LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218 .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 4.887 473 476 487 rBV 31259 35496 1.27% 0.170%
2 5.310 544 548 557 rVB 1063922 923281 33.07% 4_.427%
3 6.340 719 723 726 rBVY 1221313 967419 34.65% 4.639%
4 6.475 742 746 749 rBV 1164513 1004953 35.99% 4.819%
5 6.704 782 785 789 rBV 816961 684634 24.52% 3.283%
6 6.863 808 812 815 rBVY 1023659 785147 28.12% 3.765%
7 7.263 876 880 883 rBV 754817 592388 21.22% 2.840%
8 7.987 1000 1003 1007 rBV 1100549 892397 31.96% 4_.279%
9 9.063 1182 1186 1189 rBV 1448861 1104240 39.55% 5.295%
10 9.157 1196 1202 1205 rBv4 31784 39131 1.40% 0.188%
11 9.457 1250 1253 1256 rBV 313540 251852 9.02% 1.208%
12 9.686 1289 1292 1295 rBV 41345 36454 1.31% 0.175%
13 9.739 1297 1301 1304 rVV 1105409 952007 34.10% 4 .565%
14 9.939 1328 1335 1339 rVB5 28011 41308 1.48% 0.198%
15 10.180 1374 1376 1379 rVB 65241 45463 1.63% 0.218%
16 10.404 1410 1414 1417 rBvV2 38298 39549 1.42% 0.190%

17 10.516 1430 1433 1438 rBV 634703 576882 20.66% 2.766%
18 10.651 1454 1456 1463 rVB 98428 126540 4_.53% 0.607%
19 11.098 1529 1532 1535 rBV2 99207 86697 3.10% 0.416%
20 11.133 1535 1538 1541 rVB 47722 46338 1.66% 0.222%

21 11.216 1548 1552 1554 rBV 969485 844841 30.26% 4_.051%
22 11.233 1554 1555 1559 rvVv 257687 199487 7.14% 0.957%

23 11.286 1559 1564 1567 rVB 69980 74044 2.65% 0.355%
24 11.522 1601 1604 1607 rBV 72950 69996 2.51% 0.336%
25 11.622 1618 1621 1624 rBV 706683 553129 19.81% 2.652%
26 11.716 1634 1637 1639 rBV 33713 31554 1.13% 0.151%
27 11.751 1639 1643 1647 rVB2 64176 86287 3.09% 0.414%
28 11.822 1652 1655 1658 rBV2 60907 68943 2.47% 0.331%
29 11.927 1670 1673 1679 rVB 79923 82920 2.97% 0.398%
30 12.027 1688 1690 1694 rVB5 30152 29118 1.04% 0.140%

31 12.304 1733 1737 1739 rBV 2857079 2792197 100.00% 13.389%
32 12.327 1739 1741 1744 rVB 2382663 1763084 63.14% 8.454%
33 12.416 1752 1756 1759 rBV2 608430 703542 25.20% 3.373%
34 12.457 1761 1763 1767 rVV3 43550 45671 1.64% 0.219%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.645 1790 1795 1799 rBV 440205 429011 15.36% 2.057%

36 12.686 1799 1802 1810 rVB3 60164 84615 3.03% 0.406%
37 12.792 1817 1820 1824 rBV 963869 847877 30.37% 4 _.066%
38 12.969 1847 1850 1857 rBV3 78994 112378 4.02% 0.539%
39 13.045 1859 1863 1867 rBV3 77918 108502 3.89% 0.520%

40 13.133 1875 1878 1881 rBV 68131 55234 1.98% 0.265%
41 13.204 1887 1890 1892 rBV2 28052 32734 1.17% 0.157%
42 13.239 1894 1896 1900 rVv4 31868 33071 1.18% 0.159%
43 13.380 1918 1920 1925 rVB 45246 42882 1.54% 0.206%
44 13.710 1973 1976 1983 rVB 113057 133182 4.77% 0.639%
45 13.798 1989 1991 1994 rBV2 46119 45201 1.62% 0.217%

46 13.839 1994 1998 2001 rVV2 967486 1012548 36.26% 4 _855%
47 13.863 2001 2002 2005 rVB 147062 100197 3.59% 0.480%
48 14.027 2027 2030 2033 rBV2 57676 57843 2.07% 0.277%
49 14.621 2129 2131 2137 rBV3 67831 102604 3.67% 0.492%
50 14.845 2166 2169 2179 rVB 131880 257332 9.22% 1.234%

