LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097484.D

Aca On : 8 Aug 2017 22:36 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i 14650-01 SP@OLACSMP
ALS Vial : 10 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:\HPCHEM1I\BNA F\METHODS\8270-BF072517.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 4.540 465 468 489 rBV 127448 251525 7.66% 0.681%
2 4.998 543 546 574 rBVY 1848771 2337625 71.19% 6.332%
3 6.075 726 729 743 rBVY 1533933 2453138 74.71% 6.645%
4 6.181 743 747 758 rVB 2200243 2324760 70.80% 6.297%
5 6.404 782 785 795 rVB 702554 658823 20.06% 1.785%
6 6.557 808 811 823 rBVY 1610726 1602436 48.80% 4.341%
7 6.981 879 883 890 rBY 1330358 1416360 43.13% 3.837%
8 7.687 1000 1003 1015 rvB 1018471 966044 29.42% 2.617%
9 8.134 1075 1079 1083 rBV 39434 41509 1.26% 0.112%
10 8.304 1104 1108 1112 rBV 83203 86693 2.64% 0.235%
11 8.516 1137 1144 1147 rBvV4 37114 49111 1.50% 0.133%
12 8.728 1178 1180 1183 rBV 39243 34219 1.04% 0.093%

13 8.769 1183 1187 1190 rBV 2197059 2115574 64.43% 5.731%
14 8.863 1200 1203 1207 rVB 120948 110943 3.38% 0.301%
15 9.169 1252 1255 1263 rBV 607821 592525 18.04% 1.605%

16 9.298 1273 1277 1279 rBV 36506 40996 1.25% 0.111%
17 9.392 1289 1293 1296 rBV 180487 157585 4._80% 0.427%
18 9.428 1296 1299 1303 rVV 924709 927733 28.25% 2.513%

19 9.463 1303 1305 1308 rvB2 34619 37846 1.15% 0.103%
20 9.645 1334 1336 1340 rvVvB2 41611 42870 1.31% 0.116%
21 9.710 1345 1347 1350 rVB 54458 47407 1.44% 0.128%

22 9.886 1374 1377 1381 rVB 230984 181186 5.52% 0.491%
23 10.104 1410 1414 1417 rBV 97505 118861 3.62% 0.322%
24 10.216 1430 1433 1447 rBV 1075783 1206169 36.73% 3.267%
25 10.357 1454 1457 1463 rBV 251437 339575 10.34% 0.920%

26 10.551 1487 1490 1493 rVB3 33229 36854 1.12% 0.100%
27 10.804 1529 1533 1535 rBV2 171012 168887 5.14% 0.457%
28 10.828 1535 1537 1543 rVB 88643 100367 3.06% 0.272%
29 10.904 1546 1550 1552 rBV 885460 741368 22.58% 2.008%
30 10.928 1552 1554 1560 rVB 365420 343074 10.45% 0.929%

31 10.986 1561 1564 1568 rVB 133739 120703 3.68% 0.327%
32 11.228 1602 1605 1606 rBV 120940 109839 3.34% 0.298%
33 11.245 1606 1608 1611 rVB2 61715 48304 1.47% 0.131%
34 11.328 1618 1622 1625 rBV 1272022 1167816 35.56% 3.163%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097484.D

Aca On : 8 Aug 2017 22:36 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i 14650-01 SP@OLACSMP
ALS Vial : 10 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:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.410 1633 1636 1638 rVB 76513 60074 1.83% 0.163%
36 11.439 1638 1641 1643 rBV 84103 64364 1.96% 0.174%

37 11.469 1643 1646 1651 rBV2 204795 222245 6.77% 0.602%
38 11.516 1651 1654 1657 rBV 124990 120750 3.68% 0.327%
39 11.592 1664 1667 1671 rBV 229606 212316 6.47% 0.575%
40 11.627 1671 1673 1679 rVB 114682 123949 3.77% 0.336%

41 11.704 1683 1686 1688 rBVY 47396 40919 1.25% 0.111%
42 11.910 1719 1721 1726 rVB4 35786 35513 1.08% 0.096%
43 11.957 1726 1729 1731 rBVY 89483 87288 2.66% 0.236%

