LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\

Data File : BF100757.D

Aca On - 21 Nov 2017 3:28 Instrument :
Operator : SJ/JU BNA_F

Sample - 16311-05 ClientSampleld :
Misc - TR-04-111717
ALS Vial : 25 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-BF110817.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 5.104 509 513 523 rBV 98359 136045 4.23% 0.575%
2 5.493 574 579 582 rBVY 1693585 1606192 49.99% 6.789%
3 6.498 744 750 759 rVB 1588018 1633044 50.83% 6.902%
4 6.640 770 774 777 rBVY 1757363 1652768 51.44% 6.986%
5 6.875 810 814 817 rBB 530506 463114 14.41% 1.957%
6 7.028 836 840 843 rBVY 1546822 1302661 40.54% 5.506%
7 7.434 904 909 912 rBV 1105457 982167 30.57% 4_.151%
8 8.151 1027 1031 1038 rVB 687037 591974 18.42% 2.502%
9 9.228 1209 1214 1217 rBvV 2073202 1707268 53.14% 7.216%
10 9.616 1278 1280 1289 rVB 104464 85653 2.67% 0.362%
11 9.910 1326 1330 1333 rVvVv 606398 509249 15.85% 2.152%
12 9.939 1333 1335 1338 rvB2 55936 44770 1.39% 0.189%
13 10.110 1358 1364 1368 rVB 35516 38134 1.19% 0.161%
14 10.457 1419 1423 1426 rBvV 66685 61514 1.91% 0.260%
15 10.698 1460 1464 1467 rBV 791215 741709 23.08% 3.135%
16 10.804 1479 1482 1487 rBvV2 45159 54129 1.68% 0.229%
17 10.910 1495 1500 1503 rBvV 58086 48585 1.51% 0.205%
18 11.251 1552 1558 1560 rBvV2 39046 33681 1.05% 0.142%
19 11.286 1560 1564 1569 rvB2 27762 34405 1.07% 0.145%

20 11.392 1579 1582 1584 rBV 481336 419764 13.06% 1.774%

21 11.416 1584 1586 1590 rVvVv 344050 291695 9.08% 1.233%

22 11.469 1592 1595 1598 rVB 104091 78197 2.43% 0.331%
23 11.622 1615 1621 1627 rBV 37022 41571 1.29% 0.176%
24 11.704 1632 1635 1637 rVB 127559 97352 3.03% 0.411%
25 11.780 1644 1648 1651 rBV 1699103 1343494 41.81% 5.678%
26 11.892 1664 1667 1669 rBV 38680 43824 1.36% 0.185%
27 11.916 1669 1671 1678 rVB2 94142 114539 3.56% 0.484%
28 12.010 1683 1687 1689 rBV2 73297 77152 2.40% 0.326%
29 12.186 1714 1717 1720 rBV2 49075 40115 1.25% 0.170%
30 12.439 1756 1760 1761 rBV3 35390 34957 1.09% 0.148%

31 12.469 1761 1765 1766 rVV 1054674 967114 30.10% 4.088%
32 12.492 1766 1769 1776 rVV 3328455 3213053 100.00% 13.580%
33 12.574 1779 1783 1785 rVV 784297 685009 21.32% 2.895%
34 12.604 1785 1788 1793 rVV 339653 322352 10.03% 1.362%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\

Data File : BF100757.D

Aca On - 21 Nov 2017 3:28 Instrument :
Operator : SJ/JU BNA_F

Sample - 16311-05 ClientSampleld :
Misc - TR-04-111717
ALS Vial : 25 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-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.698 1802 1804 1808 rVB3 51318 43916 1.37% 0.186%

36 12.839 1820 1828 1834 rBV 325796 395858 12.32% 1.673%
37 12.980 1848 1852 1855 rBV 1307766 1190976 37.07% 5.034%
38 13.051 1861 1864 1869 rBV2 31435 48968 1.52% 0.207%
39 13.163 1876 1883 1887 rBV 104953 177362 5.52% 0.750%
40 13.216 1887 1892 1897 rVB3 90585 155426 4.84% 0.657%

41 13.269 1897 1901 1903 rBV2 47286 51448 1.60% 0.217%
42 13.292 1903 1905 1908 rVB2 60308 51890 1.61% 0.219%
43 13.404 1919 1924 1929 rBV3 43970 87387 2.72% 0.369%
44 13.727 1974 1979 1982 rBV3 75847 108795 3.39% 0.460%
45 13.869 2000 2003 2006 rBV2 76652 83133 2.59% 0.351%
46 13.963 2016 2019 2023 rBV2 51135 47579 1.48% 0.201%

