LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On > 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 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-BF102318.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 2.252 24 28 40 rVB 110790 163001 1.89% 0.568%
2 5.575 589 593 614 rBV 608114 700701 8.10% 2.442%
3 6.575 759 763 784 rBV 732347 810018 9.37% 2.824%
4 6.722 785 788 795 rBV 892910 758390 8.77% 2.644%
5 6.957 824 828 834 rBV 598318 529927 6.13% 1.847%
6 7.110 850 854 865 rBV 668795 594103 6.87% 2.071%
7 7.516 920 923 939 rBV 357140 431167 4 _.99% 1.503%
8 8.239 1042 1046 1065 rBV 587130 641606 7.42% 2.236%
9 9.310 1224 1228 1237 rBV 820419 782328 9.05% 2.727%
10 9.381 1237 1240 1244 rVB 96416 91002 1.05% 0.317%

11 9.698 1290 1294 1299 rBV2 107242 133855 1.55% 0.467%
12 9.998 1341 1345 1357 rVB 661121 637147 7.37% 2.221%
13 10.404 1411 1414 1417 rBV 199470 160820 1.86% 0.561%
14 10.622 1447 1451 1454 rBV 101255 120969 1.40% 0.422%
15 10.786 1476 1479 1488 rBV 311871 372699 4_.31% 1.299%

16 10.880 1492 1495 1504 rVB 261804 320203 3.70% 1.116%
17 11.327 1568 1571 1574 rBV 248277 193974 2.24% 0.676%
18 11.492 1595 1599 1602 rBV 541177 532198 6.16% 1.855%
19 11.751 1641 1643 1646 rBV 199953 169943 1.97% 0.592%
20 11.857 1658 1661 1665 rVB 2414399 2111502 24.42% 7.360%

21 11.998 1681 1685 1692 rBV2 177314 219932 2.54% 0.767%
22 12.163 1709 1713 1721 rVB 187679 187090 2.16% 0.652%
23 12.557 1774 1780 1782 rBV 6252075 8646451 100.00% 30.140%
24 12.580 1782 1784 1789 rVB2 5925201 5347291 61.84% 18.639%%
25 12.651 1793 1796 1799 rBV 1444539 1109579 12.83% 3.868%

26 12.692 1800 1803 1804 rBV 146783 144839 1.68% 0.505%
27 12.710 1804 1806 1809 rVB 249574 206257 2.39% 0.719%
28 12.886 1833 1836 1840 rVvVv 198153 171783 1.99% 0.599%
29 12.921 1840 1842 1844 rVV 142120 113637 1.31% 0.396%
30 12.945 1844 1846 1851 rVB 94066 88278 1.02% 0.308%

31 13.069 1864 1867 1870 rBV 687429 583387 6.75% 2.034%
32 13.210 1889 1891 1893 rBV 181154 152986 1.77% 0.533%
33 13.280 1900 1903 1904 rBV2 101782 90551 1.05% 0.316%
34 13.298 1904 1906 1914 rVB3 135304 143185 1.66% 0.499%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On > 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.374 1916 1919 1922 rBV 191356 160754 1.86% 0.560%

36 13.810 1989 1993 2001 rVB3 69744 104044 1.20% 0.363%
37 14.039 2029 2032 2038 rBV 130749 142340 1.65% 0.496%
38 14.139 2045 2049 2052 rBV 468899 454028 5.25% 1.583%
39 14.568 2119 2122 2127 rBV 93997 106984 1.24% 0.373%
40 15.668 2306 2309 2313 rVB2 198893 259097 3.00% 0.903%

Sum of corrected areas: 28688046
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

ASP BNA STANDARDS FOR 5 POINT

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M

CALIBRATION

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF110533.D

557 6.

