LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020519\

Data File : BF112412.D

Aca On : 5 Feb 2019 22:44 Instrument :

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

3?22'6 : K1350-01 2X EO-03-020419-A

ALS Vial : 21 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-BF012519.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 5.463 571 574 592 rBVY 1405867 1471438 5.69% 1.940%
2 6.475 743 746 759 rBV 1487162 1588831 6.14% 2.095%
3 6.604 765 768 774 rBVY 1791305 1656280 6.40% 2.184%
4 6.828 803 806 814 rBV 952431 940628 3.63% 1.240%
5 6.987 829 833 840 rBVY 1595631 1330978 5.14% 1.755%
6 7.392 899 902 906 rBVY 1091333 914903 3.53% 1.207%
7 8.116 1022 1025 1028 rVV 1266490 1170187 4_.52% 1.543%
8 8.704 1121 1125 1129 rBV 481848 412676 1.59% 0.544%
9 9.186 1203 1207 1212 rBvV 2316729 1808903 6.99% 2.386%
10 9.269 1217 1221 1224 rBV 544904 474180 1.83% 0.625%

11 9.586 1271 1275 1277 rBv4 228582 301664 1.17% 0.398%
12 9.798 1307 1311 1314 rVB 583029 459798 1.78% 0.606%
13 9.869 1319 1323 1327 rVB 1358171 1155229 4._46% 1.523%
14 10.292 1390 1395 1398 rBV 624234 604572 2.34% 0.797%
15 10.516 1428 1433 1439 rVB 187242 270684 1.05% 0.357%

16 10.657 1455 1457 1468 rVB 871695 868900 3.36% 1.146%
17 10.769 1473 1476 1485 rVB 556533 644484 2.49% 0.850%
18 11.216 1548 1552 1554 rBV 475600 412216 1.59% 0.544%
19 11.357 1572 1576 1578 rBV 1140490 974794 3.77% 1.286%
20 11.380 1578 1580 1587 rVB 331481 329669 1.27% 0.435%

21 11.639 1621 1624 1627 rBV 409810 350615 1.35% 0.462%
22 11.751 1638 1643 1646 rVB 7985435 7913069 30.57% 10.436%
23 12.045 1690 1693 1699 rVB 305972 347484 1.34% 0.458%
24 12.451 1752 1762 1764 rBV 12525394 25882119 100.00% 34.133%
25 12.469 1764 1765 1770 rVV2 11920176 10541124 40.73% 13.901%

26 12.539 1773 1777 1780 rVB 3872367 3406794 13.16% 4._.493%
27 12.574 1780 1783 1785 rBV 955707 1001016 3.87% 1.320%
28 12.592 1785 1786 1793 rVB 694958 668620 2.58% 0.882%
29 12.804 1819 1822 1829 rVB 660807 727305 2.81% 0.959%
30 12.939 1841 1845 1848 rBV 1604431 1323316 5.11% 1.745%

31 13.127 1872 1877 1881 rVB3 234415 372527 1.44% 0.491%
32 13.180 1884 1886 1892 rVB3 280286 352894 1.36% 0.465%
33 13.257 1893 1899 1903 rBV2 419379 472947 1.83% 0.624%
34 13.363 1914 1917 1921 rBV2 259352 270983 1.05% 0.357%

8270-BF012519_.M Wed Feb 06 04:31:31 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 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\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.921 2009 2012 2018 rVB 382157 328067 1.27% 0.433%

36 13.998 2020 2025 2028 rVV2 1021863 1222356 4.72% 1.612%
37 14.439 2096 2100 2106 rBV5 155199 300514 1.16% 0.396%
38 14.868 2169 2173 2183 rBV 1043355 1543346 5.96% 2.035%
39 15.045 2199 2203 2206 rBV 209059 311123 1.20% 0.410%
40 15.468 2270 2275 2279 rBV 532259 700561 2.71% 0.924%

Sum of corrected areas: 75827794
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\

BF112412.D
5 Feb 2019 22:44
JussJ
K1350-01 2X
21 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF112412.D

5.46

O
Time-->

4.50 5.00

5.50

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

0!

Time--> 8.

