LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On > 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 5.575 590 593 608 rBV 201319 262305 2.21% 0.716%
2 6.575 760 763 778 rBV 210234 303003 2.55% 0.827%
3 6.722 785 788 795 rBV 310362 285529 2.40% 0.779%
4 6.957 824 828 835 rBV 480120 453059 3.81% 1.236%
5 7.110 851 854 863 rVB 245539 223303 1.88% 0.609%
6 7.522 920 924 930 rBV 111498 153163 1.29% 0.418%
7 8.239 1043 1046 1051 rBV 524841 474647 3.99% 1.295%
8 9.310 1225 1228 1232 rBV 332604 299321 2.52% 0.817%
9 9.375 1237 1239 1244 rVB 185455 161859 1.36% 0.442%
10 9.698 1290 1294 1299 rvv4 127697 162690 1.37% 0.444%

11 9.904 1326 1329 1334 rVB 290657 239123 2.01% 0.652%
12 9.998 1342 1345 1349 rVB 528724 451219 3.80% 1.231%
13 10.404 1411 1414 1417 rBV 376909 304578 2.56% 0.831%
14 10.622 1447 1451 1454 rBV 164828 209529 1.76% 0.572%
15 10.792 1476 1480 1488 rBV3 145645 203558 1.71% 0.555%

16 10.880 1492 1495 1504 rVB 407590 523160 4._.40% 1.427%
17 11.327 1568 1571 1573 rBV 362147 265895 2.24% 0.725%
18 11.357 1573 1576 1583 rVB 158060 179272 1.51% 0.489%
19 11.492 1595 1599 1601 rBV 536673 471728 3.97% 1.287%
20 11.516 1601 1603 1606 rVB 167149 141304 1.19% 0.385%

21 11.757 1641 1644 1647 rBV 280708 229228 1.93% 0.625%
22 11.863 1658 1662 1665 rVB 4265092 3770365 31.73% 10.286%
23 11.998 1681 1685 1692 rBV3 219220 287832 2.42% 0.785%
24 12.163 1709 1713 1721 rVB 269242 262566 2.21% 0.716%
25 12.563 1774 1781 1783 rBV 7129287 11884237 100.00% 32.421%

26 12.586 1783 1785 1790 rVB2 7136865 7201544 60.60% 19.646%
27 12.657 1793 1797 1800 rVB 2026789 1822313 15.33% 4.971%
28 12.716 1800 1807 1809 rBV2 581020 923831 7.77% 2.520%
29 12.886 1833 1836 1840 rVB 418892 392906 3.31% 1.072%
30 12.921 1840 1842 1844 rVVv2 211890 187762 1.58% 0.512%

31 12.945 1844 1846 1850 rVB 214890 202915 1.71% 0.554%
32 13.074 1864 1868 1870 rBV 273230 259402 2.18% 0.708%
33 13.216 1889 1892 1894 rBV 299133 296340 2.49% 0.808%
34 13.239 1894 1896 1897 rVVv2 205066 197070 1.66% 0.538%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On > 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.280 1900 1903 1905 rVVv2 247156 286084 2.41% 0.780%

36 13.298 1905 1906 1910 rVB2 209590 138986 1.17% 0.379%
37 13.374 1916 1919 1922 rBV 313840 258624 2.18% 0.706%
38 13.621 1958 1961 1964 rBV 155567 129474 1.09% 0.353%
39 13.945 2014 2016 2022 rVB2 139809 144831 1.22% 0.395%
40 14.039 2030 2032 2036 rBVY 177232 173165 1.46% 0.472%

41 14.139 2045 2049 2052 rBV2 430836 456579 3.84% 1.246%
42 14.263 2068 2070 2074 rVB 164022 126274 1.06% 0.344%
43 14.568 2118 2122 2127 rBV2 230640 278032 2.34% 0.758%
44 14.886 2173 2176 2180 rVB 133091 123308 1.04% 0.336%
45 15.021 2195 2199 2207 rVB 301220 439243 3.70% 1.198%

46 15.239 2234 2236 2243 rVB 152508 171925 1.45% 0.469%
47 15.668 2306 2309 2313 rVB 209473 242660 2.04% 0.662%