47 14.033 2026 2031 2034 rVVv2 622122 728402 22.67% 3.079%
48 14.057 2034 2035 2042 rVB 173531 135565 4.22% 0.573%
49 15.074 2205 2208 2211 rBV 94730 133825 4_.17% 0.566%
50 15.133 2216 2218 2221 rVB2 35477 33231 1.03% 0.140%

51 15.380 2258 2260 2266 rVB 65158 79130 2.46% 0.334%
52 15.439 2267 2270 2275 rVV 89057 115104 3.58% 0.487%

53 15.510 2277 2282 2292 rVB 319381 453761 14.12% 1.918%
54 17.433 2605 2609 2614 rVB2 22498 40343 1.26% 0.171%

Sum of corrected areas: 23659349
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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\BF112017\

BF100757.D

21 Nov 2017  3:28

SJ/Ju

16311-05

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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3000000

2500000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.10 5.88 ng 136045 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 512 (5.098 min): BF100757.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 6.0 1°|“ 480 500 520 540
N T T S 1 e m/z 59.00 52.42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "Ik b 5k 5o
0,
150 a0 1010 m/z 101.10 16.84%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.34%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- L e
54.0 480 5.00 5.20 5.40
m/z 41.00 8.60%
5000 41.0
31.0
‘ 69.0 870
15.0 M‘ L1500 ‘ 98.0 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.64 Concentration Rank 2

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

6.64 71.38 ng 1652770 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 774 (6.640 min): BF100757.D (-770) (-) m/z 132.00 100.00%
13p.0
5000 68.1
%1 °1 "ok ok ko 760
' I B e B B m/z 68.10 39.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " MR T
0 70 7o m/z 134.00 32.47%
S | Y POV XY O P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 25.19%
104.0
270 510 %0 49
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! I N BERESmmmes e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.91%
74.0
5000 ggo 1160
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| I R RE R RS e R
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.80 2.58 ng 54129 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Eicosane 282 C20H42 000112-95-8 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 1481 (10.798 min): BF100757.D (-1479) (-) m/z 57.10 100.00%

57.1
5000 85.1

10.40 10.60 10.80 11.00 11.20

113.0
e R e M/Z 43.10  68.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57.0
5000 85.0 LI B B
10. 40 10 60 10. 80 11. 00 11. 20
29.0 m/z 71.05 53.61%
ek 30 1010 1090 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.10 45.02%
85.0
29.0

113.0 1410 169.0 197.0 225.0 253.0 282.0

WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.00 29.34%

5000

29.0
| L Lo 130 1410 1690 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10. 80 11. 00 11. 20

8270-BF110817.M Tue Nov 21 13:33:21 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecanoic acid, methyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.91 2.31 ng 48585 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 86
2 Undecanoic acid. methvl ester 200 C12H2402 001731-86-8 80
3 Methvl 8-methvl-nonanoate 186 C11H2202 1000336-43-6 72
4 Decanoic acid. methyl ester 186 C11H2202 000110-42-9 72
5 Undecanoic acid, 11-bromo-, meth... 278 C12H23Bro02 006287-90-7 72

Abundance Scan 1500 (10.910 min): BF100757.D (-1495) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 - ”I""I""I""I"'A{
| || il 1010 105 | 19|9-1 10.60 10.80 11.00 11.20
...“..qh..ﬂ.uth!.Hsu”,.?”,.nﬂl.”.,h..“.h.“ m/z 87.10 74 .34%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #72688: Dodecanoic acid, methyl ester
74.0
5000
550 10.60 10.80 11.00 11.20
‘ 430 1,1, m/z 43.05 38.04%
20 L0 s | TP 2u0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
4.0 I
10,60 10.80 11.00 11.20
5000 m/z 41.10 26.39%
580 143.0
20.0 101.0 126.0 ’ 169.0 200.0
m/z--> 26 Jo eb éo 160 150 150 1éo 1éo 260 250 MNMAVWNNA
Abundance #50078: Methyl 8-methyl-nonanoate B B
74.0 10.60 10.80 11.00 11.20
m/z 55.00 22.51%
5000
550 143.0
101.0
HREURERE SURLEL S I l'ﬂﬂ"'¥zﬂjq' ST ,,,1§§{),|,,,,|, RN BN U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Hexadecenoic acid, methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.70 4.64 ng 97352 Phenanthrene-d10 11.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 91
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 53
3 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 49
4 Oxacvclotetradecane-2.11-dione. ... 240 C14H2403 074685-36-2 47
5 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 47