TIC: BF112412.D

11.36
10.29

00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

10,
10521877 11,28} 38 1164

11.75

‘¥ 12.05

12.00

12.54

12.50 13.00

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000
.36

0

M A

TIC: BF112412.D

14.87
15.04

14.00

13, 15.47

14.44

™1
13.50

Time-->

14.00 14.50

15.00

15.50 16.00 16.50

17.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.60 Concentration Rank 5

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

6.60 35.22 ng 1656280 1,4-Dichlorobenzene-d4 6.83
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 767 (6.598 min): BF112412.D (-765) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 g0y ||, % J 650 640 660 6b0 700
e B e m/z 68.10 44 _25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR LRI L UL I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.88%
n ||.,.!.J,....,J...,..'.,....,....,....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 29.46%
41.0 97.0
‘ ‘ 117.0
"“i“' .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; — "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine-propionyl A RAREE RS
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 18.86%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SRR L N | G —
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tridecane Concentration Rank 15

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

8.70 7.05 ng 412676 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 72
3 Hexadecane 226 C16H34 000544-76-3 68
4 Pentadecane 212 C15H32 000629-62-9 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 60

Abundance Scan 1124 (8.698 min): BF112412.D (-1121) (-) m/z 57.10 100.00%
5%.1
5000
8.40 8.60 8.80 9.00
0 m/z 43.10 84.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
5%.0
5000 IR RREE LR A S
8.40 8.60 8.80 9.00
29.0 m/z 71.10 57.37%
AL 113.0 141.0
m/z--> "'ﬁd" Xd" 60 80 100 120 140 160 180 200 220
Abundance #48855: Undecane, 2,3-dimethyl-
43.0
71.0 8.40 8.60 8.80 9.00
5000 m/z 41.10 48 .46%
140.0
99.0
---??‘-b--.----.----.----.----.--------.1-6-9-9 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane e e
57.0 8.40 8.60 8.80 9.00
m/z 85.10 36.48%
5000 85.0
29.0
\‘ A \ L 113.0 141 0 169 0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 10

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

9.27 8.21 ng 474180 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 91
4 Dodecane 170 C12H26 000112-40-3 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 86

Abundance Scan 1221 (9.269 min): BF112412.D (-1217) (-) m/z 57.10 100.00%
57.1

—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
39 131 1411 108.2 9.00 9.20 9.40 9.60
0 1. 1691 : m/z 43.10 79.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
5000 LA L L L L L LB
29.0 9.00 9.20 9.40 9.60
’ m/z 71.10 63.14%
.“:.ﬁh.s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
9.00 9.20 9.40 9.60
5000 m/z 41.10 44 _14%
85.0
29.0
‘\‘ | ‘\ H\ H\ 1l ul 11?0 1410 1690 2260
B L o o o e A O o e LN B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48833: Tridecane T EL o i L
57.0 9.00 9.20 9.40 9.60
m/z 85.10 42 .34%
5000 29.0 85.0
“ ‘ ‘ H\ “ Il H 11?.0 1 141.0 18‘4..0
B L o o e A o o o o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.29 10.47 ng 604572 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1395 (10.292 min): BF112412.D (-1390) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 10.00 10.20 10.40 10.60
....,....',...|,..':.,'!...-‘,..':'.,..?f‘,l..z:. L2l eS| m/z 43.10 76.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57.0
5000 850 |||||||||||||||||||
mmmmmmmm
m/z 71.10 64 .16%
20.0 | ‘11?01410 169019702260
m/z--> 25 45 eb 85 160 150 140 160 180 200 220 240 260 280 360
Abundance #141425: Heneicosane
57.0
110,00 10.20 10.40 10.60
5000 85.0 m/z 85.10 43.04%
29.0
| ‘ |30 1410 1690 1970 2250 2530 2960
m/z--> 25 45 eb 85 160 150 140 160 180 200 220 240 260 280 360
Abundance #152416: Tridecane, 1-iodo- T T T T T
57.0 10.00 10.20 10.40 10.60
m/z 41.10 40.26%
5000 85.0
28.0
183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. oo 10 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.52 4.69 ng 270684 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 81
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 80
4 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 64
5 Eicosane 282 C20H42 000112-95-8 58

Abundance Scan 1434 (10.522 min): BF112412.D (-1428) (-) m/z 57.10 100.00%
51.1
o WmAAVJVAm\_wJ«mAA,NJK\AHVAN

