LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On = 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEMI1\BNA_F\METHODS\8270-BF011415_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.327 18 21 26 rBv 3370 7067 1.26% 0.096%
2 1.407 26 28 35 rBv 23357 48613 8.67% 0.660%
3 3.830 237 240 251 rBvY 36481 90797 16.19% 1.233%
4  4.802 322 325 338 rBVY 242270 510166 90.96% 6.930%
5 7.179 529 533 537 rBVY 294881 501447 89.41% 6.812%
6 7.259 537 540 547 rVB 344620 560859 100.00% 7.619%
7 7.762 582 584 588 rBvY 79697 135011 24.07% 1.834%
8 8.082 609 612 616 rBY 218529 381927 68.10% 5.188%
9 9.065 695 698 703 rBvY 213758 328048 58.49%  4.456%
10 10.676 836 839 843 rBv 124643 191477 34.14% 2.601%
11 13.328 1068 1071 1075 rBV 311846 494612 88.19% 6.719%
12 14.403 1162 1165 1168 rVB 10775 15704 2.80% 0.213%
13 14.803 1197 1200 1204 rBV 129734 209327 37.32% 2.844%
14 15.260 1236 1240 1241 rBV2 3169 6831 1.22% 0.093%
15 16.471 1343 1346 1347 rBV 8771 12180 2.17% 0.165%
16 16.517 1347 1350 1353 rVV 293022 381248 67.98% 5.179%
17 17.020 1390 1394 1397 rBV2 6670 10848 1.93% 0.147%
18 17.077 1397 1399 1403 rBV2 5175 11997 2.14% 0.163%
19 17.157 1403 1406 1409 rVB2 4500 7065 1.26% 0.096%
20 17.294 1415 1418 1422 rVB3 2765 7074 1.26% 0.096%
21 17.363 1422 1424 1427 rBV 5854 7822 1.39% 0.106%
22 17.637 1445 1448 1450 rBvY 187102 230836 41.16% 3.136%
23 17.671 1450 1451 1452 rVB 10108 7272 1.30% 0.099%
24 17.820 1460 1464 1465 rBV 3201 8082 1.44% 0.110%
25 18.151 1490 1493 1495 rBV2 2036 5617 1.00% 0.076%
26 18.323 1504 1508 1511 rBV3 2054 7188 1.28% 0.098%
27 18.643 1534 1536 1540 rBV3 29244 45371 8.09% 0.616%
28 18.826 1549 1552 1553 rBV3 3452 5857 1.04% 0.080%
29 18.917 1558 1560 1563 rBV3 3891 8154 1.45% 0.111%
30 19.203 1584 1585 1587 rBV2 3795 6793 1.21% 0.092%
31 19.340 1592 1597 1599 rVVv2 242621 401831 71.65% 5.459%
32 19.374 1599 1600 1606 rVB2 15583 15164 2.70% 0.206%
33 19.603 1618 1620 1622 rBV 30037 34493 6.15% 0.469%
34 19.649 1622 1624 1627 rVV4 4224 7889 1.41% 0.107%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On = 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF011415.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.774 1634 1635 1638 rVB2 5222 7716 1.38% 0.105%
36 19.877 1641 1644 1647 rVB 523890 556860 99.29% 7.565%
37 20.266 1674 1678 1680 rBV 6970 13668 2.44% 0.186%
38 20.506 1696 1699 1702 rBV2 6117 11606 2.07% 0.158%
39 20.586 1703 1706 1708 rvv4 6885 13763 2.45% 0.187%
40 20.689 1712 1715 1718 rVv4 4575 9272 1.65% 0.126%
41 20.975 1737 1740 1742 rBV3 2714 6243 1.11% 0.085%
42 21.135 1750 1754 1757 rBV2 282794 534610 95.32% 7.262%
43 21.340 1771 1772 1775 rBV2 4432 7074 1.26% 0.096%
44 21.535 1787 1789 1795 rBV4 8900 22188 3.96% 0.301%
45 21.832 1813 1815 1820 rVB6 4280 9955 1.77% 0.135%
46 21.923 1820 1823 1827 rBV 48274 73780 13.15% 1.002%
47 22.232 1849 1850 1852 rBV2 4431 5883 1.05% 0.080%
48 22.300 1853 1856 1859 rBV3 9367 19614 3.50% 0.266%
49 22.346 1859 1860 1862 rBVY 10968 21542 3.84% 0.293%
50 22.666 1885 1888 1891 rBV3 43883 73285 13.07% 0.996%
51 22.723 1891 1893 1895 rVvV 21415 26562 4.74% 0.361%

