LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097402.D

Aca On : 5 Aug 2017 17:31 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 14611-01 EO-01-080317-A

ALS Vial : 13 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-BF072517.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 2.581 130 135 141 rBvV 212818 473720 19.33% 1.819%
2 4_.551 466 470 490 rBV 328923 599833 24.47% 2.303%
3 5.028 547 551 570 rBVY 2053436 2451157 100.00% 9.412%
4 6.098 729 733 747 rBV 1973347 2397820 97.82% 9.207%
5 6.204 747 751 757 rVB 2282736 2391364 97 .56% 9.183%
6 6.422 785 788 797 rVB 580484 550693 22.47% 2.115%
7 6.581 811 815 825 rVB 1702873 1563844 63.80% 6.005%
8 6.998 882 886 893 rBY 1597454 1505885 61.44% 5.782%
9 7.704 1003 1006 1017 rBV 730964 780206 31.83% 2.996%
10 8.786 1185 1190 1193 rBV 2099779 1857646 75.79% 7.133%
11 9.186 1255 1258 1263 rVB 293114 244490 9.97% 0.939%
12 9.310 1275 1279 1285 rBV 77755 78933 3.22% 0.303%
13 9.410 1293 1296 1299 rBV 35218 31279 1.28% 0.120%
14 9.451 1299 1303 1307 rBV 698076 615275 25.10% 2.363%
15 9.904 1378 1380 1384 rVB 57372 43072 1.76% 0.165%
16 9.998 1392 1396 1403 rVB5 16179 30360 1.24% 0.117%
17 10.057 1403 1406 1409 rBVvV4 15653 26394 1.08% 0.101%
18 10.239 1433 1437 1444 rBVY 1099955 1015670 41.44% 3.900%
19 10.374 1457 1460 1461 rBvV2 58822 49656 2.03% 0.191%
20 10.821 1533 1536 1539 rBV 38693 34296 1.40% 0.132%

21 10.921 1549 1553 1555 rBvV 555061 463161 18.90% 1.778%
22 10.945 1555 1557 1561 rVvVv 130074 107826 4._.40% 0.414%

23 10.998 1563 1566 1569 rVB 85418 74132 3.02% 0.285%
24 11.080 1577 1580 1581 rBV3 23193 30297 1.24% 0.116%
25 11.245 1605 1608 1612 rBV2 28665 40462 1.65% 0.155%
26 11.339 1621 1624 1627 rBV2 91971 86139 3.51% 0.331%
27 11.421 1635 1638 1641 rBV 62876 65880 2.69% 0.253%
28 11.451 1641 1643 1645 rVB 65359 47040 1.92% 0.181%

29 11.480 1645 1648 1654 rBV2 199206 223589 9.12% 0.859%
30 11.527 1654 1656 1659 rBV 92524 101289 4._.13% 0.389%

31 11.651 1674 1677 1683 rBV7 28393 46598 1.90% 0.179%
32 11.968 1728 1731 1734 rBV 83735 92305 3.77% 0.354%
33 12.015 1734 1739 1741 rVV6 66329 126763 5.17% 0.487%
34 12.039 1741 1743 1745 rVB 68691 56242 2.29% 0.216%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097402.D

Aca On : 5 Aug 2017 17:31 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : 14611-01 EO-01-080317-A

ALS Vial : 13 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-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.127 1754 1758 1761 rBV 548781 471565 19.24% 1.811%

36 12.263 1778 1781 1787 rBV3 141123 185118 7.55% 0.711%
37 12.351 1791 1796 1799 rBV 535889 511403 20.86% 1.964%
38 12.504 1818 1822 1829 rVB 1406539 1351110 55.12% 5.188%
39 12.751 1861 1864 1866 rVB2 64201 61254 2.50% 0.235%
40 12.786 1867 1870 1877 rVB2 85165 106534 4 _.35% 0.409%

