LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\

Data File : BF115614.D

Aca On : 16 Jul 2019 22:51 Instrument :

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

3?22'6 : K3623-05 2X E0-02-071519-C

ALS Vial : 20 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-BF071219.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.140 4 9 17 rVB 331370 428370 3.48% 0.661%
2 3.969 314 320 331 rVB 698218 911058 7.40% 1.407%
3 5.504 576 581 594 rBVY 1451159 1454726 11.82% 2.246%
4 6.510 747 752 759 rBVY 1568466 1499417 12.18% 2.315%
5 6.651 772 776 780 rBVY 1808751 1612335 13.10% 2.489%
6 6.886 812 816 819 rBVY 1272291 1016726 8.26% 1.570%
7 7.039 839 842 846 rBVY 1422961 1264609 10.27% 1.952%
8 7.439 904 910 916 rBVY 1117659 955859 7.77% 1.476%
9 8.169 1029 1034 1037 rBv 1508507 1298840 10.55% 2.005%
10 9.239 1213 1216 1222 rBvV 1891238 1672262 13.59% 2.582%

11 9.327 1227 1231 1235 rVvV2 133531 128409 1.04% 0.198%
12 9.633 1280 1283 1284 rBV 198383 146579 1.19% 0.226%
13 9.780 1304 1308 1314 rBV2 74147 125368 1.02% 0.194%
14 9.857 1318 1321 1324 rVB 196642 150691 1.22% 0.233%
15 9.922 1329 1332 1336 rVB 1425207 1347145 10.95% 2.080%

16 10.121 1358 1366 1372 rBV7 80664 177420 1.44% 0.274%
17 10.357 1403 1406 1408 rVB 304013 228078 1.85% 0.352%
18 10.580 1438 1444 1448 rBV 167600 232546 1.89% 0.359%
19 10.710 1461 1466 1470 rBV 1097877 979238 7.96% 1.512%
20 10.827 1483 1486 1495 rVB 460199 587159 4.77% 0.906%

21 11.274 1559 1562 1565 rBV 431987 372919 3.03% 0.576%
22 11.310 1565 1568 1573 rVB 246680 264613 2.15% 0.409%
23 11.410 1581 1585 1587 rBV 1655837 1384206 11.25% 2.137%
24 11.433 1587 1589 1591 rVB 375619 291955 2.37% 0.451%
25 11.704 1632 1635 1637 rBV 509682 409729 3.33% 0.633%

26 11.727 1637 1639 1643 rVB2 262801 238995 1.94% 0.369%
27 11.804 1648 1652 1655 rBV 5149497 4778798 38.83% 7.378%
28 11.910 1668 1670 1672 rBV 171395 146405 1.19% 0.226%
29 11.939 1672 1675 1678 rVV 984505 832325 6.76% 1.285%
30 12.021 1686 1689 1691 rBV 170337 150891 1.23% 0.233%

31 12.045 1691 1693 1697 rVB2 137707 133765 1.09% 0.207%
32 12.110 1701 1704 1708 rBV 414850 369067 3.00% 0.570%
33 12.463 1761 1764 1765 rBV 167813 146438 1.19% 0.226%
34 12.504 1765 1771 1772 rVV 7330799 10994897 89.33% 16.975%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\

Data File : BF115614.D

Aca On : 16 Jul 2019 22:51 Instrument :

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

3?22'6 : K3623-05 2X E0-02-071519-C

ALS Vial : 20 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-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.533 1772 1776 1780 rVV2 7895683 12307777 100.00% 19.002%

36 12.568 1780 1782 1784 rVV 222492 205472 1.67% 0.317%
37 12.598 1784 1787 1790 rVV 3526108 3034471 24.65% 4._.685%
38 12.627 1790 1792 1794 rVV2 856904 931073 7.56% 1.437%
39 12.651 1794 1796 1806 rVV 1478603 1887473 15.34% 2.914%
40 12.721 1806 1808 1815 rVB3 209449 272917 2.22% 0.421%