52 22.780 1895 1898 1902 rVV 185759 222641 39.70% 3.024%
53 23.398 1946 1952 1954 rBV 49869 120459 21.48% 1.636%

54 23.443 1954 1956 1960 rVB5 19418 39134 6.98% 0.532%
55 23.741 1979 1982 1986 rBV 25200 49873 8.89% 0.677%
56 24.152 2015 2018 2021 rBvV4 19540 35197 6.28% 0.478%
57 24.209 2021 2023 2026 rVB4 22180 41402 7.38% 0.562%

58 24.312 2028 2032 2035 rBV 161014 314002 55.99% 4._.266%
59 24.461 2042 2045 2049 rBV 214996 420411 74.96% 5.711%

Sum of corrected areas: 7361407
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO77075.D
500000

400000
7.26

300000 7.38
8.08 9.06
200000

100000 7.76

141 3.83

L3

O rr—r—rr T e T e T T T T T T T T T T T T e T T T T T
Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BFO77075.D

500000

400000

13.33
300000 16.52

200000 17.64

10.68 14.80
100000

14.40 15.26 16/47  17m0aG.86! /| £78218.18.32

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BFO77075.D

500000 1988

400000
300000 21.13
19.34

200000

100000

64 .60
148949 317f g5[7 20.270B8%$20.9

e e T T e

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown3.83 Concentration Rank 5

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

3.83 13.45 ng 90797 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 36
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
3 Acetone 58 C3H60 000067-64-1 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 240 (3.830 min): BF077075.D (-237) (-) m/z 43.00 100.00%
43 5o
5000
101 N I NV
| 83 340 3.60 3.80 4.00 4.20
SNBSS NSNS | RSN~ SN MMM m/z 59.10 79.42%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59
5000 41 USRI R R R
31 3.40 3.60 3.80 4.00 4.20
69 a7 m/z 101.10 23.97%
s ) s, .
miz--> 0 10 20 30 4'0 50 60 70 8 80 100 110
Abundance
43
340 3.60 3.80 4.00 4.20
5000 5 m/z 58.00 20.84%
15 101
25 31 37 53 83
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #205: Acetone T RRmaE B
43 3.40 360 3.80 4.00 4.20
m/z 41.10 10.37%
5000
15
58
27
"W?'”IJ"P'JH'”'IM"P'”I'”'I”"P"W'”'I”"P I R R R
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.26 Concentration Rank 1