Sum of corrected areas: 36655741
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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

Abundance TIC: BF110536.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 unknown6.72 Concentration Rank 10

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

6.72 12.60 ng 285529 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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Aminoindan 133 C9H11N 034698-41-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 788 (6.722 min): BF110536.D (-785) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 LA SR SR AR
400 540 | 6.40 6.60 6.80 7.00
et et 80 L ageo L w7z 68.10  41.77%
m/z--> 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

5000 R R
6.40 6.60 6.80 7.00

m/z 134.00 31.97%

31.0 51.0
[ I 79.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
R e A BEaEE
117.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 27.01%
39.0 91.0
S O P A Nl N
\ fin| Ly \ | 1
e e e e R e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.24%
5000
33.0 44.0 00 105.0
R R I A o B e RARE mEREE o
m/z--> 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 : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 3 Hexadecane Concentration Rank 17

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

9.90 10.60 ng 239123 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexatriacontane 507 C36H74 000630-06-8 78
4 Tridecane 184 C13H28 000629-50-5 72
5 9-methylheptadecane 254 C18H38 026741-18-4 72

Abundance Scan 1328 (9.898 min): BF110536.D (-1326) (-) m/z 57.10 100.00%
57.1
5000
9.0 1460 193.1 '9.60 9.80 10.00 10.20
L o L o . et B O m/z 43.05 80.08%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83025: Hexadecane
57.0
5000 RS R R U

9.60 9.80 1000 1020
m/z 71.10 51.90%

90141018302260

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

Abundance #59879: Tetradecane
57.0
LA REEEREEE R
9.60 9.80 10.00 10.20
5000 m/z 41.10 39.97%
154, L%?
L I o o o o o o B B BN e e o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235974: Hexatriacontane R B B
57.0 9.60 9.80 10.00 10.20
m/z 85.05 32.91%
5000
7.0
141.0183.0225.0 295.0337.0 393.0435.0 506.0
R o e e i I e e o e B A REEE RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Bacchotricuneatin c Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.40 13.50 ng 304578 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 98
2 Hexadecane 226 C16H34 000544-76-3 97
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 1413 (10.398 min): BF110536.D (-1411) (-) m/z 57.10 100.00%
57.1
5000
85.1
1231 1551 0, 10/00 1020 10,40 10160 10580
u,m.ﬂuﬂumﬂ”.umHA.””.”.““.”.””.”.“”.”q“. m/z 43.05 73.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
71.0

112.0

10.00 10.20 10.40 10.60 10.80
m/z 71.10 49.86%

5000

191.0516. 0 245.0 3120 342.0
SESBNNN—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane
57.0

10.00 10.20 10.40 10.60 10.80
5000 m/z 41.10 37.81%

85.0

29.0
Iy ‘ 1113 0 141 01609. 0 197 0 226 o

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

Abundance #83040: Pentadecane, 7-methyl- A EEEEE B
57.0 10.00 10.20 10.40 10.60 10.80
m/z 85.10 32.25%
5000
85.0
20 11201400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.62 9.29 ng 209529 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
3 Decane. 2-methvl- 156 C11H24 006975-98-0 72
4 Hexacosane 366 C26H54 000630-01-3 64
5 Heneicosane 296 C21H44 000629-94-7 64

Abundance Scan 1451 (10.622 min): BF110536.D (-1447) (-) m/z 57.05 100.00%
57.0
5000
99.0 " 10.40 10.60 10,80 11.00
171.1
...'.\,I.'..J."'Lmo,....,2.1‘3.'2].,....,....,.... m/z 43.05 48.14%

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA B L L L L L LB
10.40 10.60 10.80 11.00
m/z 71.05 47 . 74%
99.0
27 Ol i .I . 141.0 183 0 225.0 267.0 323.0 380.0
— T T
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
R B e
10.40 10.60 10.80 11.00
5000 m/z 41.05 25.41%
27,0 99.0
Y O Y B
m/z--> 50 100 150 200 250 300 350
Abundance #28427: Decane, 2-methyl- BEEmEEEs
57.0 10.40 10.60 10.80 11.00
m/z 85.10 24 .93%
5000
27,0 112.0
m/z--> 50 100 150 200 250 300 350 10. 40 10 60 10. 80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.88 22.18 ng 523160 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 1495 (10.880 min): BF110536.D (-1492) (-) m/z 57.10 100.00%