41 12.827 1824 1826 1828 rBV2 272654 265017 2.15% 0.409%
42 12.851 1828 1830 1832 rVV 432810 421287 3.42% 0.650%
43 12.874 1832 1834 1839 rVB2 342878 353028 2.87% 0.545%
44 12.998 1851 1855 1858 rBV 1956877 1800352 14.63% 2.780%
45 13.157 1880 1882 1883 rBVY 152047 126756 1.03% 0.196%

46 13.180 1884 1886 1890 rVvB4 289011 364128 2.96% 0.562%
47 13.239 1891 1896 1901 rVB3 645229 925713 7.52% 1.429%
48 13.286 1902 1904 1907 rBV 123396 171340 1.39% 0.265%
49 13.321 1907 1910 1913 rVB 526546 456427 3.71% 0.705%
50 13.568 1949 1952 1955 rBV 325940 327171 2.66% 0.505%

51 13.733 1978 1980 1986 rVB3 210713 326264 2.65% 0.504%
52 13.898 2006 2008 2010 rBV 195893 164420 1.34% 0.254%
53 13.986 2020 2023 2028 rBV 494662 506619 4.12% 0.782%
54 14.051 2030 2034 2037 rBV 1242421 1252815 10.18% 1.934%
55 14.215 2059 2062 2065 rBV 287051 248398 2.02% 0.383%

56 14.515 2111 2113 2117 rBV 324486 282629 2.30% 0.436%
57 14.945 2183 2186 2190 rVB 363180 402975 3.27% 0.622%
58 15.527 2281 2285 2288 rBV 697832 1005963 8.17% 1.553%

Sum of corrected areas: 64772323
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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\BFO071619\

BF115614.D

16 Jul 2019 22:51

HP/JU

K3623-05 2X

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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4000000
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4000000

0

TIC: BF115614.D
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

2.14 8.43 ng 428370 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 9 (2.140 min): BF115614.D (-4) (-) m/z 73.00 100.00%

73
5000
3 a7

37, | 220 230 240 2.50 2.60
0"I'"'I""Il"l"l""I""Il'l"l""l""l""I""I""|"" / 43.00 32.19%

m/z
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 L L B L B LI B B
43 55 2.20 2.30 2.40 2.50 2.60
7 87 m/z 87.00 25.56%
NN 71 A R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R RREEE RS Ry
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.26%
, 79 |, 97 112 129
0-w-~-w-~|~-w-~-w-- .”,”.w.”.“.”,”.w.”.“.”
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- EREEAEEN RS RS E e na s e
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.06%
5000
45
29
1 39‘\ P e | 101
O P e e e e e R R RREEE R Ry
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1,3,5-Cycloheptatriene Concentration Rank 6

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

3.97 17.92 ng 911058 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 90
3 Cvclobutene. 2-propenvlidene- 92 C7H8 052097-85-5 78
4 Spirol2.4Thepta-4.6-diene 92 C7HS8 000765-46-8 74
5 2,5-Norbornadiene 92 C7HS8 000121-46-0 64

Abundance Scan 320 (3.969 min): BF115614.D (-314) (-) m/z 91.00 100.00%
o
5000
39 . s 65 360 380 4.00 4.20 4.40
Ol et i SO A 86 L m/z 92.00  56.04%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2449: Toluene
o
5000 U AR LR

3.60 3.80 4.00 4.20 4.40
m/z 65.00 11.48%

39 51 65
o 27 1. 45 % 57 | 74 86 |,
L B B e L B e e o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2468: 1,3,5-Cycloheptatriene
o
R  EBERRE RS
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 8.68%
39 65
o 15 27 | 45 ﬁl 60, 77 86
B L B B o e e e AR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2475: Cyclobutene, 2-propenylidene- R e S A REmE
o 3.60 3.80 4.00 4.20 4.40
m/z 63.00 7.58%
5000
39 65
U . - R PN 4 G- - )
Y St PN UY ' A M1 PN ML R,
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 3 unknown6.65 Concentration Rank 4

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

6.65 31.72 ng 1612340 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF115614.D (-772) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTTTTT T T T T T T T T
40 _ 54 | 75 104 6.40 6.60 6.80 7.00
Obrrprrrr e Hib ??...' SRS -7 S W TN [ N m/z 68.00 41.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 it
5000 IR S R R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.46%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.40 6.60 6.80 7.00