113.1 169.2
39 145.1 1891 2161 10.20 10.40 10.60 10.80
m/z 71.10 59.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0

5000 LA L L L L L L LB L |
85.0 10.20 10.40 10.60 10.80
29.0 > m/z 43.10 55.98%
113.0
I | J L 141.0 183.0 2110 239.0
A o o e R A A A s o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
L BEaEE Bt e
10.20 10.40 10.60 10.80
5000 m/z 85.10 35.22%
29.0 85.0
Lol o M0 1550 agag
R B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59890: Tridecane, 3-methyl- LB RAREa e L,
57.0 10.20 10.40 10.60 10.80

m/z 41.10 32.57%

5000

29.0
85.0

N 1130 1400 1690 198.0

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.22 8.46 ng 412216 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 1553 (11.222 min): BF112412.D (-1548) (-) m/z 57.10 100.00%
57.1
85.1
5000

113.1141.1767 0 200.2 254 2 11.00 11.20 11.40 11.60
.”“”q”..hwh”L”w”““”q”“.”.“”.”.””.”.””.”q””“. m/z 43.10 76.05%

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 B L L L L L LB
11.00 11.20 11.40 11.60
m/z 71.10 72.45%
29.0 11304410
| . ] I i [ 270 169.0197.0225.0 253.0  296.0
e uupuquu.u.””.”.””.”.uu.u.“u.u.uupnq”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57.0
R R EEEE SRR R o
85.0 11.00 11.20 11.40 11.60
5000 m/z 85.10 52.04%
29.0
Ly 2014101600 1070 2400
e et 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 #175557: Tetracosane e e AR
57.0 11.00 11.20 11.40 11.60
m/z 41.10 34.63%
5000 85.0
29.0

| - [1130141.0169.0 197.0 225.0253.0 281.0309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.00 11. 20 11. 40 11.60

8270-BF012519.M Wed Feb 06 04:31:35 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.64 7.19 ng 350615 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Decane. 5-propvl- 184 C13H28 017312-62-8 90
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 87

Abundance Scan 1624 (11.639 min): BF112412.D (-1621) (-) m/z 57.10 100.00%

57.1

5000 85.1
.

113.1 11.40 11.60 11.80 12.00
| 1411 169.0 203.1
0ol bl T 1AL 1690 2031 225.3246.32683 | 743 0 73.39%

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

57.0
5000

11.40 11.60 11.80 12.00
29.0 m/z 71.10 72.51%

113.0 141.0 1690 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117638: Nonadecane
57.0

11.40 11. 60 11. 80 12.00

5000 85.0 m/z 85.10 47.18%
29.0
‘ Ll 1130 1410 1600 1970 2250 2680
”w.”.“”.“.”“.”,””,”.w”...”..”..”...”“.”,””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane R AR me S B B
57.0 11:40 11,60 11.80 12.00

m/z 41.10 35.86%

85.0
5000
29.0
“Bomwlwomm 240.0
bl b e e o O et b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF012519.M Wed Feb 06 04:31:36 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.75 162.35 ng 7913070 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 83
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
Abundance Scan 1643 (11.751 min): BF112412.D (-1638) (-) m/z 74.05 100.00%
74.0
5000
43.1
o7 e 2212 1140 1160 1180 1200
185.1 270.3 . . . .
0 ,....,....|', b by d2ad | 1633 72082 | L ST Tnm/z 87.05  76.06%
miz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 AR AR R SRS
43.0 11140 11.60 11.80 12.00
143.0 m/z 43.10 34.57%
| ‘.|| A 010 | 171 o 199 0 227.0 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0
ADARRARARRA RN RARAE N
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.10 28.02%
143.0
11l ‘\H ‘ ‘ | \970 I ‘ 1850\ 2280
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate PP ArTrer
74.0 11.40 11.60 11.80 12.00

m/z 41.10 27 .89%

5000

430
|0l 1000521 171.0 1990 2420

L L N
||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| LA L L L L L L B O

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12.00

8270-BF012519.M Wed Feb 06 04:31:37 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.05 7.13 ng 347484 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 1694 (12.051 min): BF112412.D (-1690) (-) m/z 57.10 100.00%