41 12.874 1883 1885 1887 rVB2 52601 41593 1.70% 0.160%
42 12.904 1888 1890 1894 rBV 49257 45696 1.86% 0.175%
43 13.427 1976 1979 1983 rVB 161831 187650 7.66% 0.721%
44 13.545 1994 1999 2002 rBV2 644841 832384 33.96% 3.196%
45 13.568 2002 2003 2007 rVB 252223 205957 8.40% 0.791%

46 14.057 2084 2086 2093 rVvB4 131744 178797 7.29% 0.687%
47 14.539 2165 2168 2178 rVB 264612 419640 17.12% 1.611%
48 14.786 2208 2210 2213 rVB 150945 124045 5.06% 0.476%
49 14.839 2216 2219 2224 rVB 211058 231592 9.45% 0.889%
50 14.886 2224 2227 2231 rBV 284962 326892 13.34% 1.255%

51 16.933 2567 2575 2582 rBV2 439828 981903 40.06% 3.770%
52 17.139 2602 2610 2626 rVB3 522069 1476093 60.22% 5.668%

Sum of corrected areas: 26042542
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097402.D
6]20

5.03
6.10

2000000

6.58
7.00

1500000

1000000

6.42

500000
4.55

i

o= ——— e e e

1
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097402.D

2000000

12.50
1500000

10.24

1000000
.70 9.45 12.1312.35

500000
0 L. T e T R

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF097402.D

2000000

1500000

1000000

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 (S)-(+)-1,2-Propanediol Concentration Rank 6

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

2.58 17.20 ng 473720 1,4-Dichlorobenzene-d4 6.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 43
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 135 (2.581 min): BF097402.D (-130) (-) m/z 45.00 100.00%
4.0
5000
9.0 550 610 750 220 2.40 2.60 2.80 3.00
O'P”W””P”W””P”W””P“W”L'”W””P”WL”P”W”“P“W””I m/z 43.00 17.54%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000

220 2.40 2.60 2.80 3.00
m/z 44.00 4._.88%

31.0

0 14.019.0 26,077 39.0 |, 55.0 61.0 75.0
B A s S
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45.0
2.20 2.40 2.60 2.80 3.00
5000 m/z 61.00 4 _43%
29.0
. 14.019.0 39.0 55.0 610 76.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #295: Isopropy! Alcohol S B e S 2 S
45.0 220 240 2.60 2.80 3.00

m/z 46.10 2.29%

5000 /Lw
27.0
19.0
14.019 320 390 59.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 220 2.40 260 280 3.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5

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

4_.55 21.78 ng 599833 1,4-Dichlorobenzene-d4 6.43
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 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 470 (4.551 min): BF097402.D (-466) (-) m/z 43.00 100.00%
43.0
5000 59.0
| e ™ W0 a4k ag0
N 1T L DS m/z 59.00 50.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 420 4.40 4.60 4.80
0
150 4, 1010 m/z 101.10 14.71%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
420 440 4.60 480
5000 m/z 58.00 12.13%
41.0
29.0 101.0
ol 73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
59.0 420 4.40 4.60 4.80
m/z 41.05 8.69%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.20 Concentration Rank 2

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

6.20 86.85 ng 2391360 1,4-Dichlorobenzene-d4 6.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 750 (6.198 min): BF097402.D (-747) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 | %.1 580 6.00 620 640 6.60
0 ..,....,....,...:,“.'...,.!..,::.-.' 850 | gpro L m/z 68.05 41.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 R S AR R
5.80 6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 31.43%
0'W'”'P'”I”'“'h'M'”I”'W”'W'”'P'”I”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 6.0 6.40 6.60
5000 67.0 m/z 65.95  27.90%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole e EEAREREmaE R