57.1

5000

10.60 10.80 11.00 11.20

1131 1411

183.2 216.1240.3

0 m/z 43.10 67.81%
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 B B
10 60 10. 80 11. OO 11. 20
m/z 71.10 57.20%
29.0 113.0
1 L T 14l 0 169.0 197.0 240.0
et 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 10.60 10.80 11.00 11.20
5000 ' m/z 85.10 39.23%
29.0 ‘ 113.0
o b 10,1690 1970 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane e e e
57.0 10.60 10.80 11.00 11.20
m/z 41.05 31.64%
5000
85.0
29.0

J L I 4 ‘ (113.0 141.0 169.0 197.0 2260

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 : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Octadecane Concentration Rank 15

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

11.33 11.27 ng 265895 Phenanthrene-d10 11.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

m/z 57.10 100.00%

11.00 11.20 11.40 11.60

Abundance Scan 1571 (11.327 min): BF110536.D (-1568) (-)
57.1
5000 85.1
. | b 1131 1411 1831 2112 2542
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105885: Octadecane
57.0
5000

1130 1410 169.0 197.0 2950 254.0

m/z 43.10

68 .58%

11. 00 11. 20 11. 40 11.60

m/z 71.10 56.83%
J
ll.IOO ll.l20 ll.l40 ll.l60 I
m/z 85.10  39.00%
11.00 11.20 11.40 11.60
m/z 41.10 31.87%
A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
5000
85.0
29.0
‘ | 1130 1410 1600 197.0 2250 253.0 282.0
'“v“'w”'v“'w“'v“'w“'v“"”"“"”"“"“"“w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57.0
5000 85.0
29.0 ‘
113.0
e bt i 210 J600 2120
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\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Nonadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.76 9.72 ng 229228 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1645 (11.763 min): BF110536.D (-1641) (-) m/z 57.10 100.00%
57.1
5000 { \
99.0 DN SUN SN SR
168.1 11.40 11.60 11.80 12.00
—_ \ A hhpagrg 200 251 w/z 71.10  68.78%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 LN SUNIRA SN BRI
11.40 11.60 11.80 12.00
99.0 m/z 43.10 66.09%
240] | | i |, 1410 1830 2250 2680
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
11.40 11.60 11.80 12.00
5000 m/z 85.10 52.01%
99.0
27,00 || | [Ty, 1410 1830 2250 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane LN L a ma e S
57.0 11.40 11.60 11.80 12.00
m/z 41.05 32.89%
5000
2700 | | %7°, 1410 1s302120
L B LI B T T T T LI B T T T 7T T T T 7T LI N T T T 7T —v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00

8270-BF102318.M Wed Nov 07 16:07:45 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 159.85 ng 3770370 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1662 (11.863 min): BF110536.D (-1658) (-) m/z 74.00 100.00%
74.0
5000
43.1
Ll o g 5 2212 %0 110 17100 1720
: 185.2 . . . . .
O prrrothrel i b 1211 | 16311852051 "1 2708 | SR e e Dy,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L L U SN SRR
43.0 1160 11.80 12.00 12.20
143.0 m/z 43.10 35.24%
‘ ‘.|| (|0 | 1710 1990 227.0 270.0
s T 4o b B a0 13 T 180 T 38 33 ot e
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

-

11.60 11.80 12.00 12.20
5000 43.0 m/z 55.10  29.39%

143.0

A “\ “\‘\ ‘\‘ \‘\97\'\0117-0\ | 1850 2270 270.0
IR B o b e e O  RA R a e e RARREEREEEEEE R EEEY

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

Abundance

#50099: Decanoic acid, methyl ester S L B B B
74.0 11.60 11.80 12.00 12.20

m/z 41.05 27 .27%

(

43.0
5000
101.0 143.0
| | ‘ ‘I " RARSSBARAS! |‘ : 186 0 T I T
IIII IIIIIIII TrTT TTTT IIIIIIII TTTT TTTT IIIIIIII TTTT TTTT _'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_‘
m/z--> 20 40 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 16:07:45 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 n-Hexadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.00 12.20 ng 287832 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1685 (11.998 min): BF110536.D (-1681) (-) m/z 73.00 100.00%