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

7.26 83.08 ng 560859 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 540 (7.259 min): BF077075.D (-537) (-) m/z 132.00 100.00%
5000 68
0 s |l g % 0s T8 750 740 7k
m/z 68.10 38.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 RN SARRS AR SRS R
7.00 7.20 7.40 7.60
33 44 o 97 105 m/z 134.00 30.89%
"I"”I""I"'W""?}"??”"l"TFI'?ﬁl"'LI"J' }}ﬁl""l T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
700 7.20 7.40 7.60
5000 m/z 66.10 26.37%
104
66
14 27 37445l gg T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine R S S EEanma
132 7.00 7.20 7.40 7.60
m/z 69.05 16.38%
5000
104
51 65 78
"I"“I""I“'?f"“ih"'I”M'I"'MI“"?}"'P't'l'}iz""l"' N U SR UL UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknownl8.64 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.64 3.93 ng 45371 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 43
2 Undecanoic acid 186 C11H2202 000112-37-8 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Methyl 6-0-[1-methylpropyl]-.bet... 250 C11H2206 1000126-15-7 43
5 11-Bromoundecanoic acid 264 C11H21Br02 002834-05-1 37
Abundance Scan 1536 (18.643 min): BFO77075.D (-1534) (-) m/z 60.00 100.00%
s P73
5000 97 129
|”‘ﬁijn5‘ 185 23 1840 18.60 18.80 19.00
el M e L Tm/Zz 57.10 93.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65566: Tridecanoic acid
60 783
43
5000
129 18.40 18.60 18.80 19.00
29 ‘ 8 o 115 1 214 m/z 55.00 84.23%
185
18 W “hulw“ﬂﬁglﬂmlth N ,,}fq}?ﬁl .k.,ﬂ.}??....,...
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73
18.40 18.60 18.80 19.00
5000 43 m/z 73.00 83.12%
29 85 129 143
186
18 97 115 157 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37193: n-Decanoic acid R B s B B
60 73 18.40 18.60 18.80 19.00
m/z 43.10 78.53%
41
5000 129
29 7 115
143
s WA A | Pass 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Hexacosanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.92 2.76 ng 73780 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 86
2 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 58
3 1-Octadecene 252 C18H36 000112-88-9 58
4 1-Heptadecanol 256 C17H360 001454-85-9 53
5 Cyclotetradecane 196 C14H28 000295-17-0 46
Abundance Scan 1823 (21.923 min): BF077075.D (-1820) (-) m/z 57.10 100.00%
5000
111
. | l 141 21'60 21.80 22.00 22.20
i e m/z 43.05 87.39%
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43
5000 83 LIS SUNA SR UL
21.60 21.80 22.00 22.20
18 ﬂ 1 m/z 55.05 76.25%
‘h“\ we ‘Jﬂ “ | ,139 168 196 224 252 278 308 336 364
m/z--> éo 160 1éo 260 2éo 360 3éo
Abundance
57 83
21'60 21.80 22.00 22.20
5000 111 m/z 83.05 58.25%
29
139 167185 210 238 263
m/z--> éo 160 1éo 200 250 360 3éo
Abundance #89783: 1-Octadecene B RAmEE R
5 21.60 21.80 22.00 22.20
83 m/z 97.10 56.66%
5000
i il WA"’\MA/\N\
N ' | | |13 168 106 204 252
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3éo 21.I60 21.|80 22.'00 22.'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 3-Heptadecenal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.67 6.58 ng 73285 Perylene-di12 22.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptadecenal 252 C17H320 1000143-48-7 64
2 E-7-Octadecene 252 C18H36 1000130-92-0 64
3 Perylene 252 C20H12 000198-55-0 41
4 l1-Hentetracontanol 593 C41H840 040710-42-7 38
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 35
Abundance Scan 1888 (22.666 min): BF077075.D (-1885) (-) m/z 252.10 100.00%
7 252
43
5000
' '2'24'0' 'z'ze'o' 'z'zs'o' 2300
A R m/z 57.10 96.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89754: 3-Heptadecenal
43 57
7083
5000 97 R SRR SR U R
2240 22.60 22.80 23.00
111 m/z 43.10 74.07%
‘ H 1%51§9154 194207 226 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
69 L SRR UL SULLN S
%w 22.40 22.60 22.80 23.00
5000 56 m/z 69.10 61.82%
111
25 252
139154168182196210224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89813: Perylene Al EEARE RS
252 22.40 22.60 22.80 23.00
m/z 55.10 60.59%
5000
125
17 39 62 %%mM 150 174187200 224 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2240 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown23.40 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.40 10.82 ng 120459 Perylene-d12 22.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Trifluoromethylbenzoic acid, t... 386 C22H33F302 1000281-83-6 49
2 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 49
3 Acetic acid, chloro-, octadecyl ... 346 C20H39CI102 005348-82-3 49
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 49
5 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 49
Abundance Scan 1952 (23.398 min): BF077075.D (-1946) (-) m/z 57.10 100.00%
7
5000
3 125 159 190208 o 25100 23,20 23,40 2960 2380
m/z 97.10 68 .86%
m/z--> 50 100 150 200 250 300 350
Abundance #153043: 3-Trifluoromethylbenzoic acid, tetradecyl ester
43 173
191
145
5000 UL U
23.00 23.20 23.40 23.60 23.80
]25 m/z 55.10 63.42%
I“I‘I‘ \‘ I\ \‘ H M\\I‘I“ Al |||2|4|5|||||||||||36|7
m/z--> 150 200 250 300 350
Abundance
43
83 LINNRUNR L R BN
23.00 23.20 23.40 23.60 23.80
5000 m/z 69.10 54 .44%
111
65 139 168 196
m/z--> 50 100 150 200 250 300 350
Abundance #139661: Acetic acid, chloro-, octadecy! ester e EREEE RS
7 8 23.00 23.20 23.40 23.60 23.80
m/z 43.10 51.71%
5000 111
8 | 1190 169 207505 250 207
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 wunknown23.44 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.44 3.52 ng 39134 Perylene-d12 22.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentadecanone, 6,10,14-trimethyl- 268 C18H360 000502-69-2 32
2 8-Nonen-2-one 140 C9H160 005009-32-5 25
3 2-Nonadecanone 282 C19H380 000629-66-3 25
4 2-Dodecanone 184 C12H240 006175-49-1 23
5 Cycloheptanol, 2-chloro-, trans- 148 C7H13CIO 069578-07-0 22
Abundance Scan 1956 (23.443 min): BF077075.D (-1954) (-) m/z 59.00 100.00%
59
43
5000
AN A
g5 108 171 RN LI BRI BN B
| Yy 281 BEBLBREY
e e Ll L U m/z 58.00 86.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99468: 2-Pentadecanone, 6,10,14-trimethyl-
43 58
71
5000
23.20 23.40 23.60 23.80
4 m/z 43.10 72.76%
| 138 155 179 210
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
58 23120 23.40 23.60 23.80
5000 m/z 71.10 54 _27%

