LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF042219 .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 5.516 579 583 601 rVB 1111354 1051630 23.26% 3.802%
2 6.522 750 754 771 rVB 912951 968967 21.43% 3.503%
3 6.663 774 778 786 rBY 1183599 983240 21.75% 3.555%
4 6.892 814 817 821 rBV 741114 624492 13.81% 2.258%
5 7.051 840 844 847 rBV 939282 759429 16.80% 2.745%
6 7.445 907 911 918 rBV 506202 509959 11.28% 1.844%
7 8.175 1028 1035 1044 rBV 1043337 957335 21.17% 3.461%
8 8.769 1133 1136 1139 rBvV2 69837 62864 1.39% 0.227%
9 9.245 1214 1217 1223 rBvV 1312032 1199021 26.52% 4 .335%
10 9.333 1229 1232 1237 rVB 142809 122236 2.70% 0.442%
11 9.639 1281 1284 1286 rBV 183699 175073 3.87% 0.633%
12 9.710 1293 1296 1299 rVB3 58146 54761 1.21% 0.198%
13 9.792 1307 1310 1315 rBV5 30095 54068 1.20% 0.195%

14 9.863 1315 1322 1325 rBV 208469 205523 4 _55% 0.743%
15 9.933 1330 1334 1337 rVB 903735 809659 17.91% 2.927%

16 10.092 1358 1361 1364 rBV3 37927 58240 1.29% 0.211%
17 10.186 1373 1377 1381 rBV6 67515 98995 2.19% 0.358%
18 10.251 1385 1388 1391 rBV3 46149 67969 1.50% 0.246%

19 10.363 1401 1407 1409 rBvV 289455 263413 5.83% 0.952%
20 10.580 1439 1444 1450 rBV 119248 179052 3.96% 0.647%

21 10.663 1456 1458 1462 rBV2 37127 48416 1.07% 0.175%
22 10.716 1462 1467 1471 rBV 697384 643937 14.24% 2.328%
23 10.833 1484 1487 1495 rVB 345793 392625 8.68% 1.419%
24 11.280 1560 1563 1566 rBV 325461 259577 5.74% 0.938%
25 11.310 1566 1568 1574 rVB 145759 165604 3.66% 0.599%

26 11.416 1582 1586 1589 rBV 945434 852344 18.85% 3.081%
27 11.439 1589 1590 1592 rVB 132438 74405 1.65% 0.269%
28 11.710 1633 1636 1638 rBV 265464 229746 5.08% 0.831%
29 11.804 1649 1652 1655 rVB 691977 527042 11.66% 1.905%
30 11.939 1672 1675 1683 rVB2 468852 500751 11.07% 1.810%

31 12.116 1702 1705 1709 rVB 242308 211016 4.67% 0.763%
32 12.492 1766 1769 1771 rBV 2704614 2650556 58.62% 9.582%
33 12.515 1771 1773 1779 rVB 4826071 4521457 100.00% 16.346%
34 12.598 1783 1787 1789 rBV 947055 853273 18.87% 3.085%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF042219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.633 1789 1793 1794 rVV2 526523 550874 12.18% 1.992%

36 12.651 1794 1796 1804 rVvVv 788764 1051218 23.25% 3.800%
37 12.727 1806 1809 1813 rVB2 256595 271382 6.00% 0.981%
38 12.833 1824 1827 1829 rBV2 218294 235208 5.20% 0.850%
39 12.857 1829 1831 1833 rBV 204423 195857 4_.33% 0.708%
40 12.998 1851 1855 1858 rVB 1582213 1258932 27.84% 4_.551%

41 13.127 1875 1877 1879 rVB2 127238 97585 2.16% 0.353%
42 13.157 1879 1882 1884 rBVY 311692 275722 6.10% 0.997%
43 13.180 1884 1886 1892 rVB4 175501 236155 5.22% 0.854%
44 13.227 1892 1894 1896 rBVY 229238 265948 5.88% 0.961%
45 13.321 1907 1910 1913 rVB 223020 203104 4._.49% 0.734%

46 13.568 1950 1952 1955 rBV 153104 133927 2.96% 0.484%
47 13.898 2006 2008 2010 rVB 164514 111093 2.46% 0.402%
48 13.992 2022 2024 2026 rBV 134688 103636 2.29% 0.375%
49 14.057 2031 2035 2038 rVVv 779086 817524 18.08% 2.956%
50 15.539 2284 2287 2299 rVB2 411551 716091 15.84% 2.589%