Time-->

OW\—

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

04
Time-->

9.31 10.00

8.00 8.50 9.00 9.50 10.00

TIC: BF110533.D

11.86

11.49
10.4010.65011988 11.33

10.50 11.00 11.50 12.00

11.7% 12.002.16

12.65

]

12.50

13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

.37

14.0 14.57 15.67
I A 13~8_1/\J\_L/\_____/\_~_/\._/\,_./\_M_/JK

14.14

TIC: BF110533.D

Time-->

1
13.50

14.00 14.50 15.00 15.50

I
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\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 17

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

2.25 6.15 ng 163001 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 17
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 28 (2.252 min): BF110533.D (-24) (-) m/z 73.05 100.00%
73.0

5000 43.0

-

55.1 87.1

| 2.20 2.30 2.40 2.50 2.60 2.70
e e e e e e .| M7z 43.05 40 86%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60 2.70
= 560 87.0 m/z 55.10 28.86%
29.0
AR AR LS RS AR RS RARES AN MRS RARAS SRS RRARS LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 410 55.0 m/z 87.10 25.27%
29.0 ‘
L “ IX “‘ 97.0 1120  129.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

-

Abundance #8393: 3-Pentanol, 2,4-dimethyl-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.05 13.68%
55.0
5000
43.0
150 270 ‘W\ ‘ |l 830 990 1140
A R o o o R o e e e I ARasmEans
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.72 Concentration Rank 5

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

6.72 28.62 ng 758390 1,4-Dichlorobenzene-d4 6.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10

5 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 788 (6.722 min): BF110533.D (-785) (-) m/z 132.00 100.00%
132.
5000 68.1
R RRE S REEEEmEs ey
40.0 540 | | 85.0 %l'o 6.40 6.60 6.80 7.00
ST S 1 OO LS T | S m/z 68.10 40.81%
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 N
5000 LILEN LI L L L L L L |
6.40 6.60 6.80 7.00
0
310 51.0 m/z 134.00 33.30%
SN N | S WU RN | NN 1 M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
e RN o RN RE
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.74%
41.0 53.0 97.0 170
“ ‘ 79.0 '
..,....,....,....,.‘...,‘..‘..,.‘.‘al‘,..‘.‘.‘,‘....,..‘..,....,...‘.,....,"...,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.18%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |
T T T e R e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 18
R.T. EstConc Area Relative to ISTD R.T.
10.40 5.05 ng 160820 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1413 (10.398 min): BF110533.D (-1411) (-) m/z 57.10 100.00%

57.1

5000

N

10.00 10.20 10.40 10.60 10.80
m/z 43.05 75.35%

05.0123.1 149.1 171.0 207.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 L B B B

10. OO 10 20 10. 40 10. 60 10 80

29.0 m/z 71.10 50.95%
I Y AL e L LN
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57.0
e e e e
10.00 10.20 10.40 10.60 10.80
5000 m/z 41.05 41 .94%
85.0
29.0
A ‘\ gy 1130 1410 1690 1970 226.0
R B B L B e AL B B A b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane L e b
57.0 10.00 10.20 10.40 10.60 10.80
m/z 85.10 37.87%
5000
85.0
29.0
\‘ ‘\ H -y I 113 0 1410 184.0
e R e e L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 00 10.20 10.40 10. 60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.88 12.03 ng 320203 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 1495 (10.880 min): BF110533.D (-1492) (-) m/z 57.05 100.00%

51.0
5000 85.0

113.1 10.60 10.80 11.00 11.20
141.1 167.1
el et b e e e a2 e || M7z 43.10  65.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane
57.0
5000 85.0 L L L B B B
10 60 10. 80 11. OO 11. 20
m/z 71.10 57.75%
29.0 113.0
d . | Iy .|| 1 1141 -0 169 0 197.0 240 0
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57.0
T
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.05 39.34%
113.0 154.0
‘ ‘ e ,1183.0 211.0 239.0  281.0
R A L i  RARAARMAaaRE LA S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane R EEEE E
57.0 10.60 10.80 11. OO 11. 20

m/z 41.10 30.45%

5000
85.0
29.0 ‘

| w “ 113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.33 7.29 ng 193974 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 1571 (11.327 min): BF110533.D (-1568) (-) m/z 57.10 100.00%
57.1
0 ,p\vwnfﬂﬁAhﬁﬂjAV‘AﬁNJMVJJlM
AL A DAL A
99.0 11,00 11.20 11.40 11.60
...J,‘.!'l-l.'.34.1,1..18.3.1....,.... e m/z 43.10 69.24%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane V\\NJ
57.0
5000 L SV AR B LS
11,00 11.20 11.40 11.60
m/z 71.10 57.13%
27,0 | ,9301 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0 ,J
1100 11.20 11.40 11.60
5000 m/z 85.10 39.58%
2700 | | %9°, 1410 1s302120
m/z--> 50 100 150 200 250 300 350 i
Abundance #83025: Hexadecane T T
57.0 11.00 11.20 11.40 11.60
m/z 41.05 30.32%
2noy ‘990 141.0 183.0 226.0 .
m/z--> 50 100 150 200 250 300 350 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.75 6.39 ng 169943 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86