132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 16.57%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.14 ng 49656 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 72
2 Eicosane 282 C20H42 000112-95-8 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 64
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 64
Abundance Scan 1459 (10.369 min): BF097402.D (-1457) (-) m/z 57.10 100.00%
57.1
5000
85.1
140.1168.0 AR R B B
| | " 10.00 10.20 10.40 10.60
0! b e bl m/z 43.05 81.60%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 AR R B B
85.0 10,00 10.20 10.40 10.60
29.0 m/z 71.05 48 .30%
oL L h “‘h"ﬂ1?014101690197022502530281030903380
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57.0
10,00 10.20 10.40 10.60
5000 m/z 41.00 37.14%
85.0
29.0
o 113.0141.0169.0197.0225.0253.0282.0
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #202662: Heptacosane L B o
57.0 10.00 10.20 10.40 10.60
m/z 85.10 34.23%
5000
85.0
0 290{ 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 3&'30 10.00 10. 20 10.40 10.60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Decanoic acid, methyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.34 3.72 ng 86139 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 94
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 83
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 74
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 74

Abundance Scan 1624 (11.339 min): BF097402.D (-1621) (-) m/z 74.00 100.00%
74.0
5000 43.0
‘ml mwm;?1m1ﬂomn 11.00 11.20 11.40 11.60
1 SITE N B v e m/z 87.00 68.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50090: Decanoic acid, methyl ester
74.0
5000
11.00 11.20 11.40 11.60
43.0 143.0 m/z 43.05 44 _07%
o150, | e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11.00 11.20 11.40 11.60
5000 m/z 55.05 31.27%
43.0 143.0
5150 10101539 1850 80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester e o A REREE R
74.0 11.00 11.20 11.40 11.60
m/z 41.00 30.94%
5000 43.0
0L ‘\ U | 97011 1430 1850 2210 2700
m/z--> 20 45 60 85 100 120 140 160 180 200 220 240 260 11,00 11.20 11,40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Anthracene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.42 2.84 ng 65880 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 90
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 87
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 87
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 81

Abundance Scan 1638 (11.421 min): BF097402.D (-1635) (-) m/z 192.05 100.00%

19%.1

5000

165.1 11.20 11.40 11.60 11.80

m/z 191.10 53.32%

99.1 125.2

39.0 62.9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54734: Anthracene, 2-methyl-

A
TITT T[T T T T[T T T T TT T T T

11.20 11.40 11.60 11.80
m/z 189.10  31.54%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
192.0
11.20 11.40 11.60 11.80
5000 m/z 190.10 19.33%
165.0

39.0 63.0 96.0 139.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54727: 1H-Indene, 2-phenyl-

192.0 11.20 11.40 11.60 11.80
m/z 193.10 18.09%

5000

39.0 63.0 89.0 115.0139 9

Al

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5H-Dibenzo[a,d]cycloheptene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.45 2.03 ng 47040 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 94
2 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 94
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91

Abundance Scan 1643 (11.451 min): BF097402.D (-1641) (-) m/z 192.05 100.00%

19%.1

11.20 11.40 11.60 11.80
o

m/z 191.10 61.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #54757: 5H-Dibenzo[a,d]cycloheptene MJLLA_AJ\M
192.0

~

5000 LN L L L L L LB
11.20 11.40 11.60 11.80
165.0 m/z 189.10  30.30%
280 450 630 01150 1300 | |
o e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192.0
11.20 11.40 11.60 11.80
5000 m/z 193.10 16.25%
165.0
39.0 63.0 %Olﬁolwo
R L A . e e O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54749: Phenanthrene, 2-methyl- L
192.0 11.20 11.40 11.60 11.80

m/z 190.10 16.05%

5000

165.0
39.0  63.0 96.0 1150 139.0 ] \

e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80

8270-BF072517.M Mon Aug 07 16:31:54 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.48 9.65 ng 223589 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 80

Abundance Scan 1648 (11.480 min): BF097402.D (-1645) (-) m/z 43.10 100.00%

431
73.0

5000

11.20 11.40 11.60 11.80

0 m/z 60.00 84 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 2560 LA L L L L B L L B L L