57.1
5000 NAJL~J

11.80 12.00 12.20 12.40
— m/z 43.10 76.40%

[ ,,I | 1411 180.1211.1243.2 2823

|
m/z--> 50 100 150 200 250 300

T
350

Abundance #209566: Octacosane
57.0
5000

11.80 12.00 12.20 12.40
m/z 71.10 74.27%
Lid g

0
27‘r0| | 1410 1830 2250 281.0  337.0 394.0
i B o s o LA A o o e e e A B BB
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
T T TR T T T
11.80 12.00 12.20 12.40
5000 m/z 85.10 56.20%
99.0
27\‘.01 Il ] J J Il }41:[.0\ ;83.0 225.0 266'0296.0
L B o e o e L A o e e e LA |
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane L L L L e B N
57.0 11.80 12.00 12.20 12.40
m/z 41.05 37.91%
5000
99.0
27,00 | | ||, 1410 183.0 2250 267.0 338.0
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40

8270-BF012519.M Wed Feb 06 04:31:37 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.45 531.03 ng 25882100 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 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 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1762 (12.451 min): BF112412.D (-1752) (-) m/z 67.10 100.00%
67.1
5000 ' /R
123.1 150.1 178.1 220.2 2632 2043 12120 1240 12/60 12.80
m/z 81.10 84.23%
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
67.0
41.0

12.20 12.40 12.60 12.80
m/z 55.10 65.84%

123.0
1500 1780 9p30 2630 2940
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 41.10 59.36%

5000

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 m
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- AT T T AT T
410 67.0 1220 12.40 12.60 12.80
m/z 95.10 56.77%
5000 95.0
123.0 1500 294.0
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-BF012519.M Wed Feb 06 04:31:38 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 14 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.47 216.27 ng 10541100 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 98
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 98
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 98
4 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 98
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 98
Abundance Scan 1765 (12.469 min): BF112412.D (-1764) (-) m/z 55.10 100.00%

55.1
5000
264.3
222.2
| 151.1 1802 296.3 12.20 12.40 12.60 12.80
Ol T m/z 41.10 79.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
55.
5000 LA L L L L L L B LB
12.20 12.40 12.60 12.80
29.0 2920 m/z 69.10 61.20%
| | 180.0 * 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
REmE B R
12.20 12.40 12.60 12.80
5000 m/z 74.10 51.81%

29.0 264.0

180.0  222.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141291: 11-Octadecenoic acid, methyl ester A e
12.20 12.40 12.60 12.80

m/z 67.10 45_.38%

5000

264.0

29.0 137.0 180.0 222.0

296.0

T
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-BF012519.M Wed Feb 06 04:31:38 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Pyrene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.13 6.10 ng 372527 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 83
2 Pvrene. 1l-methvl- 216 C17H12 002381-21-7 70
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 60
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 55
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 50
Abundance Scan 1877 (13.127 min): BF112412.D (-1872) (-) m/z 216.10 100.00%
216.1
5000 93.1 M
1 67, 135.1 14311851 ' ﬁ@ﬁ@ﬁﬁﬁb”
o} ; m/z 215.10 79.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74413: Pyrene, 2-methyl-
215.0
5000 L U LA B
95.0 12:80 13.00 13.20 13.40
m/z 93.10 44 .14%
189.0
53.0 122.0  163.0
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
5000 m/z 79.10 42 .05%
95.0 189.0
14.0 39.0 63.0 122.0  163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74417: TH-Benzol[c]fluorene R a e EEmamEE i
216.0 12.80 13.00 13.20 13.40
m/z 91.10 40.33%
5000
108.0
820/ | 1890 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 12:80 13.00 13.20 13.40

8270-BF012519.M Wed Feb 06 04:31:39 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Oxirane, tetradecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.18 5.77 ng 352894 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetradecvl- 240 C16H320 007320-37-8 93
2 Methvl mvristoleate 240 C15H2802 056219-06-8 51
3 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 43
4 Oxiraneundecanoic acid. 3-pentvl... 312 C19H3603 038520-30-8 43
5 Cyclopropanepentanoic acid, 2-un... 310 C20H3802 042199-20-2 35
Abundance Scan 1886 (13.180 min): BF112412.D (-1884) (-) m/z 69.10 100.00%
69.
411 or.1
5000
199.1 USSR AR B
| | 221.1 2502 12.80 13.00 13.20 13.40
S——_? m/z 74.00 92.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94328: Oxirane, tetradecyl-
410 71.0
5000
12.80 13.00 13.20 13.40
195.0 m/z 55.10 88.34%
15.0 153.0 180.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94118: Methyl myristoleate