Abundance Scan 1643 (11.751 min): BF110533.D (-1641) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 11.40 11.60 11.80 12.00
....,....-,':..| b 1402 1692 1972 2242 e m/Z 43.10  72.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
5000
85.0 11.40 11.60 11.80 12.00
29.0 m/z 71.10 54 _.66%
Ll 1130 141.0 1600 197.0 2250 2530 2960
m/z--> 25 4b 65 éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance #83025: Hexadecane
570 i
1140 11.60 11.80 1200
5000 m/z 85.10 40.49%
85.0
29.0
| .L |l ‘ 113.0 141.0 169.0 197.0 226.0
m/z--> 25 4b 65 éo 160 150 150 160 180 200 220 240 260 2§o 300 ~J
Abundance #129492: Eicosane Mokttt
57.0 11.40 11.60 11.80 12.00
m/z 41.05 32.17%
5000
85.0
29.0
‘ ‘ L 180 1410 169.0 197.0 225.0 253.0 2820
m/z--> 25 4b 65 éo 160 150 150 160 180 200 220 240 260 2§o 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 79.35 ng 2111500 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1662 (11.863 min): BF110533.D (-1658) (-) m/z 74.00 100.00%
74.0
5000
43.1
I . 2272 1160 1180 1200 1720
- 185.1 ' 270.3 : : : :
0 ,....,....|', .-.'..,':!..','..'.1.2,1..1..,|...1.6?.1.. vr2052 | . e Tm/z 87.00 74.84%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L L BRI A SR
43.0 1160 11.80 12.00 12.20
143.0 m/z 43.10 34 .16%
| ‘.|| A w10 | 171 o 199 0 227.0 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 N /
L A
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—ﬁ
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.05 28.01%
143.0
e Ll a0, 1850 2270 2100
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
LA A
Abundance #107596: Pentadecanoic acid, methy! ester e e  RERARREA
74.0 11.60 11.80 12.00 12.20
m/z 41.05 24 .61%
5000
43.0
143.0
| H | gl 1010151070 4710 2130 2560 ‘MJJL_N_MW
LI e e |||||||||||||||||||||||||||||||||||| —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—ﬁ
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF102318.M Wed Nov 07 16:06:55 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 8
R.T. EstConc Area Relative to ISTD R.T.
12.00 8.27 ng 219932 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1685 (11.998 min): BF110533.D (-1681) (-) m/z 73.00 100.00%
430 73.0
5000 1291
213.2
) 192.1
or.1 157.1 256.2 11,60 11.80 12.00 12.20 12.40
m/z 43.05 92.59Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
w.__}\_}\»‘/kqﬂ_._._,‘m
5000 129.0 R AU
83.0 11.60 11.80 12.00 12.20 12.40
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  89.94%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.05 76.43%
15.0 77.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid i e B
430 | 730 11.60 11.80 12.00 12.20 12.40
m/z 41.05 74 .43%
5000 129.0
15.0 ' . A }\ AN
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40

8270-BF102318.M Wed Nov 07 16:06:55 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.16 7.03 ng 187090 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 80
4 Hexadecane 226 C16H34 000544-76-3 72
5 Decane, 3-methyl- 156 C11H24 013151-34-3 72

Abundance Scan 1713 (12.163 min): BF110533.D (-1709) (-) m/z 57.10 100.00%

57.1
5000 85.1

113.1 155.1 11.80 12.00 12.20 12.40
b e e s L 2001 289 e m/Z 43.10  64.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
571.0
5000
85.0 11.80 12.00 12.20 12.40
29.0 m/z 71.10 57.67%
| | 1130 141.0 169.0 197.0 225.0 253.0 282.0
e et et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
T T T T T
85.0 11.80 12.00 12.20 12.40
5000 ' m/z 85.10 41 .49%
29.0 113.0
| L 1410 1690 197.0 2250 2530  296.0
e e e 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
Abundance #152416: Tridecane, 1-iodo- PR T TR T T
57.0 11.80 12.00 12.20 12.40
m/z 41.10 27 .50%
5000 85.0
28.0 ‘
113.0 183.0
e e e300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40

8270-BF102318.M Wed Nov 07 16:06:56 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.56 324.93 ng 8646450 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 99

