763 1317 1319 1322 rVB 45580 78963 2.67% 0.276%

45 16.923 1330 1333 1336 rBV2 161491 319369 10.80% 1.116%
46 16.991 1336 1339 1346 rVV 660604 971545 32.85% 3.395%
47 17.734 1402 1404 1412 rBV 182292 296565 10.03% 1.036%
48 18.409 1461 1463 1466 rBV2 141651 207641 7.02% 0.726%
49 18.637 1481 1483 1489 rVB 437776 633247 21.41% 2.213%
50 20.866 1675 1678 1682 rVB2 172164 371943 12.58% 1.300%

51 21.837 1760 1763 1769 rVB2 204464 563539 19.06% 1.969%

Sum of corrected areas: 28617413
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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\BF120815\

BF083624.D

9 Dec 2015 6:08

umsiz

G4647-05

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF083624.D

98 5140

5.26 5.92

6.52

7.60
5.70

3.53

6.34

0
Time-->

T
6.00

4.00

4.50

5.00 5.50

6.50

Abundance

1500000

1000000

500000

TIC: BF083624.D

10.38 11.68

12.79

10.03

11.23
10.80.931.15

O
Time--> 8.50

15.00

14.50

13.50 14.00

13.00

11.00 11.50 12.00 12.50

10.50

9.00 9.50 10.00

Abundance

1500000

1000000

500000

TIC: BF083624.D

18.64

0
Time-->

15.50

20.50

19.00

19.50 20.00

18.00 18.50

21.00 21.50

17.00 17.50

16.50

16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 unknownl.85 Concentration Rank 6

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

1.85 10.26 ng 478613 1,4-Dichlorobenzene-d4 5.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 1-chloro-2-methvl- 106 C5H11ClI 000616-13-7 32
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 16
3 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 12
4 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 10
5 2-Butene, (E)- 56 C4H8 000624-64-6 9

Abundance Scan 14 (1.847 min): BF083624.D (-13) (-) m/z 57.10 100.00%
a0 1
5000
71.0 1.80 1.90 2.00 2.10 2.20 2.30
|le—v—r‘m'||850|||| m/z 41.05 79.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4904: Butane, 1-chloro-2-methyl-
41.0 57.0
5000 LA AN A RN LG AR I
2700 1.80 1.90 2.00 2.10 2.20 2.30
| 0.0 m/z 43.10 58.26%
..1.4".0|....|....|.....|.9.1.0.|1(.)6.0..|....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
43.0 1.80 1.90 2.00 2.10 2.20 2.30
0,
5000 85.0 m/z 56.10 41 .94%
29.0
15.0 71.0
mz-> 20 40 60 80 100 120 140 160
Abundance #36199: Heptane, 2,2,4,6,6-pentamethyl-
57.0 1.80 1.90 2.00 2.10 2.20 2.30
m/z 35.10 36.16%
5000
41.0
13.0 20 ‘\ |, 710 85.0 99.0 1130 155.0 170.0
m/z--> 20 40 60 80 100 120 140 160 1.80 1.90 2.00 2.10 2.20 2.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

3.53 14.61 ng 681693 1,4-Dichlorobenzene-d4 5.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 161 (3.527 min): BF083624.D (-159) (-) m/z 43.05 100.00%

43.0
59.1
5000

eeperemrmperemd N e
69.1 83.1 1ot 3.20 3.40 3.60 3.80

”.,”..,”..“..um:.w..:h..”;..”,.n.,.”.J”..“ m/z 59.10 55.69%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0 320 3.40 3.60 3.80
m/z 101.10 13.96%
15.0 310 101.0 b
...,”t.,”.Wﬂ”.uﬂh..,”:.,”..,”..?%9.,”.:J”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
B R mas s
3.20 3.40 3.60 3.80
5000 m/z 58.10 13.77%
41.0
50.0 73.0  86.0
R B e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e .,....,....
59.0 3.20 3.40 3.60 3.80
m/z 41.10 9.50%
5000 41.0
31.0
H 69.0 87.0
...,.1.5.0.,...M,....\,;\..?99.u\.,....\,....,...\.,..98.?....,. S \N—
m/z--> 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\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 3 unknown5.40 Concentration Rank 1