51 15.127 2214 2217 2223 rVB 109882 130442 4.67% 0.625%
52 15.180 2223 2226 2230 rBV 116296 124756 4_.47% 0.598%
53 15.245 2233 2237 2240 rBV 540351 567789 20.33% 2.723%

Sum of corrected areas: 20855187
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF092418\

BF109268.D

24 Sep 2018 15:34

JussJ

J4770-05 2X

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.47 29.36 ng 1004950 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 745 (6.469 min): BF109268.D (-742) (-) m/z 132.00 100.00%
13%.0
5000 68.1
200 540 9%.1 650 6o 660 6B
01 e m/z 68.10 44 _.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IREBE AR RS LRSS S

6.20 6.40 6.60 6.80
m/z 134.00 32.22%

31.0 510
0 SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
i R maa
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.00 28.81%
b M L L a0 o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A AR RamE
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.15%
117.0
5000
39.0 91.0
o T
0 | ‘\ \‘\\ ‘M L oy wl ‘\ m ‘
7t e e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.65 3.00 ng 126540 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 83
2 Tridecane 184 C13H28 000629-50-5 83
3 Octadecane 254 C18H38 000593-45-3 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 1456 (10.651 min): BF109268.D (-1454) (-) m/z 57.10 100.00%

51.1

5000

10.40 10.60 10.80 11.00
m/z 43.10 73.38%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57.0

5000 LIS L L LL  LL
10.40 10.60 10.80 11.00
m/z 71.10 66.07%
113.0 154.0
o 183.0 211.0 239.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48832: Tridecane
57.0
T T
10.40 10.60 10.80 11.00
5000 m/z 85.05 46.18%
29.0 85.0
R A L B I R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 36.47%
5000 85.0
29.0
o ‘ ‘ w J11?0414;0 169.0 197.0 225.0 254.0
L L o e RARAARARREREEESRERSSEE s as Ry R N EEEEE Ra s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.05 ng 86697 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane 212 C15H32 000629-62-9 87
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 1532 (11.098 min): BF109268.D (-1529) (-) m/z 57.10 100.00%
57.1
200 | JLMA/J
131 geeq 1920 10180 11,00 11120 1140
Ot . m/z 43.10 71.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LR B B BRI B
mmnmnmnm
m/z 71.10 71.10%
29.0
ol LmJJ,WOMOMOMOMO 296.0
m/z--> 25 Jo 60 85 160 150 150 160 180 200 220 240 260 280 360
Abundance #71393: Pentadecane
57.0
10,80 11,00 1120 11.40
0
5000 85.0 m/z 85.05 47 .38%
29.0
0 | | | T \|1113 0 141 0 169 0 212 O
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360
Abundance #152416: Tridecane, 1-iodo- RN R o S T
57.0 10.80 11.00 11.20 11.40
m/z 41.10 31.70%
5000 85.0
28.0
ool Lm0 1m0 190 310.0
miz> 20 40 60 B0 100 130 140 160 150 240 230 250 240 20 300 10,80 11,00 1120 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1162 13.09 ng 553120  Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90

007132-64-1 86
005129-58-8 83

3 Pentadecanoic acid. methvl ester 256 C16H3202
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002

5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1621 (11.622 min): BF109268.D (-1618) (-) m/z 74.10 100.00%
74.1
5000
43.0
1] 1570 e S isatssz 02 s a0 60 160 a0
Obrrerrrrrterll o b7 2220 | 18327902 L 2708 1 o870 75. 360
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LI I L L L L L LB LB LB
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 34.04%
| [ 2010 171.0 199.0 227.0 2700
O R R ma s B R A ALAAAaaRRata =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0

11.40 11.60 11.80 12.00

5000 43.0 m/z 55.05 26.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107597: Pentadecanoic acid, methyl ester T T T
74.0 11.40 11.60 11.80 12.00
m/z 41.10 26.14%
5000
43.0
143.0
Jmoy |10 g ™ wso 230 meo il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.04 ng 86287 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
2 Tetradecanoic acid 228 C14H2802 000544-63-8 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Hexanoic acid 116 C6H1202 000142-62-1 38
5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5 1000226-06-4 35
Abundance Scan 1643 (11.751 min): BF109268.D (-1639) (-) m/z 73.00 100.00%