Abundance Scan 1781 (12.563 min): BF110533.D (-1774) (-) m/z 67.05 100.00%

67.0

41.0
5000

12.20 12.40 12.60 12.80
m/z 81.10 86.57%

178.1 220.2 263.2 294.3

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 IIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80
m/z 55.10 68.01%
I, 1L 1230 149.0 178 262.0 294.0
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
m/z 95.05  59.54%

5000

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)- R e R o
410 67.0 12.20 12.40 12.60 12.80

m/z 41.05 54 .38%

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

5000 95.0
M1230 150.0 1780 2200 2630 29fo

8270-BF102318.M Wed Nov 07 16:06:56 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.58 200.95 ng 5347290 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 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 1784 (12.580 min): BF110533.D (-1782) (-) m/z 55.10 100.00%

1

5000
111.1
264.3
137.1 1802  222.2 906.3 12.20 12.40 12.60 12.80
o} 0 m/z 41.10 67.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester

5000 LA L B B L L Y LB B B

12.20 12.I40 12.60 12.80
264.0 m/z 69.10 67.75%

296.0

29.0

111.0

138.0 180.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester
55.0

12.20 12.40 12.60 12.80
m/z 74.00 61.08%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester et e
55.0 12.20 12.40 12.60 12.80

m/z 83.10 51.03%

5000

264.0

111.0

138.0 180.0 2220 296.0

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-BF102318.M Wed Nov 07 16:06:57 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Methyl stearate Concentration Rank 4

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

12.65 41.70 ng 1109580 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 89

000112-39-0 87
007132-64-1 86

methyl ester 270 C17H3402
methyl ester 256 C16H3202

4 Hexadecanoic acid.
5 Pentadecanoic acid,

Abundance Scan 1796 (12.651 min): BF110533.D (-1793) (-) m/z 74.00 100.00%
74.0
5000 43.0
\ 143.1 255 2 LI e e e e e
97.1 199.2 298.3 12.40 12.60 12.80 13.00
o...,....-,'....|',..|'..,'.!..,'..~..,..'..,|....1.7.1..1.... 22 e m/z 87.00  75.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 LA L L L L L L LB

298.0

143.0 —_— 12.40 12.60 12.80 13.00
40 199.0 m/z 43.05  40.44%

v T e T
so, | LT, o L me, | zmo Ly L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methyl ester
74.0

12 40 12.60 12.80 13.00
5000 m/z 55.05 30.97%

43.0
143.0
97.0 2410 284.0
\1200\ 30
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z-->
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester

74.0 12.40 12.60 12.80 13.00

m/z 41.10 26.90%
5000
28.0
143.0 255.0 298.0
\ ‘1% o 17101990 2210 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00

8270-BF102318.M Wed Nov 07 16:06:57 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Methyl 10-trans,l12-cis-octa... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.89 7.57 ng 171783 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 96
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 96
3 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 96
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 95
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 94

Abundance Scan 1837 (12.892 min): BF110533.D (-1833) (-) m/z 67.00 100.00%

5000

12.60 12.80 13.00 13.20
m/z 81.10 80.38%

136.1 294.3
164.1 189.9 220.2 263.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
67.0

12.60 12.80 13.00 13.20
294.0 m/z 95.10 56.09%

5000

123.0 150.0

178.0 220.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0

12.60 12.80 13.00 13.20
m/z 55.05  43.96%

5000
294.0

150.0 1780 00,0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139730: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67.0 12.60 12.80 13.00 13.20

m/z 82.05 41.64%

5000

123.0 150.0 263.0

178.0 220.0

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

8270-BF102318.M Wed Nov 07 16:06:58 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Bicyclo[10.1.0]tridec-1-ene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.21 6.74 ng 152986 Chrysene-d12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 93
2 Methvl 5.11.14-eicosatrienoate 320 C21H3602 1000336-40-2 91
3 1.5-Cvclododecadiene. (E.Z)- 164 C12H20 019428-99-0 60
4 Cis-8-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-3 55
5 Cyclopentanepropanol, 2-methylene- 140 C9H160 053544-48-2 53