Abundance Scan 1634 (11.698 min): BF100757.D (-1632) (-) m/z 55.00 100.00%

5000
96.0
1240 4511

194.1 236.2 11.40 11.60 11.80 12.00
A m/z 41.10 75.54%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
74.0
5000
97.0 11.40 11.60 11.80 12.00
m/z 69.05 62.85%
M “ ‘ 1230 (1520, 1940 236.0
0100 o O e
m/z--> 40 80 100 120 140 160 180 200 220 240 260
Abundance
55.0
AR mma
740 11.40 11.60 11.80 12.00
5000 96.0 m/z 74.05 56.33%
123.0
1520171 ¢ 1940 21802360 2680
R o e B AR ana
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82767: Z-7-Tetradecenoic acid R e A
55.0 11.40 11.60 11.80 12.00
m/z 83.10 47 .04%
5000
83.0
1660 2080
| \\H “H HHH \H\m L 41370 18691650 20302279

m/z--> 40 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.78 64.01 ng 1343490  Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98

2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402
3 Pentadecanoic acid. methvl ester 256 C16H3202
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602

005129-60-2 93
007132-64-1 86
006929-04-0 83

5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1648 (11.780 min): BF100757.D (-1644) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 IIIIIIIIIIIIIIIIIIIIIII
227.2
‘ 97.0 185.2 270.3 11.40 11.60 11.80 12.00
,....-,'...:|',.~.|~'..,':'!..'~,l...1.2,1.-‘."..,|...1.‘,3?-.1..,.'...-,....,.'...-,~....,..'.., m/z 87.10 73.09%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 |||||||||||||||||||
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 35.71%
I o 2010 | ﬂleoﬂm 270.0
e o e A § e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
B A EE T
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.10 28.64%
9701370 30 1g50 2270 2700
A A A e S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester
74.0 11.40 11.60 11.80 12.00
m/z 41.05 26 .32%
5000
43.0
143.0
2130 256.0
| H I 1010150 1710

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

11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Phenanthrene, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.09 ng 43824 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 93
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93
Abundance Scan 1667 (11.892 min): BF100757.D (-1664) (-) m/z 192.10 100.00%
199.1
5000
wo | %Py 100" 1160 1180 12100 1220
R S M i R T m/z 191.10 54 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0 T
5000

11.60 11.80 12.00 12.20
m/z 189.10  30.25%

165.0
94.0
390 630780 ~ | 1150 1390 | ||
B L B o o e o e o o o L B N o o o o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 190.10 17 .08%
165.0
30.0 630 810 90 1150 139.0
B L B e B B i o o o B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 193.00 15.55%
5000
83.0 165.0
15.0 39.0 63.0 "~ 98.0 115.0 139.0 1
T B o B o B B B B B o B o o o o B
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF110817.M Tue Nov 21 13:33:24 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.
11.92 5.46 ng 114539 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 50
3 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 30
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 30
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 25
Abundance Scan 1672 (11.922 min): BF100757.D (-1669) (-) m/z 192.10 100.00%
A1
5000
948 1150 1300 1° 11160 1180 12,00 1220
m/z 191.10 66.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0 ?
5000
11.60 11.80 12.00 12.20
157.0 1850 2130 256.0 m/z 189.05 31.15%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
11.60 11.80 12.00 12.20
5000 129.0 m/z 190.05 18.18%
171.0
97.0
15.0 152.0 214.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54756: Naphtho[2,3-b]norbornadiene
192.0 11.60 11.80 12.00 12.20
m/z 193.05 16.78%
5000
165.0
39.0 630 9607444 139.0 “ M
m/z--> 25 Jo eb éo 160 150 150 1éo 180 200 220 250 2éo 11.60 11.80 12.00 12.20

8270-BF110817.M Tue Nov 21 13:33:25 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 11

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

12.01 3.68 ng 77152 Phenanthrene-d10 11.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 87

2 Methvl diselenide 190 C2H6Se?2 007101-31-7 55

3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 52

4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45

5 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C1OH7FN20 1000338-05-6 33
Abundance Scan 1687 (12.010 min): BF100757.D (-1683) (-) m/z 190.10 100.00%