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

5.40 63.39 ng 2957180 1,4-Dichlorobenzene-d4 5.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 325 (5.402 min): BF083624.D (-322) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 AN U S R
40.1 544 5.00 5.20 5.40 5.60 5.80
S S TR .2 | m/z 68.10 45.66%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
5.00 5.20 5.40 5.60 5.80
310 510 m/z 134.10 33.36%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 500 520 5.40 5.60 5.80
5000 ggo 1160 m/z 66.10 27.87%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl-
132.0 500 5.20 5.40 5.60 5.80
m/z 69.10 17.49%
5000
67.0
91.0
....lu‘.sﬁ..‘o‘l‘l‘...w..“l.il-‘??..o..l..‘.|....|....|....
m/z--> 40 60 80 100 120 140 160 180 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 15
R.T. EstConc Area Relative to ISTD R.T.
11.23 2.11 ng 124190 Acenaphthene-d10 10.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 835 (11.231 min): BF083624.D (-832) (-) m/z 57.10 100.00%

57.1

5000

©
a1
[N

| 113.1 176 1 11.00 11.20 11.40 11.60
SN 0 WP S R S - S — m/z 43.10 75.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 ||||||||||||||||||||
85.0 11.00 11.20 11.40 11.60
20.0 m/z 71.10 57.06%
C L 130 1410 1600 282.0
T T e T [ e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T T
11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 36.95%
29.0 141.0
113.0 169.0
ﬁwwwwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane
57.0 11.00 11.20 11.40 11.60

m/z 41.10 36.79%

5000
29.0

\‘ Lol 1130 1410 169.0 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11. 20 11. 40 11. 60

[e0]
a1
o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 10
R.T. EstConc Area Relative to ISTD R.T.
13.84 4.09 ng 183410 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1063 (13.837 min): BF083624.D (-1060) (-) m/z 73.05 100.00%
431  73.0 7
5000 129.1
97.1 213.2
1491 4552 956.3 13.60 13.80 14.00 14.20
R— m/z 43.10 85.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
73.0
5000 LRI I UL B SUL

13.60 13.80 14.00 14.20
m/z 60.10 83.07%

97.0 129.0 256.0
IL L H At 1 152.00710 10402139 237.0
A AR A A
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
SMMMHNMMHF Hiee ¥ @1
43.0 13.60 13.80 14.00 14.20
5000 129.0 m/z 57.10 66.33%
171.0
97.0 214.0
L s R AL mas AL B S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid AN EEa TS S S
73.0 13.60 13.80 14.00 14.20
43.0 m/z 41.10 64 .58%
5000 129.0
185.0 228.0
Ty o |
m/z--> 20 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\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.85 2.53 ng 113329 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11,... 238 C18H22 006566-19-4 99
2 3.47-Diisopnropvibiphenvl 238 C18H22 061434-46-6 89
3 Anthracene. 1.4-dimethoxv- 238 C16H1402 013076-29-4 58
4 2-Propenoic acid. 3-(3.4.5-trime... 238 C12H1405 000090-50-6 53
5 4,4"-Diisopropylbiphenyl 238 C18H22 018970-30-4 52

Abundance Scan 1152 (14.854 min): BF083624.D (-1149) (-) m/z 223.20 100.00%

228.2
5000 181.1

14.60 14.80 15.00 15.20
m/z 238.20 58.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
5000 LI I L L L L L L L LB BN
14.60 14.80 15.00 15.20
153.0 m/z 181.10 47 .19%
55. o 8L0 104.0 H
S R -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223.0
14.60 14.80 15.00 15.20
5000 m/z 165.10 36.31%
43.0
165.0
104.0
15.0 77.0 128.0 195.0
R IS e LA o o L e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81138: Anthracene, 1,4-dimethoxy-
223.0 14.60 14.80 15.00 15.20
m/z 195.20 31.09%
5000 1520 195.0
126.0 J
90, 030 810 | eATep ||| oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 17-Pentatriacontene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14 .97 2.22 ng 107924 Chrysene-di12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 72
2 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 53
3 12-Bromo-1-dodecanol 264 C12H25BrO 003344-77-2 50
4 2-Hexenal. (E)- 98 C6H100 006728-26-3 49
5 3-Hexene, 2-methyl-, (2)- 98 C7H14 015840-60-5 38

Abundance Scan 1162 (14.968 min): BF083624.D (-1159) (-) m/z 55.10 100.00%

5000

14.60 14.80 15.00 15.20

m/z 69.10 92.67%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 L e BB e e
14.60 14.80 15.00 15.20
m/z 41.10 86.90%
25.0
‘ || ¥%6702100 267.0307.0 490.0
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
97.0 IIIIIIIIIIIIIIIIIIIIIII
14.60 14.80 15.00 15.20
5000 m/z 83.10 73.34%
167.0