Abundance Scan 1891 (13.210 min): BF110533.D (-1889) (-) m/z 67.05 100.00%

5000

205.1 2352 262.2 12.80 13.00 13.20 13.40 13.60
: m/z 81.05 73 .20%

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

Abundance #44125: Bicyclo[10.1.0]tridec-1-ene

41.0 67.0

164.1

12.I80 13.I00 13!20 13.I40 13!60
m/z 79.00  72.84%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161551: Methyl 5,11,14-eicosatrienoate
67.0

12.80 13.00 13.20 13.40 13.60
m/z 55.10 61.84%

5000

750 2050 2350

271.0 320.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #33757: 1,5-Cyclododecadiene, (E,2)- A B o
67.0 12.80 13.00 13.20 13.40 13.60
m/z 41.10 55.97%

5000

I I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40 13.60

8270-BF102318.M Wed Nov 07 16:06:59 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl13.30 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.30 6.31 ng 143185 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 47
2 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 43
3 Silacvclopent-3-ene. 3-methvl- 98 C5H10Si1 054077-65-5 35
4 Triallvimethvisilane 166 C10H18Si 001112-91-0 30
5 Cyclopentane, 1,2-dibutyl- 182 C13H26 062199-52-4 15
Abundance Scan 1906 (13.298 min): BF110533.D (-1904) (-) m/z 55.10 100.00%
591 97.1
5000
125.1 2983 RN BRI U

| | I 152.1176.1 5081  243.1265.0 13.00 13.20 13.40 13.60

SN G 1B m/z 97.10  79.45%

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

Abundance #129412: Cyclopropaneoctanoic acid, 2-hexyl-, methyl ester
55.0

5000 T T T T
13.00 13.20 13.40 13.60

m/z 69.10 70.66%

138.0 166.0 208.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117512: 9-Hexadecenoic acid, methyl ester, (2)-
.0

13.00 13.20 13.40 13.60

5000 m/z 74.00 66.26%

100 © 1520 1950  238.0 neg0

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

Abundance #3078: Silacyclopent-3-ene, 3-methyl-
97.0 13.00 13.20 13.40 13.60
570 m/z 87.00 52.46%
5000
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-BF102318.M Wed Nov 07 16:06:59 2018

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Eicosanoic acid, methyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.37  7.08ng 160754  Chrysene-d12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 95

001731-92-6 95
006929-04-0 93

2 Heptadecanoic acid. methvl ester 284 C18H3602
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602

4 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 90
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
Abundance Scan 1918 (13.369 min): BF110533.D (-1916) (-) m/z 74.00 100.00%
74.0
5000 43.0
1851 216.1 13.00 13.20 13.40 13.60
. 241.1 283.2 326.2 . . . .
m/z 87.00 81.09%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000
13.00 13.20 13.40 13.60
43.0 143.0 260 | Mm/z 43.05 49.60%
15.0, ] 2910 171.0199.0 227.0 2550 28? OI ,
T T T P T P e T P T T [T T T T e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methyl ester
74.0
e
13.00 13.20 13.40 13.60
5000 m/z 55.00 32.22%
43.0
241.0 284.0
”wuwmhﬁﬁwmmmPﬂﬁwmm”mumww
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester L BT o e
74.0 13.00 13.20 13.40 13.60
m/z 57.05 29.46%
5000
43.0
143.0 284.0
241.
101.0 185.0
b b MRS | 0aa0 || M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60

8270-BF102318.M Wed Nov 07 16:07:00 2018

Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl13.81 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.81 4_.58 ng 104044 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 46
2 4.7-Methano-1H-indene. octahvdro- 136 C10H16 006004-38-2 38
3 9-Oxatetracvclol5.3.1.0(2.6).0(8... 148 C10H120 1000191-87-2 38
4 5-1sopropvl-2.8-dimethvl-9-oxatr... 222 C14H2202 1000185-23-8 30
5 1,4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 27
Abundance Scan 1993 (13.810 min): BF110533.D (-1989) (-) m/z 151.10 100.00%
.0 A1