5000 67 m/z 66.00 27.46%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\ |
Abundance #14491: 5-Aminoindole B B maa
132 6.40 6.60 6.80 7.00

m/z 69.00 16.61%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 5 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.83 8.48 ng 587159 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 1486 (10.827 min): BF115614.D (-1483) (-) m/z 57.00 100.00%
g7
5000 85
4
10.60 10.80 11.00 11.20
0...,....',‘:.. b R aewss on 240 L 71.10 72930
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57
5000 85 LR B SULILLE SR B
4 10 60 10. 80 11. 00 11. 20
m/z 43.00 71.39%
s [ L g8 1 e 108
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360
Abundance #152416: Tridecane, 1-iodo-
57
" 10,60 10.80 11.00 11.20 |
5000 85 m/z 85.05 47 .19%
4
183
o\‘lmlzglss IR [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester ol e S S
43 10.60 10.80 11.00 11.20
m/z 41.00 34.20%
71
5000
0 2 ‘ } ‘ ‘ L 141 168 197 231 261
m/z--> 2'0 4'0 6|0 80 100 12'0 140 160 180 200 220 240 260 280 3(')0 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 6 Pentadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.27 5.39 ng 372919 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetracosane 338 C24H50 000646-31-1 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Hexadecane 226 C16H34 000544-76-3 83
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 78
Abundance Scan 1561 (11.268 min): BF115614.D (-1559) (-) m/z 57.00 100.00%
57
5000
3 113 182 11.00 11.20 11.40 11.60
Olrrprr el 130 1> 208 242 m/z 71.10 69.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71393: Pentadecane
57
5000 85 L L BN BRI IR
nmnmnmnm
29 m/z 43.00 68.48%
L L)t 1 1e 212
m/z--> 25 45 60 85 1601201501%0180200220240260280300350350
Abundance #175557: Tetracosane
57
111,00 11.20 1140 11.60
5000 85 m/z 85.05 46.52%
29 113
0 h I |70 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance #140552: Dodecane, 1-iodo- I B B
57 11.00 11.20 11.40 11.60
m/z 41.00 34.57%
5000 85
29 155
0..WJ”J“.J,”Hw.”.,f}ﬁ.”.“.ﬂ,”.}Q?” N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1mmumummo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 7 Dodecane, 2-methyl-6-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.70 5.92 ng 409729 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tetradecane, l1l-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1634 (11.698 min): BF115614.D (-1632) (-) m/z 57.00 100.00%

57
43 1

5000

99
11.40 11.60 11.80 12.00
113127141 155169 185 204 220233246 2T 0B 7185

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83051: Dodecane, 2-methyl-6-propy!-

43 Y7

11.40 11.60 11.80 12.00
m/z 43.00 68.83%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117638: Nonadecane
57
BN 11.40 11.60 11.80 12.00
5000 85 m/z 85.05 49 .25%

99
' ‘ 1}3127141155169183197211225239 268

0 ,,,,”,,, e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #140552: Dodecane, 1-iodo- i o B B e
57 11.40 11.60 11.80 12.00
71 m/z 41.00 31.61%
soo{ 43 85
29 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11.60 11.80 12.00

8270-BF071219.M Wed Jul 17 13:22:35 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 8 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.80 69.05 ng 4778800 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 96
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 83
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
Abundance Scan 1651 (11.798 min): BF115614.D (-1648) (-) m/z 74.00 100.00%
!
87
5000
43
| 7 ) | 0105129 0 dptsnr1s % s mgzro | AL 180 1L 205 10
) SSBMRERDS AN AU O £ e Wt m/z 87.00 71.05%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 A B SURBURN IS
43 1140 11.60 11.80 12.00 12.20
143 m/z 43.00 30.46%
. h 1] 4| 191115129 | 157171185199913227 41 270
wies 3 o 60 B 100 130 140 165 180 300 3% 240 3
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
87 11.40 11.60 11.80 12.00 12.20
5000 43 m/z 55.00 24 .55%
29 || 37 143
o 1o \‘\“ 101115129 157171185199213227241 270
miz-> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester TR T T T T T
74 11.40 11.60 11.80 12.00 12.20
m/z 41.00 22 .83%
87
5000
43