Sum of corrected areas: 27660931
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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: BF114050.D
5000000

4000000
3000000
2000000

5.52 6.66
6.52 7.05
1000000 6.89

L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF114050.D
5000000 12|52

4000000

3000000 12749

13.00

2000000

9.25

8.17
1000000

e e it
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: BF114050.D
5000000

4000000
3000000

2000000
14.06

15.54
1000000 3357 1) e N

7

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 unknown6.66 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.66 31.49 ng 983240 1,4-Dichlorobenzene-d4 6.89
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 778 (6.663 min): BF114050.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
90 540 || 410 5° | o e e Tk
L e BB I B m/z 68.00 39.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U U I UL

6.40 6.60 6.80 7.00
m/z 134.00 32.23%

31.0 51.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R o EARREEEE
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.52%
41.0 97.0
117.0

m/z--> 100 120 140 160 180 /\

Abundance #52379: Tranylcypromine-propionyl ma R RE e
57.0 132.0 6.40 6.60 6.80 7.00

m/z 69.00 15.71%

— R‘Lrlol ‘.“l‘ . \IE\;%'?I‘ A
40 60 80

74.0
5000 98.0

llh 1 ‘M \ 158.0 189.0

I T
m/z--> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Octadecane Concentration Rank 15

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

9.86 5.08 ng 205523 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 9-methvlheptadecane 254 C18H38 026741-18-4 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1322 (9.863 min): BF114050.D (-1315) (-) m/z 57.00 100.00%
57.0

5000

:

113.0 145.0 9.60 9.80 10.00 10.20
174.1

O el 212.2 m/z 71.10 71.70%

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

Abundance #105884: Octadecane

-

5000 85.0 e P AT T T T
9.60 9.80 1000 1020

m/z 43.00 67 .49%

29.0

113.0
h Lo , 1410 169.0 197.0 2250 2540

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

E

Abundance #83024: Hexadecane
57.0
T T T
9.60 9.80 10.00 10.20
5000 m/z 85.00 49 .94%
85.0
29.0
\‘ \ J 1130 1410 169.0 226.0
“.”,”.w.”.“.”,”.w.”.“.”,”...”...” R AREEERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105887: 9-methylheptadecane R S SR e
57.0 9.60 9.80 10.00 10.20
0
85.0 m/z 41.00 33.39%
5000
140.0
29.0
111 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 9. 80 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.36 6.51 ng 263413 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1407 (10.363 min): BF114050.D (-1401) (-) m/z 57.00 100.00%

57.0

5000

10.00 10.20 10.40 10.60
m/z 71.10 75.63%

1131 1411 172.1197.1 226.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane
57.0

5000

10,00 10.20 10.40 10.60
m/z 43.05 66.51%

141.0 169.0 1970 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
R Ea R e L
85.0 10.00 10.20 10.40 10.60
5000 ' m/z 85.05 49.07%
29 0 113.0
‘ | | ) /77,1410 160.0 197.0 2250 2530  296.0
.”,””,”.q”.q”.q”.q.”w.”q.”..”..”..”..”..”.P”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59879: Tetradecane T T T T
57.0 10.00 10.20 10.40 10.60
m/z 41.00 33.21%
5000 85.0

29‘0‘
l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 00 10. 20 10. 40 10 60

113 0 ]_4]_ 0 169 0 198 0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Bacchotricuneatin c Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.58 4.42 ng 179052 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 97
2 Heptacosane 380 C27H56 000593-49-7 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Tridecane 184 C13H28 000629-50-5 76
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
Abundance Scan 1444 (10.580 min): BF114050.D (-1439) (-) m/z 57.00 100.00%
57.0
5000
‘ 85.0
131 10.20 10.40 10.60 10.80
169.1
..~.l,.1 ‘ L L0 282 . m/z 71.10 59.10%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
710 1120
5000 AR R
mmmmmmmm
m/z 43.00 44 _95Y%
{I|115 0 1910 2450 312.0342.0
m/z--> 55 100 150 200 2éo 360 3éo
Abundance #202662: Heptacosane
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.00 28.66%
85.0
2900 | | | [113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 1éo 260 250 360 3éo
Abundance #94345: Heptadecane [Trrr[rrrrrrrr[rrrr1m
57.0 10.20 10.40 10.60 10.80
m/z 41.00 22.28%
5000 85.0
29.0