58.0

12.80 13.00 13.20 13.40
m/z 97.10 65.71%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)- A B b
55.0 12.80 13.00 13.20 13.40

m/z 87.00 61.98%

5000

1100 4550 1040  236.0

268.0
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-BF012519.M Wed Feb 06 04:31:41 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Methyl 18-methylnonadecanoate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.26  7.74ng 472047  Chrysene-di2 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 96
2 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 96

006929-04-0 96
001731-92-6 95

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

5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 95
Abundance Scan 1900 (13.263 min): BF112412.D (-1893) (-) m/z 74.00 100.00%
5000 43.1
143.1 283.3 2263
199.1 227.1 : 13.00 13.20 13.40 13.60
171.0 255.1
m/z 87.05 78.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methyl 18-methylnonadecanoate
74.0
5000 43.0
13.00 13.20 13.40 13.60
143.0 326.0 m/z 43.10 40.38%
283.0 ’
15.0 171.0 199.0 227.0 255 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74.0
e  RRRaE Bam s
13.00 13.20 13.40 13.60
5000 m/z 55.10 35.68%
430 143.0 326.0
150, || | 4] OO | 171019902270 2550 29
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester L T e
74.0 13.00 13.20 13.40 13.60
m/z 41.10 33.05%
5000
43.0
143.0 284.0
241.
101 0 185. 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. OO 13 20 13. 40 13.60

8270-BF012519.M Wed Feb 06 04:31:42 2019

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Docosanoic acid, methyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.92 5.37 ng 328067 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 95
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2012 (13.921 min): BF112412.D (-2009) (-) m/z 74.05 100.00%
74.0
5000 43.1
143.1
101.0 \ 109.2 255.2 3113 3543 13.60 13.80 14.00 14.20
0 B PPN O i 1 2. < R m/z 87.05 83.89%
miz--> 50 100 150 200 250 300 350
Abundance #186932: Docosanoic acid, methyl ester
74.0
5000 43.0 354.0 13.60 13.80 14.00 14.20
143.0 3110 m/z 43.10 47 . 74%
1010 | 17101990227025502830 |
miz--> 50 160 150 200 2%0 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate
74.0
13.60 13.80 14.00 14.20
5000 m/z 55.10 33.18%
143.0 354.0
199.0 255.0 3.0
| M ‘J} } O | 17107 227.07] 2830
miz--> 50 100 150 200 250 300 350
Abundance #154943: Nonadecanoic acid, methy! ester AR e R RR
74.0 13.60 13.80 14.00 14.20
m/z 41.10 27 .79%
5000
43.0 312.0
14
miz--> 5'0 100 150 2(')0 250 300 350 13.60 13.80 14.00 14.20

8270-BF012519.M Wed Feb 06 04:31:42 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9,12-Octadecadienoic acid (... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.44 4.92 ng 300514 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 354 C21H3804 002277-28-3 55
2 7.10-Hexadecadienoic acid. methy... 266 C17H3002 016106-03-9 49
3 Ethvl 9.cis..ll.trans.-octadecad... 308 C20H3602 1000336-69-8 49
4 1H-Indene. 2-butvl-5-hexvloctahv... 264 C19H36 055044-33-2 46
5 9,12-0Octadecadienoyl chloride, (... 298 C18H31CIO 007459-33-8 45
Abundance Scan 2100 (14.439 min): BF112412.D (-2096) (-) m/z 45.05 100.00%