29‘
il

' }911151?9 \ 157171185199213227 256

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20

8270-BF071219.M Wed Jul 17 13:22:36 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 9 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.94 12.03 ng 832325 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 56
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 56
Abundance Scan 1675 (11.939 min): BF115614.D (-1672) (-) m/z 73.00 100.00%

43 60 s
192
5000
213 lllllllllllllllll
143127171 256 11.60 11.80 12.00 12.20

N 1Y m/z 43.00 78.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129
11.60 11.80 12.00 12.20

m/z 60.00 78.69%
213
‘J‘“ 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192
B EEE s e
11.60 11.80 12.00 12.20
5000 m/z 57.00 66.60%
96 165
o i 2T s 1w ||
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T
3 60 73 11.60 11.80 12.00 12.20
m/z 192.05 65.07%
5000 129
29
199
‘ ‘ ‘ 143157 171 185 242
0.?ﬁ.L.,L””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF071219.M Wed Jul 17 13:22:36 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 10 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.11 5.33 ng 369067 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Eilcosane 282 C20H42 000112-95-8 94
3 Nonadecane 268 C19H40 000629-92-5 76
4 Tetracosane 338 C24H50 000646-31-1 74
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 1704 (12.110 min): BF115614.D (-1701) (-) m/z 57.00 100.00%
57
71
43
5000 85

11.80 12.00 12.20 12.40

99
| I 113127141155169183197212 239 257 282

Obrrrrre el el e e e e | M/Z 71.10  72.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
5|7
43
5000 LR AR AR

11:80 12,00 12.20 12.40
m/z 43.00 61.53%

99113127141155169183

212
o

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129490: Eicosane
57
71
_l_'—l_'_'_'_'—r'_l_'_'—r'_l_'_l—l_'_l_'_l—l’
43 85 11.80 12.00 12.20 12.40
5000 m/z 85.05 51.18%
. 29 “ ‘ [ d ” 1271411§5169183197211225239253 282
R N M e R Y M AN eSS A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane B e e
57 11.80 12.00 12.20 12.40
B3| m/z 41.00 27.60%
5000 85
29 99
o ‘ || 118127141155160183197211205039 268
III|IIII|IIII|IIII|IIII|IIII|IIIIIIIIIIIIIIIIIIIIIIIIIIII|IIII|III _l_'—l_'_'_'_'—r'_l_'_'—r'_l_'_l—l_'_l_'_l—l’
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40

8270-BF071219.M Wed Jul 17 13:22:37 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 11 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.50 158.86 ng 10994900 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 1770 (12.498 min): BF115614.D (-1765) (-) m/z 67.00 100.00%
67 81
5000 !?
150164 263 9ga 12.20 12.40 12.60 12.80
o 1/8102 220234 m/z 81.05 87.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41 81
5000
12.20 12.40 12.60 12.80
) m/z 55.00 59.57%
ok L1l 223
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
81 12.20 12.40 12.60 12.80
5000 m/z 95.10 58.31%
109
o i 135149164178
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate T TR
67 12.20 12.40 12.60 12.80
81 m/z 41.05 48 .96%
5000
109 294
i 5 135150164178192 20y5; 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF071219.M Wed Jul 17 13:22:37 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 12 16-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.53 177.83 ng 12307800 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 90
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 86
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 86
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 83
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 83

Abundance Scan 1775 (12.527 min): BF115614.D (-1772) (-) m/z 55.05 100.00%

a

5 74
5000

3 12 20 12.40 12.60 12.80
(O A RRARRR AR m/z 74.05 88.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
5000 L TTT T T TTT T T T

12.20 12.40 12.60 12.80
264 m/z 69.10 81.56%

o 123138153 180 207222 246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—r

12.20 12.40 12.60 12.80
5000 m/z 83.10 74 .04%

29 264
0 123138153 180 537222 L0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
: =2

Abundance #141291: 11-Octadecenoic acid, methyl ester
12.20 12.40 12.60 12.80
m/z 87.05 65.84%

'

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

8270-BF071219.M Wed Jul 17 13:22:38 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 13 Pyrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.18 5.81 ng 364128 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 53
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 46
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 43
4 1.3-Dihvdro-5.6-dimethvl-1-(2-pr... 216 C12H12N2S 080276-22-8 38
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 38