19p.1
5000
94.6

11.60 11.80 12.00 12.20 12.40
m/z 189.10 96.02%

115.0 139.0 1630

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

Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20 12.40
: m/z 192.10 32.28%
390 630 | 1110 1370 1630 |
,,,,,, A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
93.0 190.0
B
11.60 11.80 12.00 12.20 12.40
5000 m/z 191.05 30.50%
171.0
111.0 153.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl

450 190.0 11.60 11.80 12.00 12.20 12.40
146.0 m/z 187.10 21.79%
5000 82.0
117.0
\H‘ HHH‘FS QM‘H“\‘ ‘M M‘\ \H : “ HH h\ ... Emaa R
m/z--> 20 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20 12.40

8270-BF110817.M Tue Nov 21 13:33:25 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 8,11-Octadecadienoic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.47 46.08 ng 967114 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8.11-Octadecadienoic acid. methy... 294 C19H3402 056599-58-7 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 96

Abundance Scan 1765 (12.469 min): BF100757.D (-1761) (-) m/z 67.05 100.00%

67.0

5000

—

12.20 12.40 12.60 12.80
m/z 81.10 86.73%

178.1 263.3 204.3

220.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
67.0

E::a%%z::.

12!20 12.I40 12!60 12.I80
2040 | "m/z 55.05 67.10%

5000

124.0 150.0
178.0 220.0 263.0

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

41.0 67.0

e

12.20 12.40 12.60 12.80
5000 95.0 m/z 95.10 55.79%

123.0 149.0 175 262.0 294.0

mmmﬁmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester R N SAREEEREEE
12.20 12.40 12.60 12.80

m/z 41.05 55.39%

I

5000

123.0 150.0

%

178.0 223.0 263.0 294.0

I 1 I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF110817.M Tue Nov 21 13:33:26 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 12-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.49 153.09 ng 3213050 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
2 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 1769 (12.492 min): BF100757.D (-1766) (-) m/z 55.10 100.00%

1

5000

—

1371 1802 2223 2643 296.3 12.20 12.40 12.60 12.80

0 m/z 41.10 65.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester

%

12.I20 12.I40 12.I60 12.I80
m/z 69.10 61.28%

5000

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

55.0

—

12.20 12.40 12.60 12.80
5000 83.0 m/z 74.00 54 _69%
29.0 264.0

111.0 222.0
137.0 180.0 ‘ 296.0

Wmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester R A ARamEE
.0 12.20 12.40 12.60 12.80
m/z 43.10 51.33%

5000

29.0 264.0

111.0

138.0 180.0  222.0

296.0

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF110817.M Tue Nov 21 13:33:27 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.70 2.09 ng 43916 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Dodecanoic acid 200 C12H2402 000143-07-7 50
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 38
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38

Abundance Scan 1804 (12.698 min): BF100757.D (-1802) (-) m/z 43.05 100.00%
43.0 73.0
5000
284.2 12.40 12.60 12.80 13.00
e e B e m/z 73.00 98.19%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,73.0
5000 129.0
12.40 12.60 12.80 13.00
H 1850 2410 seno m/z 60.00 84.67%
ey M.“. il ..‘..‘l‘..‘..‘ |||‘||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
43.0
12.40 12.60 12.80 13.00
5000 m/z 57.00 77 .25%
129.0
157.0 200.0
m/z--> B 'éoll ' 160" "150" "260" "250" ' 560" ' ééo" B
Abundance #125286: Decanoic acid, silver(1+) salt
73.0 12.40 12.60 12.80 13.00
m/z 41.00 76.63%
43.0 155.0
5000
J 115.0
AL e ame meo msme  _ f\)
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF110817.M Tue Nov 21 13:33:27 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.16 4.87 ng 177362 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 97
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 95
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 95
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 91
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90

Abundance Scan 1883 (13.163 min): BF100757.D (-1876) (-) m/z 216.10 100.00%

216.1
5000

79.0 107.9
41.1 187.1 12.80 13.00 13.20 13.40
135.1 163.0 240.0 292.2
m/z 215.10 77.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000 12.80 13.00 13.20 13.40
108.0 m/z 217.10  20.49%
57.0 139.0163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216.0
12.80 13.00 13.20 13.40
5000 m/z 213.05 20.13%