73.0

3

11.40 11.60 11.80 12.00
m/z 43.10 85.93%

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

3

129.0 R R e
11.40 11.60 11.80 12.00

m/z 60.00 80.59%

5000

5000 1921
0
40
60.
1r

#Ji 157.0 1850 2130
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73.0
IIIIIIIAIIIIIIIIIIIIIIII
3.0 11.40 11.60 11.80 12.00
s000l & 129.0 m/z 55.05 67.05%
185.0
97.0 228.0
LA | 157.0 |
ol ol
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid B R ama B et
73.0 11.40 11.60 11.80 12.00
m/z 41.05 62.56%
129.0
5000
43.0
ok, ,....,‘.. A e LA A
m/z--> 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.30 66.10 ng 2792200 Phenanthrene-d10 11.22
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 Methyl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1736 (12.298 min): BF109268.D (-1733) (-) m/z 67.05 100.00%
67.0
411 95.1
5000
1231 1501 . 12100 1220 1240 1260
I /8L 2061 2342 RS 2943 | h7781.10  83.78%
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 LIS L L L L L L L L L LB
12. 00 12. 20 12. 40 12. 60
m/z 55.10 64 .82%
ol 123.0 1490 4759 2620 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

12.00 12. 20 12. 40 12.60
5000 m/z 41.10 59.99%

o : :
miz-> 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)- L EARRR N RS e
410 67.0 12.00 12.20 12.40 12.60
m/z 95.10 55.02%
5000 95.0
123.0 150 o 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12. 20 12. 40 12. 60

8270-BF092218 .M Tue Sep 25 13:14:12 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.33 41.74 ng 1763080 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 95
4 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 94
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91

Abundance Scan 1741 (12.327 min): BF109268.D (-1739) (-) m/z 55.10 100.00%

12. 00 12. 20 12. 40 12. 60

58.1
5000 '

Obprrrries m/z 41.10 71.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
5000 LA L L L L L L L L L B
12. 00 12. 20 12. 40 12. 60
m/z 69.10 69.59%
. 1380 1800 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0

12,00 12.20 12.40 12.60
m/z 74.00 60.11%

5000
29.0
111.0 264.0
1380 1800 2220 296.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester R R R
55.0 12.00 12.20 12. 40 12. 60

m/z 83.10 54 .73%

5000
264.0

29.0

111.0

138.0 180.0 222.0 296.0

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Bicyclo[10.1.0]tridec-1-ene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.97 2.22 ng 112378 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 89
2 Cvclooctene. 4-ethenvl- 136 C10H16 001124-45-4 50
3 1H-Cvcloproplelazulene. decahvdr... 206 C15H26 028580-43-0 45
4 5-Undecvne 152 C11H20 002294-72-6 41
5 7-Propylidene-bicyclo[4.1.0]heptane 136 C10H16 082253-09-6 38

Abundance Scan 1850 (12.969 min): BF109268.D (-1847) (-) m/z 67.05 100.00%

67.0

5000

12.60 12.80 13.00 13.20
m/z 81.05 89.91%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44125: Bicyclo[10.1.0]tridec-1-ene
41.0 670

5000

12.I60 12.I8O 13.IOO 13.I20
m/z 79.05 81.81%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15735: Cyclooctene, 4-ethenyl-
67.0
41.0 AU
12.60 12.80 13.00 13.20
5000 m/z 216.10 72.69%
95.0
121.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66237: 1H-Cycloprop[e]azulene, decahydro-1,1,4,7-tetramet...
7.0 107.0 12.60 12.80 13.00 13.20

m/z 41.10 65.95%

5000

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 11
R.T. EstConc Area Relative to ISTD R.T.
13.05 2.14 ng 108502 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 80
2 Heptadecane 240 C17H36 000629-78-7 60
3 Hexadecane 226 C16H34 000544-76-3 42
4 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 42
5 Tetratetracontane 619 C44H90 007098-22-8 38

Abundance Scan 1864 (13.051 min): BF109268.D (-1859) (-) m/z 55.10 100.00%

5000
111.1 240.1 B o B
133.0 162.0 189.0 267.2292.2 12.80 13.00 13.20 13.40
o m/z 57.05 94 .69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57.0