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #96463: 12-Bromo-1-dodecanol R e EEaE L
9.0 14.60 14.80 15.00 15.20
m/z 43.10 69.72%
5000
148.0
29. 110
il 1], 2200
-y ,,,,,,,,, R e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 14. 60 14. 80 15. OO 15. 20

8270-BF120815.M Wed Dec 09 18:02:59 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 11 3-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.92 6.57 ng 319369 Chrysene-d12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 93
3 10-Heneicosene (c.t) 294 C21H42 095008-11-0 91
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 1333 (16.923 min): BF083624.D (-1330) (-) m/z 57.10 100.00%
57.1
97.1
5000

125.2
16.60 16.80 17.00 17.20
153.1 189.2216.0 250.2 282.2 321.2
e m/z 55.10 86.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106400: 3-Eicosene, (E)-
57.0

%

5000 LA L L L L L L L L
29.0 16.60 16.80 17.00 17.20
: m/z 43.10 78.57%
“ ‘ 139.0 167.0 196.0 224.0 252.0 280.0
ERAaanaeay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
R R mEEE
83.0 16.60 16.80 17.00 17.20
5000 m/z 97.10 67.74%
29.0 111.0
139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #114448: 10-Heneicosene (c,t) R R mEEE

16.60 16.80 17.00 17.20
m/z 83.10 63.87%

5000

is

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 60 16. 80 17. 00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.73 6.11 ng 296565 Chrysene-di12 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 90
3 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 89
4 1-Octadecanol 270 C18H380 000112-92-5 76
5 17-Pentatriacontene 491 C35H70 006971-40-0 74

Abundance Scan 1404 (17.734 min): BF083624.D (-1402) (-) m/z 57.10 100.00%
5000 \WA/V\,/~»-A/J\‘~JJ““¢JXM“/
25.1 17.40 17.60 17.80 18.00
191.2
| '.ll A 032002 2ar2zirz 41 3103 Tn/z 43.10  94.03%
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 LS AL BRI BN U
17.40 17. 60 17. 80 18. oo
29.0 250 m/z 55.10 75.56%
16801960
L “‘.‘ ‘.“‘ \‘ h ‘h I - . — I |22702|580 —
m/z--> 150 200 250 300 350
Abundance
43.0
97.0 280.0 17.40 17.60 17.80 18.00
5000 m/z 71.10 65.01%
125.0 251.0
153.0]_8]_.0209.0
m/z--> - "55' - 160" ' ﬁéo" ' 560" ' 550" "360" ' Séo"
Abundance #135653: Cyclodocosane, ethyl- R R e R REEE B
57.0 17.40 17.60 17.80 18.00
97.0 m/z 83.10 61.65%
5000
280 25.0
: 307.0
h“ 1 ] 1“i kJ\ 153.0181.0209.0237.0 278.0 | 336.0
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&1,0 17.40 17. 60 17. 80 18. oo

8270-BF120815.M Wed Dec 09 18:03:03 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Tritriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.41 6.56 ng 207641 Perylene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritriacontane 465 C33H68 000630-05-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane 240 C17H36 000629-78-7 83
4 Pentadecane 212 C15H32 000629-62-9 81
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1463 (18.409 min): BF083624.D (-1461) (-) m/z 57.10 100.00%

g

5000

18.00 18.20 18.40 18.60 18.80
m/z 71.10 62.16%

141.1179.1 239.2 281.1320.1356.2 400.3 464.3
m/iz--> 0 50 100 150 200 250 300 350 400 450

Abundance #165868: Tritriacontane

g
o

5000 LA L L L L L L L L L
18.00 18.20 1840 18.60 18.80
m/z 43.10 57.27%
LLL) H | 14101830 2250 2810 3230 3790 4210 4640
iy e s A N
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
e
18.00 18.20 18.40 18.60 18.80
5000 m/z 85.10 46.01%

99.0
141.0 183.0 225.0 267.0 309.0 351.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450

%

Abundance #82606: Heptadecane A ERmEa mEa S
57.0 18.00 18.20 18.40 18.60 18.80
m/z 55.10 21.38%
5000
99.0
15. “14101330 2400
m/z--> 0 50 100 150 200 250 300 350 400 450 18. OO 18 20 18 40 18. 60 18 80