108.0
39.0 74.0 139.0163.0 189.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74411: Pyrene, 1-methyl-
216.0 12.80 13.00 13.20 13.40
m/z 107 .90 13.61%
5000
95.0 189.0

14.0 39.0 63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40

8270-BF110817.M Tue Nov 21 13:33:28 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethyl 9-tetradecenoate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.22 4.27 ng 155426 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl 9-tetradecenoate 254 C16H3002 1000336-60-8 92
2 13-Methvltetradec-9-enoic acid m... 254 C16H3002 1000365-89-8 78
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 74
4 cis-10-Heptadecenoic acid. methv... 282 C18H3402 1000333-62-1 70
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 55
Abundance Scan 1893 (13.222 min): BF100757.D (-1887) (-) m/z 215.10 100.00%
55.0 215.1

5000

07.4
137.1

250.2 292.2 13.00 13.20 13.40 13.60
m/z 216.10 95.08%

167.0 193.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105673: Ethyl 9-tetradecenoate
55.0
5000
96.0 13.00 13.20 13.40 13.60
0
124.0 166.0 208.0 m/z 55.00 83.79%
S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
N L N EREEE R
13.00 13.20 13.40 13.60
5000 83.0 m/z 69.10 63.33%
110.0 ;a5 167.0 1990222.0 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester A L R REmms e

13.00 13.20 13.40 13.60
m/z 41.10 48.39%

5000

180.0 2220 2640 5960

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF110817.M Tue Nov 21 13:33:29 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl13.40 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.40 ng 87387 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2.2-dimethvlcvclop... 180 C13H24 061142-23-2 16
2 Cvcloheptane. methvl- 112 C8H16 004126-78-7 10
3 9-Decen-1-ol. heptafluorobutvrate 352 C14H19F702 1000352-65-4 10
4 Pentanoic acid. 10-undecenvl ester 254 C16H3002 1000159-93-4 10
5 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-49-3 10
Abundance Scan 1923 (13.398 min): BF100757.D (-1919) (-) m/z 216.10 100.00%
5000
44.0
|r | | 13.00 13.20 13.40 13.60 13.80
e e B m/z 215.10 93.55%
m/z--> 50 100 150 200 250 300 350
Abundance #45742: Cyclohexane, (2,2-dimethylcyclopentyl)-
55.0
5000 97.0
13.00 13.20 13.40 13.60 13.80
1240 ) m/z 55.10  93.49%
o || ®
.”.‘.“,.“l“‘;‘.“,l‘.‘ |.‘...|.... ———
m/z--> 50 100 150 200 250 300 350
Abundance
55.0 97.0
13.00 13.20 1340 13.60 13.80
5000 m/z 43.10 47 .86%
27.0
m/z--> o '55' ' "160" ' ﬁéo" "260" "250" "360" "3é0
Abundance #184828: 9-Decen-1-ol, heptafluorobutyrate N e o
55.0 13.00 13.20 13.40 13.60 13.80
m/z 41.00 32.10%
5000 82.0
110.0 169.0
‘ ‘ 138.0
o Ll LT | wsrozrazsso a0
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60 13.80

8270-BF110817.M Tue Nov 21 13:33:29 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl13.73 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.99 ng 108795 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 47
2 Naphthalene. decahvdro-1.1-dimet... 166 C12H22 035431-04-0 30
3 Butane-1.3-dione. 1-(pvrrol-2-vI)- 151 C8HONO2 022441-25-4 30
4 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 27
5 4-Methyl-exo-tricyclo[6.2.1.0(2.... 164 C12H20 1000215-29-8 25
Abundance Scan 1979 (13.727 min): BF100757.D (-1974) (-) m/z 151.05 100.00%
151.1
81.0
5000 491 o7
: 177.2 230.1 308.3 e e ey
205.1 2531 277.2 13.40 13.60 13.80 14.00
m/z 81.00 75.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81.0

43.0

13.I40 13.I60 13.I80 14.IOO
m/z 95.00 52.78%

5000

308.0

164.0 195.0 2230 551  277.0

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

81.0 151.0

41.0 13.40 13.60 13.80 14.00
5000 m/z 67.05 46 .49Y%

109.0

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

Abundance #24896: Butane-1,3-dione, 1-(pyrrol-2-yl)- R a R mamEE L

151.0 13.40 13.60 13.80 14.00

m/z 41.10 38.72%
68.0 94.0
5000
43.0
123.