5000

12.80 13.00 13.20 13.40
m/z 41.00 91.60%

29.0

212.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94344: Heptadecane
57.0
 AEE EREEE RS
12.80 13.00 13.20 13.40
5000 85.0 m/z 43.10 86.04%
29.0
L ‘ | | | /1130 1410 1690 1970 2400
R L Ra s B a o L e R ARRN EAARARERSREEERaEEREY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane R EmEEs e
57.0 12.80 13.00 13.20 13.40
m/z 69.10 80.41%
5000 85.0
29.0
ol ‘ |\, 1130 1410 169.0 197.0 226.0
R L ERAm s B as e R BRRRAARARARSREEERIRARE  AEE EREEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Oxalic acid, pentadecyl pro... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.71 2.63 ng 133182 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. pentadecvl propvl e... 342 C20H3804 1000309-26-8 91
2 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 91
3 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
4 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
Abundance Scan 1976 (13.710 min): BF109268.D (-1973) (-) m/z 57.10 100.00%
57.1

5000

13.40 13.60 13.80 14.00
m/z 43.10 87.72%

140.1 182.1

218.1  257.1 782 .1306.1

o

I TTT III TT I II

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #178430: Oxalic acid, pentadecyl propy! ester

43.0

71.0

13.40 13.60 13.80 14.00
m/z 71.10 69.03%

5000

125.0

153.0 182.0 210.0 298.0

o] M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57.0
A REEREEaSS
13.40 13.60 13.80 14.00
5000 m/z 83.10 52.44%
83.0
29.0 i‘ | 120 283.0
OJ‘MMHA\ 1390 1600 2100 2380 ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #133067: Ethanol, 2-(hexadecyloxy)- A REEREEaSS
57.0 13.40 13.60 13.80 14.00

m/z 55.10 47 .12%

5000

31.0 111.0

141.0 169.0 196.0 224.0 255.0 5gq

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109268.D

Aca On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.62 3.61 ng 102604 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Nonadecane 268 C19H40 000629-92-5 83
4 Tetradecane. 6.9-dimethvl- 226 C16H34 055045-13-1 76
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 2131 (14.621 min): BF109268.D (-2129) (-) m/z 57.10 100.00%
57.1
85.1
5000
311410001 2171 ye31omt B0 3552 " 4l0 14760 1480 1500
o .u,.l' - | - - m/z 71.10 79.22%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 LRI UL B B R
85.0 1440 14'60 14.80 15.00
29.0 m/z 43.10 70.99%
oL | | 30141.0160.0197.0225.0253.0281.0309.0338.0
m/z--> éo 160 1%0 260 2%0 360 3éo
Abundance #129492: Eicosane
57.0
"' 14.40 14.60 14.80 15.00
5000 650 m/z 85.10 62.73%
29.0
o | ‘ | 113.0141.0169.0197.0225.0253,0282.0
m/z--> éo 160 1%0 260 250 360 3éo
Abundance #117637: Nonadecane RS EmmEs o L
57.0 14.40 14.60 14.80 15.00
m/z 41.05 30.87%
85.0
5000
29.0
o | ) A130141.0169.0197.0 268.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3éo 14.40 14.|60 14.|8O 15.'00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092418\
Data File : BF109268.D

Acq On : 24 Sep 2018 15:34

Operator : JU/SJ

Sample : J4770-05 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 29.4 ng 1004950 1 6.70 684634 20.0
Eicosane, 10-methyl- 10.65 3.0 ng 126540 4 11.22 844841 20.0
Heneicosane 11.10 2.0 ng 86697 4 11.22 844841 20.0
Hexadecanoic acid... 11.62 13.1 ng 553129 4 11.22 844841 20.0
n-Hexadecanoic acid 11.75 2.0 ng 86287 4 11.22 844841 20.0
9,12-Octadecadien... 12.30 66.1 ng 2792200 4 11.22 844841 20.0
15-Octadecenoic a... 12.33 41.7 ng 1763080 4 11.22 844841 20.0
Bicyclo[10.1.0]tr... 12.97 2.2 ng 112378 5 13.84 1012550 20.0
Pentadecane 13.05 2.1 ng 108502 5 13.84 1012550 20.0
Oxalic acid, pent... 13.71 2.6 ng 133182 5 13.84 1012550 20.0
Tetracosane 14.62 3.6 ng 102604 6 15.24 567789 20.0
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