71

85 11192514
Tmmwwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107622: 2-Nonadecanone R Al BAmaE B s
23.20 23.40 23.60 23.80
m/z 55.10 25.30%

5000

111127 152166180 222 239 267282
A R R ma
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Indan, 1-methyl-3-nonyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.74 4.48 ng 49873 Perylene-di12 22.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan, l1l-methyl-3-nonyl- 258 C19H30 029138-85-0 53
2 Naphthalene, 1,2,3,4-tetrahydro-... 258 C19H30 033425-49-9 53
3 1H-Indene, 2,3-dihydro-1-methyl-._.. 244 C18H28 029138-84-9 42
4 4,5-Diphenylocta-1,7-diene(meso) 262 C20H22 1000215-92-7 42
5 1-Cyclohexyldimethylsilyloxybutane 214 C12H260Si 1000281-95-6 42
Abundance Scan 1982 (23.741 min): BF077075.D (-1979) (-) m/z 131.00 100.00%
131
5000
13 105 23.40 23.60 23.80 24.00
145 165181 203
ek BT AL 35 100181 203 s 00 14067
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93481: Indan, 1-methyl-3-nonyl-
131
5000
23.40 23.60 23.80 24.00
m/z 43.10 8.65%
152943 57 779 115 | 145159 207 2432?8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
23.40 23.60 23.80 24.00
5000 m/z 105.00 8.59%
529435 779 115 | 155 258
W‘TWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84927: 1H-Indene, 2,3-dihydro-1-methyl-3-octyl-  REaaa e R
131 23.40 23.60 23.80 24.00
m/z 75.00 7.81%
5000
15294357 779 115 | 145059 207 2292?4
LR R R RN LR RN R RN SRR B AN BLLEE BRL BN rprrrryrrrryTTT T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknown24.15 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

24 .15 3.16 ng 35197 Perylene-d12 22.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 47
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 43
3 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 43
4 Estran-17-one, 3-hydroxy-, (3.al... 276 C18H2802 001225-01-0 42
5 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 37

Abundance Scan 2018 (24.152 min): BF077075.D (-2015) (-) m/z 276.10 100.00%

216

5000
326 i

23.80 24.00 24.20 24.40
m/z 57.10 56.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104305: Indeno[1,2,3-cd]pyrene
276
5000 LA LI L L L L B LB B B
138 23.80 24.00 24.20 24.40
m/z 55.10 47 .35%
55 74 92 112 158174 198 224 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
276
A R B
23.80 24.00 24.20 24.40
5000 m/z 83.10 42 .52%
T W\JJ\AN}\W
57 91 112 222 252
WWTWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104308: Dibenzo[def,mno]chrysene e REREE
276 23.80 24.00 24.20 24.40
m/z 69.10 34.22%
5000
138
27 43 60 77 93 111 m 155 198 222 248 |
et e e e e e e e e e e e A R B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 23 80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknown24.21 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

24.21 3.72 ng 41402 Perylene-d12 22.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Tetradecanol 214 C14H300 001653-32-3 32
2 2-Nonadecanone 282 C19H380 000629-66-3 27
3 Octanal, 7-hydroxy-3,7-dimethyl- 172 C10H2002 000107-75-5 25
4 2,15-Hexadecanedione 254 C16H3002 018650-13-0 14
5 6-Methyl-2-tridecanone 212 C14H280 073105-73-4 14

Abundance Scan 2023 (24.209 min): BF077075.D (-2021) (-) m/z 59.05 100.00%

5000

120 147162179 503519 267

281 23.80 24.00 24.20 24.40 24.60
m/z 58.00 70.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65760: 3-Tetradecanol