L) M30141.0160.0197.0 2400

m/z--> 50 100 150 200 250 300 350 10 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.83 9.21 ng 392625 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetracosane 338 C24H50 000646-31-1 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1486 (10.827 min): BF114050.D (-1484) (-) m/z 57.05 100.00%

57.0
5000 85.0

113. 014011690 10.60 10.80 11.00 11.20
b e 29 e M7z 71.10 75.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L LB
10 60 10. 80 11. 00 11. 20
20.0 m/z 43.10 69.06%
UL L [F%1410169.0107.0 22502530 296.0
e ettt e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83027: Hexadecane
57.0
R R e S
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.05 50.02%
29.0
Ll 18014101600 197.0 226.0
uquup”.unpuquu.uquupu.uu.u.u”.”.u”.u.uupuq”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane L i e IS R
57.0 10.60 10.80 11.00 11.20
m/z 41.00 35.52%
5000 85.0
29.0

Lol M301410160. 0197.0 225.0 253.0 281.0 309.0 $38.0

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.28 6.09 ng 259577 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
4 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 89
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1563 (11.280 min): BF114050.D (-1560) (-) m/z 57.00 100.00%

57.0
5000 &1 J

11.00 11.20 11.40 11.60

L |1131 1410 1820 2111 2543

Obrrrrr el e b e T e e | M/Z 71.05 74 _42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
5000 R AR UL AR DU
85.0 11.00 11. 20 11. 40 11. 60

29.0 m/z 43.00 62.24%
‘ 1130 1410 169.0_197.0 2250 2530 282.0

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

Abundance #83024: Hexadecane
57.0
R AEEEEERE SRS R
11.00 11.20 11.40 11.60
5000 m/z 85.10 52.33%
85.0
29.0
\‘ i L1130 1410 1690 2260
,,,,,,,, R ARRAREERRRE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 J
Abundance #48894: Decane, 2,3,5-trimethyl- LA B B A S B
57.0 11.00 11.20 11.40 11.60
m/z 41.00 30.58%
5000 85.0
2.0 141.0 J
S R T N 1 A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.31 3.89 ng 165604 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
2 Hexadecane 226 C16H34 000544-76-3 72
3 Nonane. 5-(2-methvlpropvl)- 184 C13H28 062185-53-9 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Decane, 3-methyl- 156 C11H24 013151-34-3 64

Abundance Scan 1568 (11.310 min): BF114050.D (-1566) (-) m/z 57.00 100.00%

5000

11.00 11.20 11.40 11.60
m/z 71.05 99.31%

212.0232.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57.0
5000 LA L L L L L LB L |
85.0 11.00 11.20 11.40 11.60
29.0 113.0 m/z 85.10 52.42%
AL LT e 580 o asso zmo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83028: Hexadecane
57.0
L m e
11.00 11.20 11.40 11.60
5000 85.0 m/z 43.00 43.69%
113.0
200 | 4 b A LT M0 1690 1970 2200
et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48916: Nonane, 5-(2-methylpropyl)- N L B
57.0 11.00 11.20 11.40 11.60
m/z 41.00 28.06%
85.0
5000
29.0 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 00 11. 20 11. 40 11.60

8270-BF042219.M Wed May 01 18:39:18 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.71 5.39 ng 229746 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 86
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 1636 (11.710 min): BF114050.D (-1633) (-) m/z 57.00 100.00%
5%.0
5000
11.40 11.60 11.80 12.00
141.1 168.1 204.0
S, 2430 268.2 m/z 71.10 78.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57.0
5000 850 |||||| |||||||| |||||
nmnmnmnm
m/z 43.05 62.50%
29.0 113.0
1l 1130 1410 160.0 197.0 2050  268.0
v e b b e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
S e B
11.40 11.60 11.80 12.00
5000 85.0 m/z 85.05 57.38%
29.0
| ‘ L4 11301410 1600 107.0 2250 2530  296.0
R e T B et e AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane e L
57.0 11.40 11.60 11.80 12.00
m/z 41.00 31.70%
5000 85.0
29.0
etk e L0 1600 1980 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1140 1160 1180 1200