43.1 73.0

5000

11.60 11.80 12.00 12.20 12.40

m/z 43.10 96.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
11.60 11.80 12.00 12.20 12.40
0
157.0 1g50 2130 256.0 m/z 60.00 90.54%
4
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 57.10 77 .36%

15.0 n‘ it

m/z--> 20 40 60 8I0 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R S
73.0 11. 60 11. 80 12. OO 12. 20 12. 40
m/z 55.10 74.41%

43.0
5000
129.0
‘ 1710 2140

180\,\ .---”-“ “ h‘\ HM MI l4,9,9”\” TN NN U VO | P D W —
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40

o

8270-BF102318 .M Wed

Nov 07 16:07:46 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.16 11.13 ng 262566 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1713 (12.163 min): BF110536.D (-1709) (-) m/z 57.10 100.00%
57.1 1
5000 ’
\ |9 80 111 1571 2432 2820 1180 12,00 12.20 12.40
el L P 1071 2432 2822 | Tn/z 43.10  67.98%

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 J ﬂ

5000
11.80 12.00 12.20 12.40
‘ m/z 71.10 58.55%
L

99.0
27,0 I 141.0 1830 2250 267.0  323.0  380.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
T T T T
11.80 12.00 12.20 12.40
5000 m/z 85.10 42 .22%
9.0
27,0 I Ly 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane A BERE RS e e
57.0 11.80 12.00 12.20 12.40
m/z 41.10 29.48%
5000
270{ 1999 1410 18302120
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40

8270-BF102318.M Wed Nov 07 16:07:46 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.56 503.86 ng 11884200 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 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
Abundance Scan 1781 (12.563 min): BF110536.D (-1774) (-) m/z 67.05 100.00%

67.0

-

41.1
5000
123.1
150.1 12.20 12.40 12.60 12.80
178.1 220.2 263.2 204.3
e m/z 81.05 83.82%
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
12.20 12.40 12.60 12.80
m/z 55.10 67.17%
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
5000 m/z 95.10 56.75%

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)-

4.0 670

-

12.20 12.40 12.60 12.80
m/z 41.10 56.13%

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 16:07:47 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 13 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.59 305.33 ng 7201540 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1786 (12.592 min): BF110536.D (-1783) (-) m/z 79.10 100.00%

5000

12.20 12.40 12.60 12.80 13.00
m/z 93.10 51.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

o

L B L L B BRI B
12.20 12.40 12.60 12.80 13.00
m/z 80.10 38.11%

5000

180.0 222.0 264.0

296.0

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

A
LI L L L L LB B

12.20 12.40 12.60 12.80 13.00
m/z 108.10 29.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
55.0 12.20 12.40 12.60 12.80 13.00

m/z 95.10 28.16%

5000

180.0  222.0 296.0

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 13.00

8270-BF102318.M Wed Nov 07 16:07:48 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.66 77.26 ng 1822310 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. 16-methvl-., ... 298 C19H3802 005129-61-3 89
3 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86

Abundance Scan 1798 (12.663 min): BF110536.D (-1793) (-) m/z 74.00 100.00%
74.0
5000 431
143.1 255.2 —
|| 1 omo | 1711 19|9'2 6.1 298.3 12.40 12.60 12.80 13.00
...,....,....',..'. PR TSR . o/ O i S G m/z 87.00 83.14Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12.40 12.60 12.80 13.00
143.0 -
43.0 1990 ZST'O m/z 43.10 35.73%
97.0 '
:|I-|5||0| Y- Id' . '|'|I| |'||‘| I IJ:I' |'|I'|I| A - ||| - - 1|7|]|"|O||| - III22|7I'IOIII - ||| e I|I -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
12.40 12.60 12.80 13.00
5000 m/z 55.05 27 .94%
28.0
1,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0 12.40 12.60 12.80 13.00
m/z 143.10 26.14%
5000 298.0
43.0
143.0
180 ‘ ‘ 97.0 ‘ 199.0 255.0
I 00 P - Pt =<1 P 1 O RO IS,
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 16:07:48 2018