ﬁwwmwm LI LI L LI L L L LB |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00

8270-BF110817.M Tue Nov 21 13:33:30 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Nonadecanol-1 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13.87 2.28 ng 83133 Chrysene-di12 14.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 70
2 n-Heptadecanol-1 256 C17H360 001454-85-9 70
3 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 68
4 l1sobutyl tetradecvl carbonate 314 C19H3803 959275-58-2 68
5 1-Hexadecanol 242 C16H340 036653-82-4 64

Abundance Scan 2003 (13.869 min): BF100757.D (-2000) (-) m/z 57.05 100.00%

5000

255.1 281.1 13.60 13.80 14.00 14.20
m/z 43.05 87 .22%

150.1 178.0200.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131393: n-Nonadecanol-1
43.0 83.0

5000 T T T T
111.0 13.60 13.80 14.00 14.20

m/z 55.10 66.63%
ERRRRRRREEREY L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
R N RAREEEE R R R
13.60 13.80 14.00 14.20
5000 1110 m/z 83.10 61.09%
29.0

139.0 168.0 210.0 238.0

m‘mmmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #159663: 2- Chloropropionic acid, pentadecy! ester AR EEEEEEEEE
.0 13.60 13.80 14.00 14.20

m/z 97.10 56.62%

5000 111.0

29.0
140.0

182.0 210.0 255.0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100757.D

Aca On : 21 Nov 2017 3:28

Operator : SJ/JU

Sample : 16311-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Perylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.38 3.49 ng 79130 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 95
2 Benzolil1fluoranthene 252 C20H12 000205-82-3 93
3 Benzolelpvrene 252 C20H12 000192-97-2 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
5 Benzo[a]pyrene 252 C20H12 000050-32-8 74
Abundance Scan 2260 (15.380 min): BF100757.D (-2258) (-) m/z 252.10 100.00%
259.1
5000
125.1 9291 15.00 15.20 15.40 15.60
41.0 811 178.1 : - : : :
1534 2/8.2.3072 m/z 250.10 29.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104214: Perylene
252.0
5000
15.00 15.20 15.40 15.60
125.0 m/z 253.10 21.14%
17.0 50.0 74.0 99.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.10 14 .54%
126.0

39.0 74.0 100.0 150.0174.0 200.0224.0

WWTWWW‘WTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene A B o
252.0 15.00 15.20 15.40 15.60

m/z 251.10 12_.31%

5000

125.0
momo%odﬂlmmmommﬂﬂ),

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112017\

Data File : BF100757.D

Acq On : 21 Nov 2017 3:28 Instrument :
Operator : SJ/JU BNA_F

Sample - 16311-05 ClientSampleld :
Misc - TR-04-111717
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
2-Pentanone, 4-hy... 5.10 5.9 ng 136045 1 6.87 463114 20.0
unknown6 .64 6.64 71.4 ng 1652770 1 6.87 463114 20.0
Tetradecane 10.80 2.6 ng 54129 4 11.39 419764 20.0
Dodecanoic acid, ... 10.91 2.3 ng 48585 4 11.39 419764 20.0
9-Hexadecenoic ac... 11.70 4.6 ng 97352 4 11.39 419764 20.0
Hexadecanoic acid... 11.78 64.0 ng 1343490 4 11.39 419764 20.0
Phenanthrene, 2-m... 11.89 2.1 ng 43824 4 11.39 419764 20.0
n-Hexadecanoic acid 11.92 5.5 ng 114539 4 11.39 419764 20.0
4H-Cyclopenta[def... 12.01 3.7 ng 77152 4 11.39 419764 20.0
8,11-Octadecadien... 12.47 46.1 ng 967114 4 11.39 419764 20.0
12-Octadecenoic a... 12.49 153.1 ng 3213050 4 11.39 419764 20.0
Octadecanoic acid 12.70 2.1 ng 43916 4 11.39 419764 20.0
11H-Benzo[b]fluorene 13.16 4.9 ng 177362 5 14.03 728402 20.0
Ethyl 9-tetradece... 13.22 4.3 ng 155426 5 14.03 728402 20.0
unknown13.40 13.40 2.4 ng 87387 5 14.03 728402 20.0
unknown13.73 13.73 3.0 ng 108795 5 14.03 728402 20.0
n-Nonadecanol-1 13.87 2.3 ng 83133 5 14.03 728402 20.0
Perylene 15.38 3.5 ng 79130 6 15.51 453761 20.0
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