8270-BF042219.M Wed May 01 18:39:19 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.80 12.37 ng 527042 Phenanthrene-d10 11.42
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 005129-60-2 96
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1651 (11.798 min): BF114050.D (-1649) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.0 0 11780 1120 1900 19 90
97.0 185.0 227.1 11.40 11.60 11.80 12.00 12.20
,....,|...|.|', Al 1210 | 16401900 207.0°7) T247.2 2102 | 0 T86 95 67. 19%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 AR AN
43.0 11.40 11.60 11.80 12.00 12.20
143.0 m/z 43.00 27 .05%
“M|I}%0 ] ﬂm1%oﬂm 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11,40 11,60 11.80 12.00 12.20
5000 43.0 m/z 41.00 20.90%
1 ‘L ‘M\ \\‘ \\97\9 117.0 14? ° 185 0 227 0 270.0
miz-> 20 40 60 éo 100 150 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester N e o
74.0 11.40 11.60 11.80 12.00 12.20
m/z 55.00 20.16%
5000
43.0
143.0
| H I 1010150 aro A0 BBO
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00 12.20

8270-BF042219.M Wed May 01 18:39:19 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 11.75 ng 500751 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 18
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 18
Abundance Scan 1675 (11.939 min): BF114050.D (-1672) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.0 .
213.1 I L e
91.0 1711 256.2 2810 1160 1180 12.00 12.20
e - m/z 43.00 74 .00%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
430 730
5000 256.0 L BRI B DU BN
] nmnmnmnm
) 213.0 m/z 59.95 73.18%
0 157.0 185.0
m/z--> "lelhblleo 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0
11'60 11.80 12.00 12.20
5000 129.0 m/z 57.00 61.29%
e ‘I‘;\ : Iulu‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid e e AR R
73.0 11.60 11.80 12.00 12.20
m/z 41.05 56.87%
43.0
5000
1290 171.0
: 214.0
98.0
18?”w.”..'“”..”..”..”w.”..”..”..”w.”w.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 1180 12.00 12.20

8270-BF042219.M Wed May 01 18:39:20 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.12 4.95 ng 211016 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 1706 (12.121 min): BF114050.D (-1702) (-) m/z 57.10 100.00%

57.1

5000

11.80 12.00 12.20 12.40
m/z 71.10 80.81%

1131 197.0
1551176 9

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

Abundance #59882: Tetradecane

57.0

233.1 259.1282.1

11:80 12,00 12.20 12.40
m/z 85.05 66.43%

5000

113.0 141.0 1690 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57.0

11.80 12.00 12.20 12.40
5000 m/z 43.05 52_.71%

85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

#117638: Nonadecane T B AL B e o
57.0 11. 80 12. 00 12. 20 12. 40

m/z 41.05 22 .87%

5000 85.0
29.0
‘ I i (130 1410 1690 1970 2250 2680

_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40

8270-BF042219.M Wed May 01 18:39:20 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.49 62.19 ng 2650560 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 98
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98

Abundance Scan 1769 (12.492 min): BF114050.D (-1766) (-) m/z 67.00 100.00%

67.0

5000 41.0

?

123.1 150.1 12.20 12.40 12.60 12.80

m/z 81.00 86 .69%

S

12.20 12.40 12.60 12.80
m/z 95.05 56.97%

I‘. |“..I 123.0 1490 4759 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-

410 670

12 20 12.40 12.60 12.80

178.1 220.2042.1263.2 294.2
frodpe

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

5000

5000 95.0 m/z 55.00 55.41%
123.0 1500 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0 12 20 12.40 12.60 12.80
41.0 m/z 41.00 45_.68%
95.0
5000

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-BF042219.M Wed May 01 18:39:21 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 10-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.52 106.10 ng 4521460 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
3 8-Octadecenoic acid. methvl este... 296 C19H3602 026528-50-7 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 1774 (12.521 min): BF114050.D (-1771) (-) m/z 55.00 100.00%

A

1220 12,40 1260 12.80
m/z 69.05 82.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
55.
i e R L e

5000

5000
290 12.20 12.40 12.60 12.80
' 2920 264.0 m/z 74.00 75.55%
| I 180.0 * 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

58.0

12.20 12.40 12.60 12.80
5000 m/z 83.05 69.97%

. 264.0
A0 111.0 222.0
d 1 1380  180.0 : 296.0
EAREaES L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141305: 8-Octadecenoic acid, methyl ester, (E)-

55.0 12.20 12.40 12.60 12.80
m/z 41.05 61.32%

e

12.20 12.40 12.60 12.80

5000

8270-BF042219.M Wed May 01 18:39:21 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.73 6.37 ng 271382 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 50
5 Pentadecanoic acid, 15-bromo- 320 C15H29Bro02 056523-59-2 50

Abundance Scan 1809 (12.727 min): BF114050.D (-1806) (-) m/z 73.00 100.00%

5000

12.40 12.60 12.80 13.00
m/z 60.00 76.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid