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Methyl 10-trans,l12-cis-octa... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.89 17.21 ng 392906 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 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 93
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 93
Abundance Scan 1837 (12.892 min): BF110536.D (-1833) (-) m/z 67.05 100.00%
67.0

5000

41.1

-

294.3

123.1 150.1 174 12.60 12.80 13.00 13.20

220.2 263.2
m/z 81.10 67.18%

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

-

5000
12.60 12.80 13.00 13.20

294.0 m/z 95.10 53.92%

123.0 150.0 178.0 920.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

-

12.60 12.80 13.00 13.20
m/z 55.05 40.12%

5000

123.0 1500

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67.0 12.60 12.80 13.00 13.20

m/z 41.10 37 .84%

5000
294.0

123.0 150.0

178.0 220.0 262.0

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

8270-BF102318.M Wed Nov 07 16:07:49 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Methyl 5,11,14-eicosatrienoate Concentration Rank 9

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

13.22 12.98 ng 296340 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl 5.11.14-eicosatrienoate 320 C21H3602 1000336-40-2 90

2 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 86

3 (7R.8S)-cis-anti-cis-7.8-Epoxvtr... 178 C12H180 073285-35-5 76

4 Methvl 9.12-heptadecadienoate 280 C18H3202 1000336-36-2 64

5 Z,E-7,11-Hexadecadien-1-yl acetate 280 C18H3202 051607-94-4 55
Abundance Scan 1893 (13.221 min): BF110536.D (-1889) (-) m/z 67.00 100.00%

67.0
41.0
5000 :
121.1

16012051 o551 9675 20s 0 13.00 13.20 13.40 13.60

m/z 81.05 79.96%

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

5000 93.0 . e RS ma s )
121.0 13. OO 13 20 13. 40 13. 60

m/z 41.05 70.63%

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 #44124: Bicyclo[10.1.0]tridec-1-ene
41.0 67.0

13.00 13.20 13.40 13.60

5000 m/z 55.00 66.13%

121.0

149.0 178.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44089: (7R,8S)-cis-anti-cis-7,8-Epoxytricyclo[7.3.0.0(2,6... A L R REmms e
67.0 13.00 13.20 13.40 13.60
m/z 79.10 59.20%
41.0 93.0
5000
131.0
60.0
m/z--> 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 16:07:49 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.28 12.53 ng 286084 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 81
2 Hexatriacontane 507 C36H74 000630-06-8 74
3 2-methvloctacosane 408 C29H60 1000376-72-8 74
4 Tetradecane 198 C14H30 000629-59-4 68
5 Pentadecane 212 C15H32 000629-62-9 68
Abundance Scan 1903 (13.280 min): BF110536.D (-1900) (-) m/z 57.10 100.00%
57.1
5000
}’9{1 V1 1971 2071 201 T30 1520 1540 1360
N e — m/z 43.10 76.00%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0
5000 R NS SN BUUREN BU
13.00 13.20 13.40 13.60
9.0 m/z 71.10 62.76%
| 4 141.0183.0225.0267.0309.0 367.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

13.00 13.20 13.40 13.60
m/z 85.10 47.49%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane N B EE
13.00 13.20 13.40 13.60

m/z 55.05 35.98%

5000

141.0183.0 225.0267.0309.0 365.0
I I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Methyl 18-methylnonadecanoate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.37 11.33ng 258624  Chrysene-di2 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 98
2 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97

3 Heptadecanoic acid. methvl ester 284 C18H3602
4 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602

001731-92-6 95
002490-49-5 93

5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
Abundance Scan 1918 (13.368 min): BF110536.D (-1916) (-) m/z 73.95 100.00%
74.0
5000 43.1
143.1
1851 21615415 2832 g3 13.00 13.20 13.40 13.60
: m/z 87.00 72.83%
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 45_.74%
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
s A
13.00 13.20 13.40 13.60
5000 m/z 55.10 37.05%
20 143.0 326.0
150, || | 4] OO | 171019902270 2550 29
T R e R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methy! ester L BT o e
74.0 13.00 13.20 13.40 13.60
m/z 41.00 33.00%
5000
43.0
143.0
241.0 284.0
ST Y TP Y O B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 Tetracosane Concentration Rank 13