8270-BF120815.M Wed Dec 09 18:03:04 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 Hop-22(29)-en-3.beta.-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.87 11.75 ng 371943 Perylene-d12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 94
2 A"-Neoogammacer-22(29)-en-3-one 424 C30H480 025615-11-6 93
3 4.8-Methanoazulen-9-o0l. decahvdr... 222 C15H260 004586-22-5 58
4 1-Formvl-2.2.6-trimethvl-3-cis-(... 220 C15H240 1000144-10-1 55
5 Cedran-diol, 8S,14- 238 C15H2602 062600-05-9 55

Abundance Scan 1678 (20.866 min): BF083624.D (-1675) (-) m/z 95.10 100.00%

1

5000

0o 3152 5703 4Lldgys g 20.60 20.80 21.00 21.20
m/z 69.10 96.02%

m/z--> 50 100 150 200 250 300 350 400
Abundance #161281: Hop-22(29)-en-3.beta.-ol
189.0
95.0
55.0
5000 135.0 TTT TTrTT TTrTT TTr T TTrTT

20!60 20.I80 21.IOO 21.I20
m/z 135.10 93.01%

L B s
m/z--> 50 100 15

H %29.0 29‘7.0‘ 344.0378.0411.0
T

0 200 250 300 350 400

Abundance
189.0
LN BREEE B
20.60 20.80 21.00 21.20
5000 81.0 m/z 81.10 89.37%
' 424.0
41.0 121.0
245.0 313.0 3680
T e e e e T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #71028: 4,8-Methanoazulen-9-ol, decahydro-2,2,4,8-tetramet... Al B B
109.0 189.0 20.60 20.80 21.00 21.20
430 m/z 55.10  88.44%
5000
48.0 222.0
Ly ,M.J..,....,....,....,...., e
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083624.D

Aca On : 9 Dec 2015 6:08

Operator : UM/I1Z

Sample : 6G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.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 15 unknown21.84 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.84 17.80 ng 563539 Perylene-d12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.3.0.0(7.91nonane. 2.... 206 C15H26 054832-82-5 43
2 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 42
3 1-Isopropenvl-4_.5-dimethvibicvcl... 330 C21H300S 1000195-85-4 30
4 1.6.10.14.18.22-Tetracosahexaen-... 426 C30H500 054159-46-5 25
5 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 20
Abundance Scan 1763 (21.837 min): BF083624.D (-1760) (-) m/z 69.10 100.00%
69.1
5000
205.2 2733 | T T T T T T T T T T T T
g m/z 95.10 77 .62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60324: Tricyclo[4.3.0.0(7,9)]nonane, 2,2,5,5,8,8-hexameth...
69.0 135.0
5000 1910 T rrr [ 1 rr [ 1117
20.0 21.40 21.60 21.80
' m/z 55.10 73.95%
|‘||‘|J Ouwi:“:::‘l‘::::||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
2140 2160 2180
5000 109.0 m/z 81.10 63.39%
151.0 220.0
miz-> 50 100 150 200 250 300 350 400
Abundance #132884: 1-Isopropenyl-4,5-dimethylbicyclo[4.3.0]nonan-5-y... i B e
95.0 21.40 21.60 21.80
m/z 123.10 59.41%
149.0
5000,  55.0 205.0
313.0
Ly ] 2sr0ane
m/z--> 50 100 1&'30 2(')0 250 3(')0 3&'30 4(')0 21.'40 21.|60 21.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120815\
Data File : BF083624.D

Acq On : 9 Dec 2015 6:08

Operator : UM/1Z

Sample - G4647-05

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120815.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]
unknownl.85 1.85 10.3 ng 478613 1 5.70 933050 20.0
2-Pentanone, 4-hy... 3.53 14.6 ng 681693 1 5.70 933050 20.0
unknown5 .40 5.40 63.4 ng 2957180 1 5.70 933050 20.0
Eicosane 11.23 2.1 ng 124190 3 10.38 1175520 20.0
n-Hexadecanoic acid 13.84 4.1 ng 183410 4 12.79 896461 20.0
10,18-Bisnorabiet... 14.85 2.5 ng 113329 4 12.79 896461 20.0
17-Pentatriacontene 14 .97 2.2 ng 107924 5 16.99 971545 20.0
3-Eicosene, (E)- 16.92 6.6 ng 319369 5 16.99 971545 20.0
Ethanol, 2-(tetra... 17.73 6.1 ng 296565 5 16.99 971545 20.0
Tritriacontane 18.41 6.6 ng 207641 6 18.64 633247 20.0
Hop-22(29)-en-3.b... 20.87 11.8 ng 371943 6 18.64 633247 20.0
unknown21.84 21.84 17.8 ng 563539 6 18.64 633247 20.0
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