5000
12.40 12.60 12.80 13.00

m/z 43.00 73 .74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95855: Pentadecanoic acid
43.0 73.0
T T T T
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.00 73.38%

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84452: Tetradecanoic acid B e A
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 68.79%
5000 129.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00

8270-BF042219.M Wed May 01 18:39:21 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Methyl 5,11,14-eicosatrienoate Concentration Rank 8

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

13.16 6.75 ng 275722 Chrysene-di12 14.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl 5.11.14-eicosatrienoate 320 C21H3602 1000336-40-2 91

2 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 90

3 Cis-8-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-3 62

4 5-Undecvne 152 C11H20 002294-72-6 55

5 1-Propyl 6,9,12-hexadecatrienoate 292 C19H3202 1000336-78-1 52
Abundance Scan 1883 (13.163 min): BF114050.D (-1879) (-) m/z 67.00 100.00%

67.0

5000

12.80 13.00 13.20 13.40
m/z 81.00 82.81%

254.0

310.1339.2 381.0

m/z--> 50 100 150 200 250 300 350
Abundance #161551: Methyl 5,11,14-eicosatrienoate

12:80 13.00 13.20 13.40
m/z 79.00 67.62%

5000

205.0
235.0 271.0

320.0

m/z--> 50 100 150 200 250 300 350
Abundance #44124: Bicyclo[10.1.0]tridec-1-ene
67.0
R AR EEEEE T
12.80 13.00 13.20 13.40
5000 m/z 55.00 51.78%
39(0
135.0
I lit‘ 178.0
m/z--> 50 100 150 200 250 300 350
Abundance #23978: Cis-8-methyl-exo-tricyclo[5.2.1.0(2.6)]decane R AR EEEEE T
67.0 12.80 13.00 13.20 13.40
m/z 93.00 47 .82%
109.0
5000
39/0
150 0
m/z--> 50 150 200 250 300 350 12. 80 13. 00 13. 20 13 40

8270-BF042219.M Wed May 01 18:39:22 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Cyclopentanone, 2,5-dicyclo... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.18 5.78 ng 236155 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2.5-dicvclopenty... 216 C15H200 005682-82-6 55
2 trans-8-Isopropvilbicvclol4.3.01In... 164 C12H20 1000145-85-2 49
3 Hvdroxvdehvdrostevic acid 318 C20H3003 000471-80-7 43
4 4-Fluoro-4--hvdroxvbenzophenone 216 C13H9F02 025913-05-7 38
5 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-54-0 25
Abundance Scan 1886 (13.180 min): BF114050.D (-1884) (-) m/z 121.05 100.00%
1
5000
5712921 voa | 12801300 1320 30
: m/z 215.00 53.19%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74373: Cyclopentanone, 2,5-dicyclopentylidene-
93.0 215.0
149.0
5000 LN AR SN R
12.80 13.00 13.20 13.40
41.0 l m/z 216.00 50.53%
Ludbd
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #33776: trans-8-IsopropyIbicyclo[4.3.0]non-3-ene
1211.0
12.80 13.00 13.20 13.40
5000 m/z 91.00 42 .62%
79.0
41.0
"'l“L&'h*i"l'"'l""l""l""l""|""w"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159849: Hydroxydehydrostevic acid A B o
41.0 121.0 12.80 13.00 13.20 13.40
m/z 93.00 42 .39%
79.0
5000
1590 2140 2600 PO
miz--> 50 100 150 200 250 300 350 400 450 | | 12.80 13.00 13.20 1340
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 2-Bromo dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.23 6.51 ng 265948 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexacosane 366 C26H54 000630-01-3 74
3 Hentriacontane 437 C31H64 000630-04-6 74
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 1894 (13.227 min): BF114050.D (-1892) (-) m/z 57.00 100.00%

57.0

5000
13.00 13.20 13.40 13.60
41.0 197.1 239.1 . 340.1 .
- \ 2911 398.1 m/z 71.05 78.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59882: Tetradecane

13.IOO 13.I20 13.I40 13!60
m/z 43.05 66.81%

5000

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
R RS E e R R
13.00 13.20 13.40 13.60
5000 m/z 85.05 55.38%
99.0
CL L] 1410 1830 2250 267.0 309.0 367.0
B I e o T e LA LA o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane R mEEEE RS S
57.0 13.00 13.20 13.40 13.60
m/z 55.00 31.19%
5000
99.0
‘ | 141.0 183.0 225.0 267.0 309.0 351.0 437.0
et A e e e e e e R RS a e R
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Eicosanoic acid, methyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.32 4.97 ng 203104 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 92
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87