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

14 .57 12.18 ng 278032 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2122 (14.568 min): BF110536.D (-2118) (-) m/z 57.10 100.00%

57.1
5000 85.1
131 14.20 14140 14.60 14.80
155.1
o o, 19712251 200129313232 359.2 m/z 43.10 67.54%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
85.0
5000 L B BN B SR B

14.20 14. 40 14 60 14.80

9.0 m/z 71.10 61.80%
1 | F13014101690197022502530 338.0
—a e
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
M-
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 46.87%
29.0 1
o i _ Jﬂ.\ 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
— L e A
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L BT o e
57.0 14.20 14.40 14.60 14.80
m/z 55.10 36.49%
85.0
5000
29.0 13 0
| L | [ ) 410160.0197.0225.0253.0 _296.0
— b e e — M-
miz--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110536.D

Aca On : 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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 20 3-(Dimethylamino)propyl iso... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.02 36.20 ng 439243 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
2 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
3 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 64
4 1-Dodecanamine. N.N-dimethvl- 213 C14H31N 000112-18-5 64
5 1-Nonanamine, N,N-dimethyl- 171 C11H25N 017373-27-2 64
Abundance Scan 2199 (15.021 min): BF110536.D (-2195) (-) m/z 58.05 100.00%
58.0
5000 /{xA
e R R
157.1 14.80 15.00 15.20 15.40
ol g M2 7718802222 2671 3073 3664 m/z 72.05  6.08%
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58.0
5000 R SR SRR SUREUR I
14.80 15.00 15.20 15.40
m/z 59.05 5.57%
101.0
180 [ L, T 1440
m/z--> 0 50 100 150 200 250 300 350
Abundance #29185: N,N-Dimethyloctylamine
58.0
" 14:80 15.00 15.20 15.40
5000 m/z 157.10 5.44%
270, | 980 157.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl- RS EmmEs o L
58.0 14.80 15.00 15.20 15.40
m/z 55.10 5.23%
5000 W
80 . L w20 BP0 S —
m/z--> 0 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110618\
Data File : BF110536.D

Acq On > 7 Nov 2018 00:49

Operator : JU/SJ

Sample : J5764-15 5X

Misc :

ALS Vial : 22 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]
unknown6 .72 6.72 12.6 ng 285529 1 6.96 453059 20.0
Hexadecane 9.90 10.6 ng 239123 3 10.00 451219 20.0
Bacchotricuneatin c 10.40 13.5 ng 304578 3 10.00 451219 20.0
Pentadecane, 2,6,... 10.62 9.3 ng 209529 3 10.00 451219 20.0
Heptadecane 10.88 22.2 ng 523160 4 11.49 471728 20.0
Octadecane 11.33 11.3 ng 265895 4 11.49 471728 20.0
Nonadecane 11.76 9.7 ng 229228 4 11.49 471728 20.0
Hexadecanoic acid... 11.86 159.8 ng 3770370 4 11.49 471728 20.0
n-Hexadecanoic acid 12.00 12.2 ng 287832 4 11.49 471728 20.0
Heptacosane 12.16 11.1 ng 262566 4 11.49 471728 20.0
9,12-Octadecadien... 12.56 503.9 ng 11884200 4 11.49 471728 20.0
9-Octadecenoic ac... 12.59 305.3 ng 7201540 4 11.49 471728 20.0
Methyl stearate 12.66 77.3 ng 1822310 4 11.49 471728 20.0
Methyl 10-trans,1... 12.89 17.2 ng 392906 5 14.14 456579 20.0
Methyl 5,11,14-ei... 13.22 13.0 ng 296340 5 14.14 456579 20.0
Hexacosane 13.28 12.5 ng 286084 5 14.14 456579 20.0
Methyl 18-methyln... 13.37 11.3 ng 258624 5 14.14 456579 20.0
Tetracosane 14.57 12.2 ng 278032 5 14.14 456579 20.0

6

3-(Dimethylamino)... 15.02 36.2 ng 439243 15.67 242660 20.0
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