Abundance Scan 1886 (13.180 min): BF115614.D (-1884) (-) m/z 216.10 100.00%

216

5000
163 185 12.80 13.00 13.20 13.40
319 339356
0! m/z 215.10 72.31%
m/z--> 50 100 150 200 250 300 350
Abundance #74413: Pyrene, 2-methyl-
216
5000 95 [TTrr[rrrr[rrrryrrrr|m
12.80 13.00 13.20 13.40

m/z 79.00 65.86%

189
.||122 163 | |

0 53 74 |
B B e e
m/z--> 50 100 150 200 250 300 350
Abundance #74416: Pyrene, 1-methyl-
216
R I o R N
12.80 13.00 13.20 13.40
5000 m/z 93.00 60.54%
108 189
oL 39 63 87 | 137 163 | |
———
m/z--> 50 100 150 200 250 300 350
Abundance #74421: 11H-Benzo[a]fluorene A B o
216 12.80 13.00 13.20 13.40
m/z 91.00 49.27%
5000
108
ol 638, \‘ 137 163 190
—— R e e e
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40

8270-BF071219.M Wed Jul 17 13:22:38 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 11-Eicosenoic acid, methyl ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.24 14.78 ng 925713 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 95
2 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 95
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 90
4 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 83
5 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 81
Abundance Scan 1896 (13.239 min): BF115614.D (-1891) (-) m/z 55.00 100.00%

5000

13.00 13.20 13.40 13.60
m/z 69.00 76.50%

202
o 27 250 274”7 310328346

m/z--> 50 100 150 200 250 300 350
Abundance #164509: 11-Eicosenoic acid, methyl ester

5000

13.00 13.20 13.40 13.60
m/z 41.00 55.83%

04
m/z--> 50 100 150 200 250 300 350
Abundance #164512: cis-13-Eicosenoic acid, methyl ester
56
e R
83 13.00 13.20 13.40 13.60
5000 m/z 74.00 55.09%
29 l |
0..J.tJLLWM
m/z--> 50 100 150 200 250 300 350
Abundance #141306: 9-Octadecenoic acid, methyl ester, (E)- REEE s e s e
56 74 13.00 13.20 13.40 13.60
m/z 83.10 54 _.57%
5000
29
m/z--> 50 100 150 200 250 300 350 13.00 13 20 13. 40 13 60

8270-BF071219.M Wed Jul 17 13:22:39 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 15 Eicosanoic acid, methyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.32 7.29 ng 456427 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 95
2 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 94
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
5 Methyl stearate 298 C19H3802 000112-61-8 83