11.20 11.40 11.60 11.80

213.0 m/z 72.95 78 .86%
| | ‘ 157.0 185.0
Obrerprer i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73.0
43.0 S RN s S e s e
11.20 11.40 11.60 11.80
5000 129.0 m/z 57.10 73.36%
185.0
228.0
98.0
o150 157.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid N B EE
430 | 730 11.20 11.40 11.60 11.80
m/z 41.00 68.99%
5000 129.0
171.0
98.0 214.0
ol15.0
- IIIIIIIIIIIIIIIIIIIIIII
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.20 11.40 11.60 11.80

8270-BF072517.M Mon Aug 07 16:31:54 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

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

11.53 4_.37 ng 101289 Phenanthrene-d10 10.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 55

2 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 43

3 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 42

4 2-Bromo-5-fluorophenol 190 C6H4BrFO 147460-41-1 38

5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 38

Abundance Scan 1656 (11.527 min): BF097402.D (-1654) (-) m/z 189.10 100.00%
189.1

5000

11.20 11.40 11.60 11.80
m/z 192.10  97.92%

217.1 247.3 326.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0

5000
11.20 11.40 11.60 11.80

m/z 190.10 94 .07%

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

190.0

11.20 11.40 11.60 11.80
5000 m/z 191.10 67.24%

95.0 1340 162.0
40.0 67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54752: Phenanthrene, 1-methyl- T T e
. 11.20 11.40 11.60 11.80
m/z 95.00 26.16%

5000

: I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.20 11.40 11.60 11.80

8270-BF072517.M Mon Aug 07 16:31:55 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9,10-Dimethylanthracene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.97 3.99 ng 92305 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 93
2 T141Annulene. 1.6:8.13-bis(metha... 206 C16H14 085385-68-8 83
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 81
4 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 81
5 di-p-Tolylacetylene 206 C16H14 002789-88-0 74

Abundance Scan 1731 (11.968 min): BF097402.D (-1728) (-) m/z 206.10 100.00%

206.1
5000

11.60 11.80 12.00 12.20

39. 226.0 267.2
01 m/z 191.10 49 _.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66247: 9,10-Dimethylanthracene
206.0

5000 LA L L L L LB L
11.60 11.80 12.00 12.20
m/z 189.05 28.86%
14.0 39.0 63. 127.0 152.0 178.0
Ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
206.0
L
11.60 11.80 12.00 12.20
5000 m/z 205.15 27 .03%
178.0
89.0
39.0 63.0 115.0 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66266: Phenanthrene, 3,6-dimethyl- R L e e e
206.0 11.60 11.80 12.00 12.20

m/z 190.05 14.18%
5000

76.0 102.0
27.0 51.0 " 11l 139.0 165 0,185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

o

8270-BF072517.M Mon Aug 07 16:31:55 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Oxacycloheptadec-8-en-2-one... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.02 5.47 ng 126763 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxacvcloheptadec-8-en-2-one. (82) 252 C16H2802 000123-69-3 83
2 3-Hvdroxv-3-trifluoromethvl-2-ox... 252 C11H15F303 212615-81-1 78
3 1-Tridecvne 180 C13H24 026186-02-7 72
4 8-Hexadecvne 222 C16H30 019781-86-3 58
5 6-Dodecyne 166 C12H22 006975-99-1 50

Abundance Scan 1740 (12.021 min): BF097402.D (-1734) (-) m/z 81.05 100.00%

5000

326.1 11.80 12.00 12.20 12.40

137.1 1701

0 m/z 67.00 98.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104061: Oxacycloheptadec-8-en-2-one, (82)
67.0
41.0

ll.l80 12.IOO 12.I20 12.I40
m/z 55.00 91.52%

5000

196.0 224.0 252.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 81.0
N L N EREEE R
11.80 12.00 12.20 12.40
5000 m/z 95.10 71.52%

234.0
112.0139.0165.0  209.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45715: 1-Tridecyne R AE e A RRREE B
11.80 12.00 12.20 12.40

m/z 54.00 55.20%

5000

137.0 165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12.00 12.20 12.40

8270-BF072517.M Mon Aug 07 16:31:56 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 cis-10-Heptadecenoic acid, ... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.43 ng 56242 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid. methv... 282 C18H3402 1000333-62-1 91
2 cis-13-Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 87
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 87
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 86
Abundance Scan 1743 (12.039 min): BF097402.D (-1741) (-) m/z 55.05 100.00%
54.0