5000
23.80 24.00 24.20 24.40 24.60

m/z 43.10 59.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 58
A B e
23.80 24.00 24.20 24.40 24.60
5000 m/z 57.10 53.73%
29 85
111127 152166180 222 239 267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37263: Octanal, 7-hydroxy-3,7-dimethyl- A ERmEa mEa S
59 23.80 24.00 24.20 24.40 24.60
m/z 71.10 41.63%
5000 43
81 96 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23. 80 24, 00 24 20 24. 40 24, 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 D-Friedoolean-14-en-3-one Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24 .31 28.21 ng 314002 Perylene-di12 22.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 76
2 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 64
3 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 000489-39-4 41
4 Seychellene 204 C15H24 020085-93-2 38
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24

1000193-60-8 38

Abundance Scan 2032 (24.312 min): BF077075.D (-2028) (-) m/z 133.10 100.00%
3
285
5000
R R IREEE SRS SRS R R
l I 409 24.00 24.20 24.40 24.60
— H.J:.,....,....,!J. m/z 55.10 74.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160966: D-Friedoolean-14-en-3-one
4L 204
300
69 133
5000 95 R R IREEE SRS SRS R R
24.00 24.20 24.40 24.60
m/z 204.20 73.14%
‘ 161 232 272
..‘MHHW 8 NWWN,MN.MJ....,....,...
m/z--> 50 100 150 200 250 300 350 400
Abundance
4 161
93 LA L L L B L L L BB L |
69 24.00 24.20 24.40 24.60
5000 121 204 m/z 95.10 61.32%
LI I L I L B B L L B V\/\/W\J\\}\’W\I\
m/z--> 50 100 150 200 250 300 350 400
Abundance #58923: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimethyl-... T
41 161 24.00 24.20 24.40 24.60
0
6 03 204 m/z 107.10 60.00%
121
- WA’/M’\/\/\
.w ‘J. . k. N R
m/z--> 50 100 150 200 250 300 350 400 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On : 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 (-)-Caryophyllene-(11) Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .46 37.77 ng 420411 Perylene-di12 22.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Caryophyllene-(I11) 204 C15H24 1000156-13-1 62
2 Guaia-3,9-diene 204 C15H24 000489-83-8 53
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 49
4 1H-Cycloprop[e]azulene, 1la,2,3,5... 204 C15H24 021747-46-6 46
5 1R,4S,7S,11R-2,2,4,8-Tetramethyl ... 204 C15H24 1000140-07-6 46
Abundance Scan 2045 (24.461 mm) BF077075.D (-2042) (-) m/z 135.10 100.00%

5000

%

24.20 24.40 24.60 24.80
m/z 204.20  99.46%

m/z--> 50 100 150 200 250 300 350 400
Abundance #58688: (-)-Caryophyllene-(11)
107 133 161
81 189
5000 41 R o i e e Kl
24.20 24.40 24.60 24.80
} m/z 55.10 83.81%

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

105 135 161 204

24.20 24.40 24.60 24.80

soon] 4 m/z 133.05 83.81%
81
m/z--> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... A AL
204 24.20 24.40 24.60 24.80
m/z 95.10 77.87%
5000
123 161
MV‘VH,L.
m/z--> 50 150 200 250 300 350 400 24. 20 24. 40 24 60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
Data File : BFO77075.D

Acq On = 27 Jan 2015 5:58

Operator : TP/1Z

Sample : G1159-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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]
unknown3 .83 3.83 13.4 ng 90797 1 7.76 135011 20.0
unknown7 .26 7.26 83.1 ng 560859 1 7.76 135011 20.0
unknownl18.64 18.64 3.9 ng 45371 4 17.64 230836 20.0
1-Hexacosanol 21.92 2.8 ng 73780 5 21.15 534610 20.0
3-Heptadecenal 22.67 6.6 ng 73285 6 22.78 222641 20.0
unknown23.40 23.40 10.8 ng 120459 6 22.78 222641 20.0
unknown23.44 23.44 3.5 ng 39134 6 22.78 222641 20.0
Indan, 1-methyl-3... 23.74 4.5 ng 49873 6 22.78 222641 20.0
unknown24 .15 24_15 3.2 ng 35197 6 22.78 222641 20.0
unknown24 .21 24 .21 3.7 ng 41402 6 22.78 222641 20.0
D-Friedoolean-14-_... 24.31 28.2 ng 314002 6 22.78 222641 20.0
(-)-Caryophyllene... 24.46 37.8 ng 420411 6 22.78 222641 20.0
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