5000

-

14.20 14.40 14.60 14.80
m/z 67.10 75.40%

191.1 221.1

m/z--> 50 100 150 200 250 300 350
Abundance #186732: 9,12-Octadecadienoic acid (Z,2)-, 2,3-dihydroxypr...
67.0

i

14.20 14.40 14,60 14.80
m/z 55.10 74.04%

5000

297.0323.0 354.0

m/z--> 50 100 150 200 250 300 350
Abundance #115770: 7,10-Hexadecadienoic acid, methyl ester
67.0
95.0 IIIIIIIIIIIIIIIIIIIIIII
14.20 14.40 14.60 14.80
5000 m/z 81.10 60.89%
135.0 266.0
234.0 .
WL, posme 0
IIII‘””\ J\l uh\L\J . "l . I ———
m/z--> 50 100 150 200 250 300 350
Abundance #151474: Ethyl 9.cis.,11.trans.-octadecadienoate b RRREE EE s
67.0 14.20 14.40 14.60 14.80
m/z 43.10 58.88%
5000 95.0
308.0
M 135.0 1780 2200 2630
el il IS SN S S —
m/z--> 50 1 O 150 200 250 300 350 14.20 14. 40 14. 60 14. 80

8270-BF012519.M Wed Feb 06 04:31:43 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112412.D

Aca On : 5 Feb 2019 22:44

Operator : JU/SJ

Sample : K1350-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 3-(Dimethylamino)propyl iso... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.87 44 .06 ng 1543350 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
2 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
3 N.N-Dimethvl-2-cvclohexvloxvethv... 171 C10H21NO 071126-60-8 64
4 l1sothiazole-4-carbonitrile. 3.5-... 316 C12H20N4S3 340816-58-2 64
5 n-Octyl trimethyl ammonium bromide 251 C11H26BrN 002083-68-3 64
Abundance Scan 2173 (14.868 min): BF112412.D (-2169) (-) m/z 58.10 100.00%
58.1
5000 }
157.1 14.60 14.80 15.00 15.20
Ol 1120 21 2182 2671 S07.3 3634 | L 7To5 10 7.22%
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58.0
5000 R DAL SUNIL SR SR
14.60 14.80 15.00 15.20
m/z 41.10 6.09%
101.0
180 [ L, [ 1440
m/z--> 0 50 100 150 200 250 300 350
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl-
58.0
14,60 14.80 15.00 15.20
5000 m/z 55.10 6.02%
1 we T '}1?4)"1??q UL UL UL SRR UL wj\wﬁvﬁa,fxm/k»xm~ﬂvwﬁwwww
m/z--> 0 50 100 150 200 250 300 350
Abundance #39002: N,N-Dimethyl-2-cyclohexyloxyethylamine R EEEEE RS
58.0 14.60 14.80 15.00 15.20
m/z 59.05 5.52%
5000
| ,88.0 171.0
m/z--> 0 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF020519\

Data File : BF112412.D

Acq On : 5 Feb 2019 22:44 Instrument :

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

3?22'6 : K1350-01 2X EO-03-020419-A

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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 .60 6.60 35.2 ng 1656280 1 6.83 940628 20.0
Tridecane 8.70 7.0 ng 412676 2 8.12 1170190 20.0
Tetradecane 9.27 8.2 ng 474180 3 9.87 1155230 20.0
Hexadecane 10.29 10.5 ng 604572 3 9.87 1155230 20.0
Pentadecane, 2,6,... 10.52 4.7 ng 270684 3 9.87 1155230 20.0
Heneicosane 11.22 8.5 ng 412216 4 11.36 974794 20.0
Pentadecane 11.64 7.2 ng 350615 4 11.36 974794 20.0
Hexadecanoic acid... 11.75 162.3 ng 7913070 4 11.36 974794 20.0
Octacosane 12.05 7.1 ng 347484 4 11.36 974794 20.0
9,12-Octadecadien... 12.45 531.0 ng 25882100 4 11.36 974794 20.0
15-Octadecenoic a... 12.47 216.3 ng 10541100 4 11.36 974794 20.0
Pyrene, 2-methyl- 13.13 6.1 ng 372527 5 14.00 1222360 20.0
Oxirane, tetradecyl- 13.18 5.8 ng 352894 5 14.00 1222360 20.0
Methyl 18-methyln... 13.26 7.7 ng 472947 5 14.00 1222360 20.0
Docosanoic acid, ... 13.92 5.4 ng 328067 5 14.00 1222360 20.0
9,12-Octadecadien... 14.44 4.9 ng 300514 5 14.00 1222360 20.0
3-(Dimethylamino) ... 14.87 44_.1 ng 1543350 6 15.47 700561 20.0
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