5000
25.1 153.1179.1 2221 264.2 326.0 11.80 12.00 12.20 12.40
0 : m/z 43.10 80.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester
55.0

5000 LIRS
11.80 12.00 12.20 12.40
10.0 0
1370 1660  208.0 250.0 m/z 41.10 68.17%
: 282.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
R N RARE R RS e
11.80 12.00 12.20 12.40
5000 83.0 m/z 57.05 55.86%
111.0 264.0
29.0 138.0 180.0 222.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester b RRREE EE s
11.80 12.00 12.20 12.40

m/z 69.10 53.38%

5000
264.0

29.0 138.0 180.0 222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12. 00 12. 20 12. 40

8270-BF072517.M Mon Aug 07 16:31:56 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.26 4.45 ng 185118 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Heptadecanoic acid 270 C17H3402 000506-12-7 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

Abundance Scan 1781 (12.263 min): BF097402.D (-1778) (-) m/z 43.10 100.00%

73.0

5000

241.3 L e e

185.1
12.00 12.20 12.40 12.60
2843 564

0 m/z 57.10 86.60%
m/z--> 0 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 LIS L L L LB L B
185.0 2410 12.00 12.20 12.40 12.60
M ‘ ‘ m/z 72.95 75.97%
0 ‘ ‘H n‘\‘ Ml“. .th““l‘“h.“‘l ‘.“ | L .“ s E]:?.‘O‘. I\ - .‘. R B
m/z--> 0 50 100 150 200 250 300 350
Abundance
73.0
43.0 270.0
’ 12.00 12.20 12.40 12.60
5000 129.0 m/z 60.00 75.56%
171.0 227.0
14.0
L L L e e L LA e
m/z--> 0 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0 12.00 12.20 12.40 12.60
m/z 55.00 73.19%
73.0
129.0
185.0213.0241.0
o HJMJ L 010 ap0  amag
—— = e e  RRRaE Bam s
m/z--> 0 150 200 250 300 350 12.00 12.20 12.40 12.60

8270-BF072517.M Mon Aug 07 16:31:57 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Fluoranthene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.79 2.56 ng 106534 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene., 2-methvl- 216 C17H12 033543-31-6 93
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 93
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 70
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 58
Abundance Scan 1871 (12.792 min): BF097402.D (-1867) (-) m/z 216.10 100.00%
216.1
5000
58.0 108.0 .. 11611 1831 421 2812 364 12.40 12.60 12.80 13.00 13.20
o : : m/z 215.10 53.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74425: Fluoranthene, 2-methyl-
216.0
5000 DA SR BN A I

12.40 12.60 12.80 13.00 13.20
m/z 232.10 36.81%

108.0
ol 390 740 """ '1340 163 01890 |/
T e I e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216.0
12.40 12.60 12.80 13.00 13.20
5000 m/z 217.15 20.35%
108.0
o 38.0 63.0 134.0 163.0189 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74411: Pyrene, 1-methyl- AN R n
216.0 12.40 12.60 12.80 13.00 13.20
m/z 213.10 19.86%
5000
9.0 189.0
o 27.0 63.0 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. OO 13. 20