Abundance Scan 1910 (13.321 min): BF115614.D (-1907) (-) m/z 74.00 100.00%
5000
43
o P 283 1500 1320 1540 1360
199 227 326 . : . :
o 229 | AL T L2 | 30T 39 0 sz 87.00 77.81%
m/z--> 50 100 150 200 250 300 350
Abundance #166219: Eicosanoic acid, methyl ester
74
5000 w—v—v—rv—v—v—v—rjtv—vlv—v—rv—v—v—v-rv—v—v—v—r
13.00 13.20 13.40 13.60
43 143 326 m/z 43.00 31.26%
L L1l iomus T an 100 2 g 2B
m/z--> §0 160 1%0 260 2éo 300 3%0
Abundance #166215: Methyl 18-methylnonadecanoate
74
13.00 13.20 13.40 13.60
5000 43 m/z 55.00 25.15%
143
326
97 28
oL15., Ll Sias, | oz 190 227 o5 2 |
m/z--> §0 160 1%0 260 2%0 300 3%0
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester e AREEEEEaSEE
74 13.00 13.20 13.40 13.60
m/z 75.00 21.67%
5000
43
143 284
97 241
0= J ‘|“‘- L‘ -‘J”-‘M]:‘lust-- ?-6-7]-8“5%2-13-‘- -{ ‘?6-6-{-|----|-- L L B B
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF071219.M Wed Jul 17 13:22:39 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 16 Tridecane, l-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.57 5.22 ng 327171 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 94
2 Nonadecane 268 C19H40 000629-92-5 94
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1952 (13.568 min): BF115614.D (-1949) (-) m/z 57.00 100.00%
57
85
5000
13 13.20 13.40 13.60 13.80
141 230
ol b b d T4t 169100211230 263 276205315 348360388 771 05 76.28%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 AR LA BN SR B
Bmmmmmmm
28 183 m/z 43.00 63.67%
NI e - - R
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
13.20 13.40 13.60 13.80
5000 85 m/z 85.05 52.71%
29
0 \‘ ) | | JJ 1:}31 141 169 197 225 2§8
m/z--> 56 160 150 260 250 360 3%0 '
Abundance #185535: Heptadecane, 9-octyl- A BT o e
57 13.20 13.40 13.60 13.80
m/z 41.00 24 .40%
5000 85
oL 38 | Jlf3J1§1L1§9 197 29 267 204 323 352
m/z--> 5'0 1(')0 1%0 2(')0 251;0 3(')0 3&1;0 ! 13. 20 13. 40 13 60 13. 80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 17 1H-Indene, 1l-ethyloctahydro... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.73 5.21 ng 326264 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1-ethvloctahvdro-7a-m... 166 C12H22 056324-71-1 64
2 3-(2-Hvdroxvcvclohexvl)-furan 166 C10H1402 118959-04-9 50
3 2-n-Heptvlfuran 166 C11H180 003777-71-7 43
4 Bicvclol2.2.11heptan-2-one. 1.3.... 166 C11H180 005811-48-3 38
5 Tricyclo[4.3.1.1(3,8)]Jundecan-3-o0l 166 C11H180 014504-80-4 38
Abundance Scan 1979 (13.727 min): BF115614.D (-1978) (-) m/z 95.00 100.00%
I NMPAWLWMJ\rMmAMmWN
5000 55
151
— 1340 1360 1380 1400 |
19 215 269 295 327 365 397420 . . .
0 m/z 81.00 89.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #35225: 1H-Indene, 1-ethyloctahydro-7a-methyl-, (1.alpha.,...
95
67
5000{ 41 R AR SRR L SURRA
166 1340 13.60 13.80 1400
m/z 55.00 42 .65%
122
0 R U A L L WL L UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #34836: 3-(2-Hydroxycyclohexyl)-furan
81
13.40 13.60 13.80 14.00
5000 166 m/z 69.00 37.29%
“ | “ 107 138
o...HV““ ...,w...,.... .
m/z--> 50 100 150 200 250 300 350 400
Abundance #35026: 2-n-Heptylfuran R AEmEEEE L
81 13.40 13.60 13.80 14.00
m/z 67.00 36.15%
5000
166
53 1 123 ‘
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 18 Docosanoic acid, methyl ester Concentration Rank 11

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

13.99 8.09 ng 506619 Chrysene-di12 14.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99

2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 97

3 Methvl stearate 298 C19H3802 000112-61-8 87

4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87

5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 2024 (13.992 min): BF115614.D (-2020) (-) m/z 74.00 100.00%

74

5000

N AN
311 IIIIIIIIIIIIIIIIIIIIIII
199 930255 354 13.60 13.80 14.00 14.20 14.40
ol 67 278 382 442 470 m/z 87.00 83.55%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186930: Docosanoic acid, methyl ester
4

13.60 13.80 14.00 14.20 14.40

354 m/z 43.10 36 .33%

311

171 199 557 255 5g3

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186936: Methyl 20-methyl-heneicosanoate
74
R B R E B
13.60 13.80 14.00 14.20 14.40
5000 m/z 74.95 27 .53%
143 354
199 255
SO UV o I A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143130: Methyl stearate —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v/—\v—v—rv—r
74 13.60 13.80 14.00 14.20 14.40
m/z 57.00 25.95%
5000
43
143
N D e Y O S
m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 19 Octadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .52 4_.51 ng 282629 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Tetracosane 338 C24H50 000646-31-1 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2114 (14.521 min): BF115614.D (-2111) (-) m/z 57.00 100.00%
g7
85
5000