5000

2731 3082 13.40 13.60 13.80 14.00 14.20
m/z 81.00 98 .70%

212.0237.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
.0

13.40 13.60 13.80 14.00 14.20
m/z 95.00 76.26%

5000

308.0
164.0 195.0 53 9 957 0 277.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15784: 4,7-Methano-1H-indene, octahydro-
95.0
67.0 R e e e
13.40 13.60 13.80 14.00 14.20
5000 136.0 m/z 55.05 60.59%
41.0
15.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22749: 9-Oxatetracyclo[5.3.1.0(2,6).0(8,10)]undec-3-ene A EEE TS
81.0 13.40 13.60 13.80 14.00 14.20

m/z 67.00 60.20%

5000

T I T I T
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 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Nonadecanoic acid, methyl e... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.04 6.27 ng 142340 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 80
Abundance Scan 2032 (14.039 min): BF110533.D (-2029) (-) m/z 74.00 100.00%
74.0
5000 431
mﬁ 143.1 e pr P e e
101.0 199.1 255.1 311.2 354.3 13.80 14.00 14.20 14.40
—_— =| ) W Y I 1L Rl T 8 e Y Tm/z 87.00  76.98%
m/z--> 50 100 150 200 250 300 350
Abundance #154944: Nonadecanoic acid, methyl ester
74.0
5000 43.0
13.80 14.00 14.20 14.40
143.0 312.0 m/z 43.10 49_.91%
15J0 1010 | 171.0199.0 zuDZG?q
m/z--> 50 100 150 200 250 300 350
Abundance #107596: Pentadecanoic acid, methyl ester
74.0
" 1380 14.00 14.20 14.40
5000 m/z 55.10 31.40%
43.0
143.0
m/z--> 50 100 150 200 250 300 350
Abundance #95860: Methy! tetradecanoate b RRREE EE s
74.0 13.80 14.00 14.20 14.40
m/z 57.10 29.65%
5000
43.0
h\ ‘ || poro 18047,01990 2420
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110533.D

Aca On : 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 20 Tridecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14 .57 4.71 ng 106984 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2122 (14.568 min): BF110533.D (-2119) (-) m/z 57.10 100.00%
57.1
5000
"0 issa 14120 1440 14160 1480
11971 : : : :
— i 2621, 310 3980 m/z 71.10 61.01%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #59896: Tridecane, 2-methyl-
57.0
5000 U R AR LI B B
14.20 14.40 14.60 14.80
99.0 155.0 m/z 43.10 60.89%
20 | X,
m/z--> 0 éo 100 150 200 250 300 350 400 '
Abundance #141426: Heneicosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 40.94%
99.0
150 | 4] 1410 1830 2050 2060
m/z--> 0 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane L BT o e
57.0 14.20 14.40 14.60 14.80
m/z 55.05 34.28%
5000

99.0
e | ; 141.0 183.0 225.0 267.0 309.0 351.0 393.0 436.0

m/z--> 0 50 100 150 200 250 300 350 400 14.20 14. 40 14 60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110618\
Data File : BF110533.D

Acq On > 6 Nov 2018 23:28

Operator : JU/SJ

Sample : J5764-17 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.25 6.2 ng 163001 1 6.96 529927 20.0
unknown6.72 6.72 28.6 ng 758390 1 6.96 529927 20.0
Tetradecane 10.40 5.0 ng 160820 3 10.00 637147 20.0
Heptadecane 10.88 12.0 ng 320203 4 11.49 532198 20.0
Heptacosane 11.33 7.3 ng 193974 4 11.49 532198 20.0
Heneicosane 11.75 6.4 ng 169943 4 11.49 532198 20.0
Hexadecanoic acid... 11.86 79.3 ng 2111500 4 11.49 532198 20.0
n-Hexadecanoic acid 12.00 8.3 ng 219932 4 11.49 532198 20.0
Eicosane 12.16 7.0 ng 187090 4 11.49 532198 20.0
9,12-Octadecadien... 12.56 324.9 ng 8646450 4 11.49 532198 20.0
14-Octadecenoic a... 12.58 200.9 ng 5347290 4 11.49 532198 20.0
Methyl stearate 12.65 41.7 ng 1109580 4 11.49 532198 20.0
Methyl 10-trans,1... 12.89 7.6 ng 171783 5 14.14 454028 20.0
Bicyclo[10.1.0]Jtr... 13.21 6.7 ng 152986 5 14.14 454028 20.0
unknown13.30 13.30 6.3 ng 143185 5 14.14 454028 20.0
Eicosanoic acid, ... 13.37 7.1 ng 160754 5 14.14 454028 20.0
unknown13.81 13.81 4.6 ng 104044 5 14.14 454028 20.0
Nonadecanoic acid... 14.04 6.3 ng 142340 5 14.14 454028 20.0
Tridecane, 2-methyl- 14.57 4.7 ng 106984 5 14.14 454028 20.0
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