8270-BF072517.M Mon Aug 07 16:31:57 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cyclotetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.43 4_.51 ng 187650 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 93
2 10-Heneicosene (c.t) 294 C21H42 095008-11-0 89
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 70
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 70
5 1-Docosene 308 C22H44 001599-67-3 70
Abundance Scan 1979 (13.427 min): BF097402.D (-1976) (-) m/z 57.10 100.00%
57.1
178.1
97.1
5000
25.1 250.1 1320 13.40 13.60 13.80
219.1
ol bl S0 29023200 Tm/z 55.00  91.14%
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43.0
5000 AR UL UL UL B
110 13.20 1340 13.60 13.80
m/z 43.10 76.11%
0 “‘ 4‘” H F390167019602240 265.0 30803360
m/z--> 50 200 250 300 350
Abundance
55.0
83.0 IR BRI U BN SR
13.20 13.40 13.60 13.80
5000 m/z 178.10 71.67%
111.0
27.0
139.0147 ¢ 294.0
O e S o S L A e ot
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester R e EEEms e
57.0 13.20 13.40 13.60 13.80
m/z 83.10 68 .35%
5000 I
“ 25.0
29.0 ‘
oL d i . h\h 9540 1900240 200 w00
m/z--> 50 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF072517.M Mon Aug 07 16:31:58 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl14.06 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.06 4.30 ng 178797 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.10b-Dihvdro-4b.10b-methanochr... 242 C19H14 071949-03-6 42
2 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 42
3 Benzlalanthracene. 1-methvl- 242 C19H14 002498-77-3 42
4 Benzlalanthracene. 12-methvl- 242 C19H14 002422-79-9 42
5 Chrysene, 1-methyl- 242 C19H14 003351-28-8 38

Abundance Scan 2087 (14.062 min): BF097402.D (-2084) (-) m/z 55.00 100.00%
54.0
83.1 242.1
5000
| 13.80 14.00 14.20 14.40
ok lly m/z 43.10 88.99%
m/z--> 50 100 150 200 250 300 350
Abundance #96070: 4b,10b-Dihydro-4b,10b-methanochrysene
242.0
5000 LN B BRI SULLE BAULE
Bmmmmmmm
120.0 215.0 m/z 83.10 69.26%
ol |63 0 91\0H\uh 1500 1870 d ‘\\ | —
m/z--> 50 100 150 200 250 300 350
Abundance
242.0
'13.80 14.00 14.20 1440
5000 m/z 242.10 68.17%
121.0
39.0  g87.0 150.0 187.0215.0
m/z--> éo 160 150 260 250 360 3%0
Abundance #96047: Benz[a]anthracene, 1-methyl-
249.0 13.80 14.00 14.20 14.40
m/z 69.10 63.84Y%
5000
390 70 %1500 18702150
m/z--> éo 160 1%0 260 250 300 350 1380 1400 1420 1420

8270-BF072517.M Mon Aug 07 16:31:58 2017

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.79 7.59 ng 124045 Perylene-di12 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 93
3 Benzolalpvrene 252 C20H12 000050-32-8 90
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 86
Abundance Scan 2211 (14.792 min): BF097402.D (-2208) (-) m/z 252.10 100.00%
25p.1
5000
69.1 126.1 4631 2931 14.40 14.60 14.80 15.00 15.20
o351 19412207 |\ 38223128 3472 3842 | “n/z 250.10  29.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252.0
14.40 14.60 14.80 15.00 15.20
m/z 253.10 18.50%
125.0
ol 500 830 | 1740 223.0 ‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
1440 14.60 14.80 15.00 15.20
5000 m/z 126.05 9.70%
126.0
ol 510 840 174.0  222.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104222: Benzo[a]pyrene T e
252.0 14.40 14.60 14.80 15.00 15.20
m/z 251.10 8.79%
5000
126.0
o410, 830 | 2230
m/z--> 55 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 (-)-Isolongifolol, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.93 60.08 ng 981903 Perylene-di12 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 86
2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 55
3 DimethvIl{bisl(4.8.8-trimethvldec... 500 C32H5602Si 1000364-69-0 50
4 1-l1sopropenvl-4.5-dimethvlbicvcl... 330 C21H300S 1000195-85-4 50
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 44
Abundance Scan 2575 (16.933 min): BF097402.D (-2567) (-) m/z 55.00 100.00%
54.0 5.2

%

5000
313.3
3682 424.4 16.60 16.80 17.00 17.20
Otk m/z 109.10 98.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90905: (-)-Isolongifolol, methy! ether
.0