Abundance Scan 1910 (13.321 min): BF114050.D (-1907) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 283.1 13.00 13.20 13.40 13.60
11.0 227.1 T 326.1 . . . .
o B! .|, e Ll T8 40620 i 787 00 76.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000 AMv—v—v—v—|—v—v—v—v-|—v—v—v—v—|'
13.00 13.20 13.40 13.60
430 143.0 326.0 m/z 43.00 29.70%
| ” o[ ptro, | 199.0 241.0 283.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #166215: Methyl 18-methylnonadecanoate
74.0
13.00 13.20 13.40 13.60 |
5000 43.0 m/z 55.00 23.57%
143.0
326.0
Ll e | 1m0 aao 230
miz--> 50 100 150 200 250 300 350 400
Abundance #143185: Heptadecanoic acid, 16-methyl-, methy! ester e AREEEEEaSEE
74.0 13.00 13.20 13.40 13.60
m/z 75.00 23.25%
5000
43.0
l | }11014?0 1000 2550 298.0
e ‘*'f“'*'l' e PRAL e o S e
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043019\
Data File : BF114050.D

Aca On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Tridecane, 6-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.57 3.28 ng 133927 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptacosane 380 C27H56 000593-49-7 92
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1952 (13.568 min): BF114050.D (-1950) (-) m/z 57.00 100.00%
57.0
5000
| ot 13.20 13.40 13.60 13.80
410 244.0 : : : :
ol b L .J, L4089l 248028213171 36413991 | uuoTUI1 10 77.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 AR BN SR UL B
1320 13.40 13.60 13.80
99.0 m/z 43.05 58.99%
AT 119 1830 2250 2820
I NS " A0S """ A" S0P~ " 500" 00" "0
Abundance #202661: Heptacosane
57.0
13.20 13.40 13.60 13.80
5000 m/z 85.10 57.06%
99.0
15.0 | | g ) | 4 1410 183.0 2250 2670 309.0 380.0
m/z--> 55 100 1%0 200 250 300 350 400
Abundance #83030: Tridecane, 6-propyl- L BT o e
43.0 13.20 13.40 13.60 13.80
m/z 41.00 25.88%
5000 85.0
126.0 183.0
280 N —
m/z--> 50 100 150 200 250 300 350 400 1320 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043019\
Data File : BF114050.D

Acq On : 30 Apr 2019 18:49

Operator : JU/SJ

Sample : K2194-17 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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]
unknown6 .66 6.66 31.5 ng 983240 1 6.89 624492 20.0
Octadecane 9.86 5.1 ng 205523 3 9.93 809659 20.0
Hexadecane 10.36 6.5 ng 263413 3 9.93 809659 20.0
Bacchotricuneatin c 10.58 4.4 ng 179052 3 9.93 809659 20.0
Heneicosane 10.83 9.2 ng 392625 4 11.42 852344 20.0
Eicosane 11.28 6.1 ng 259577 4 11.42 852344 20.0
Hexadecane, 2,6,1... 11.31 3.9 ng 165604 4 11.42 852344 20.0
Nonadecane 11.71 5.4 ng 229746 4 11.42 852344 20.0
Hexadecanoic acid... 11.80 12.4 ng 527042 4 11.42 852344 20.0
n-Hexadecanoic acid 11.94 11.8 ng 500751 4 11.42 852344 20.0
Pentadecane 12.12 5.0 ng 211016 4 11.42 852344 20.0
9,12-Octadecadien... 12.49 62.2 ng 2650560 4 11.42 852344 20.0
10-Octadecenoic a... 12.52 106.1 ng 4521460 4 11.42 852344 20.0
Octadecanoic acid 12.73 6.4 ng 271382 4 11.42 852344 20.0
Methyl 5,11,14-ei... 13.16 6.8 ng 275722 5 14.06 817524 20.0
Cyclopentanone, 2... 13.18 5.8 ng 236155 5 14.06 817524 20.0
2-Bromo dodecane 13.23 6.5 ng 265948 5 14.06 817524 20.0
Eicosanoic acid, ... 13.32 5.0 ng 203104 5 14.06 817524 20.0
Tridecane, 6-propyl- 13.57 3.3 ng 133927 5 14.06 817524 20.0
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