14.20 14.40 14.60 14.80
m/z 71.10 74.35%

4
o 11 278 310 350376 415 454478
R

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #105883: Octadecane

5000 85 Cp
14.20 14.40 14,60 14.80

m/z 85.10 56.23%
‘ 113141 160 197 505 %3

0,.”.,...w....“...,.”.,..”,....“...,.”.,..”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane
57
B B AR
85 14.20 14.40 14.60 14.80
5000 m/z 43.05 54.61%
29
o ‘ ﬁ1}3141169197225253 338
L B o e B o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane e A RERREEESE L
14.20 14.40 14.60 14.80
m/z 55.00 36.66%
5000

141169197 225 267 205 365393
.
mz--> 0 50 100 150 200 250 300 350 400 450 1420 1440 1460 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115614.D

Aca On 16 Jul 2019 22:51

Operator : HP/JU

Sample : K3623-05 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 N,N-Dimethyloctylamine Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.94 8.01 ng 402975 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 2-Butanone. 4-(dimethvlamino)-3-... 129 C7H15NO 022104-62-7 64
3 1-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 64
4 9-Azabicvclol6.1.01non-4-en-9-am... 138 C8H14N2 066387-78-8 64
5 Tetradonium Bromide 335 C17H38BrN 001119-97-7 64

Abundance Scan 2185 (14.939 min): BF115614.D (-2183) (-) m/z 58.00 100.00%

58
5000

85112 157 256 364 14.60 14.80 15.00 15.20
O 112 “7 185 222 250 S07335301393421448479 513 "z 72.00  7.07%

1 T 1 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29185: N,N-Dimethyloctylamine
58

5000 L L TT T T[T T 1T TT T T
14 60 14. 80 15. OO 15. 20
m/z 55.00 5.98%
0 29 | g5 1281
——— 1t
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13004: 2-Butanone, 4-(dimethylamino)-3-methyl-

58

14.60 14.80 15.00 15.20
5000 m/z 57.05 5.34Y%

o 30, | 86 129 W\A
L o o o o s

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl- R e EEAER R
58 14.60 14.80 15.00 15.20

m/z 157.10 5.05%

h W\’kw

18 85 129157

Ol e T T T T e SN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14 60 14. 80 15. OO 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO071619\

Data File : BF115614.D

Acq On : 16 Jul 2019 22:51 Instrument :

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

3?22'6 : K3623-05 2X E0-02-071519-C

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.14 8.4 ng 428370 1 6.89 1016730 20.0
1,3,5-Cycloheptat. ... 3.97 17.9 ng 911058 1 6.89 1016730 20.0
unknown6 .65 6.65 31.7 ng 1612340 1 6.89 1016730 20.0
Tetradecane 10.83 8.5 ng 587159 4 11.41 1384210 20.0
Pentadecane 11.27 5.4 ng 372919 4 11.41 1384210 20.0
Dodecane, 2-methy... 11.70 5.9 ng 409729 4 11.41 1384210 20.0
Hexadecanoic acid... 11.80 69.0 ng 4778800 4 11.41 1384210 20.0
n-Hexadecanoic acid 11.94 12.0 ng 832325 4 11.41 1384210 20.0
Eicosane 12.11 5.3 ng 369067 4 11.41 1384210 20.0
9,12-Octadecadien... 12.50 158.9 ng 10994900 4 11.41 1384210 20.0
16-Octadecenoic a... 12.53 177.8 ng 12307800 4 11.41 1384210 20.0
Pyrene, 2-methyl- 13.18 5.8 ng 364128 5 14.05 1252820 20.0
11-Eicosenoic aci... 13.24 14.8 ng 925713 5 14.05 1252820 20.0
Eicosanoic acid, ... 13.32 7.3 ng 456427 5 14.05 1252820 20.0
Tridecane, l1l-iodo- 13.57 5.2 ng 327171 5 14.05 1252820 20.0
1H-Indene, l-ethy... 13.73 5.2 ng 326264 5 14.05 1252820 20.0
Docosanoic acid, ... 13.99 8.1 ng 506619 5 14.05 1252820 20.0
Octadecane 14.52 4.5 ng 282629 5 14.05 1252820 20.0
N,N-Dimethyloctyl... 14.94 8.0 ng 402975 6 15.53 1005960 20.0
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