-

16.60 16.80 17.00 17.20
m/z 95.10 94.78%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

124.0 205.0

i

424.0 16.60 16.80 17.00 17.20
5000 m/z 205.20 89.60%
245.0  314.0
163.0
382.0
e F  E I i N RIS A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235324: DimethyKbis[(4,8,8-trimethyldecahydro-1,4-methan... e EARamEee e st
95. 16.60 16.80 17.00 17.20
m/z 81.10 80.49%
135.0 203.0
5000
55.
Oh s I, 251.0 2990 3480387.04290 485.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16. 60 16. 80 17. OO 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097402.D

Aca On : 5 Aug 2017 17:31

Operator : SJ/JU

Sample : 14611-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Caparratriene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.14 90.31 ng 1476090 Perylene-di12 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 70
2 Lonaifolenaldehvde 220 C15H240 019890-84-7 53
3 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 49
4 Guaia-9.11-diene 204 C15H24 1000374-19-8 49
5 1-Formyl-2,2,6-trimethyl-3-cis-(... 220 C15H240 1000144-10-1 38
Abundance Scan 2610 (17.139 min): BF097402.D (-2602) (-) m/z 95.10 100.00%

5000

-

16.80 17.00 17.20 17.40

0 m/z 135.10 92.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66196: Caparratriene
69.0
09.0
5000 LA L L L L L L L L |
163.0 16.80 17.00 17.20 17.40
m/z 55.10 92.59%
AL L e
0..‘Hm i e
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
B R e e
41.0 135.0 16.80 17.00 17.20 17.40
5000 ' 205.0 m/z 81.10 89.16%
173.0
O o L e e o N . e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa... R e REREEmEmm
189.0 16.80 17.00 17.20 17.40
0
107.0 m/z 93.05 83.40%
5000
O<M.', .J.'{. ™ .‘.H..\,....,....,....,....,.... L L e e
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080517\

Data File : BF097402.D

Acg On : 5 Aug 2017 17:31 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : 14611-01 EO-01-080317-A

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
S)-(+)-1,2-Propa... 2.58 17.2 ng 473720 1 6.43 550693 20.0
2-Pentanone, 4-hy... 4_55 21.8 ng 599833 1 6.43 550693 20.0
unknown6 .20 6.20 86.8 ng 2391360 1 6.43 550693 20.0
Tetracosane 10.37 2.1 ng 49656 4 10.92 463161 20.0
Decanoic acid, me... 11.34 3.7 ng 86139 4 10.92 463161 20.0
Anthracene, 2-met... 11.42 2.8 ng 65880 4 10.92 463161 20.0
5H-Dibenzo[a,d]cy... 11.45 2.0 ng 47040 4 10.92 463161 20.0
n-Hexadecanoic acid 11.48 9.7 ng 223589 4 10.92 463161 20.0
4H-Cyclopenta[def... 11.53 4.4 ng 101289 4 10.92 463161 20.0
9,10-Dimethylanth... 11.97 4.0 ng 92305 4 10.92 463161 20.0
Oxacycloheptadec-... 12.02 5.5 ng 126763 4 10.92 463161 20.0
cis-10-Heptadecen... 12.04 2.4 ng 56242 4 10.92 463161 20.0
Octadecanoic acid 12.26 4.5 ng 185118 5 13.54 832384 20.0
Fluoranthene, 2-m... 12.79 2.6 ng 106534 5 13.54 832384 20.0
Cyclotetracosane 13.43 4.5 ng 187650 5 13.54 832384 20.0
unknownl14 .06 14.06 4.3 ng 178797 5 13.54 832384 20.0
Benzo[e]pyrene 14.79 7.6 ng 124045 6 14.89 326892 20.0
(-)-Isolongifolol... 16.93 60.1 ng 981903 6 14.89 326892 20.0
Caparratriene 17.14 90.3 ng 1476090 6 14.89 326892 20.0

8270-BF072517.M Mon Aug 07 16:32:00 2017 Page: 23