44 12.010 1732 1738 1739 rVV 2811234 3283710 100.00% 8.895%
45 12.027 1739 1741 1748 rVV 3055579 3137621 95.55% 8.499%

46 12.110 1752 1755 1759 rBV 1137084 1070811 32.61% 2.901%
47 12.163 1759 1764 1771 rVBS8 67111 110422 3.36% 0.299%
48 12.251 1775 1779 1780 rBV 342082 327274 9.97% 0.886%
49 12.269 1780 1782 1785 rVvv2 233183 190758 5.81% 0.517%
50 12.333 1788 1793 1800 rBV 631004 668181 20.35% 1.810%

51 12.486 1815 1819 1823 rVB 1410488 1288252 39.23% 3.490%
52 12.563 1828 1832 1838 rBV3 71282 144005 4_.39% 0.390%
53 12.651 1844 1847 1848 rBV3 41588 50191 1.53% 0.136%
54 12.669 1848 1850 1856 rVB 112449 127705 3.89% 0.346%
556 12.733 1859 1861 1865 rVV3 111289 138345 4.21% 0.375%

56 12.774 1865 1868 1872 rVV2 92585 106837 3.25% 0.289%

57 12.863 1880 1883 1885 rVB 63727 51145 1.56% 0.139%
58 12.892 1885 1888 1890 rBV 55912 55579 1.69% 0.151%
59 13.080 1917 1920 1923 rBV3 41728 53204 1.62% 0.144%
60 13.157 1930 1933 1936 rBV5 30789 52976 1.61% 0.143%
61 13.333 1961 1963 1965 rBV 30038 33182 1.01% 0.090%
62 13.357 1965 1967 1970 rVVv2 39714 51015 1.55% 0.138%
63 13.404 1972 1975 1977 rVV3 67325 76632 2.33% 0.208%
64 13.445 1977 1982 1989 rVV6 75630 205013 6.24% 0.555%
65 13.498 1989 1991 1992 rVV 51097 46584 1.42% 0.126%

66 13.527 1992 1996 1999 rVV3 877255 1118122 34.05% 3.029%
67 13.551 1999 2000 2005 rVB 281419 261990 7.98% 0.710%

68 13.633 2011 2014 2021 rVB 83597 98299 2.99% 0.266%
69 13.921 2060 2063 2066 rVB 81560 74638 2.27% 0.202%
70 14.027 2077 2081 2082 rBVZ2 42796 53353 1.62% 0.145%
71 14.116 2093 2096 2102 rBV6 62976 93440 2.85% 0.253%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

3?22'6 i 14650-01 SP-001-A-COMP
ALS Vial : 10 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:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 14.374 2138 2140 2143 rBV 84453 78221 2.38% 0.212%

73 14.521 2162 2165 2175 rVB 335418 543632 16.56% 1.473%
74 14.768 2204 2207 2210 rBV 178007 164368 5.01% 0.445%
75 14.821 2213 2216 2220 rVB 264904 276417 8.42% 0.749%

76 14.868 2220 2224 2227 rBV 416441 446867 13.61% 1.210%
77 14.898 2227 2229 2236 rVB5 85908 124264 3.78% 0.337%

78 16.062 2423 2427 2436 rBV2 92914 194190 5.91% 0.526%
79 16.415 2483 2487 2497 rVB 76185 174243 5.31% 0.472%

Sum of corrected areas: 36917629
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.54 7.64 ng 251525 1,4-Dichlorobenzene-d4 6.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 2-Propanone. 1-(l-methvlethoxv)- 116 C6H1202 042781-12-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 468 (4.540 min): BF097484.D (-465) (-) m/z 43.00 100.00%
43.0
5000 59.0
| mo 50 4w b b0
RSN FCEMEMMS | N NS KNS m/z 59.00 48.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 420 440 4.60 4.80
m/z 101.10 14.08%
. “:«‘;1‘.0 B | 83.0 101.0
HRIJUNRIIS U UL SR IV IR SO SO LSS B RS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
420 440 460 480
5000 m/z 58.00 14 .06%
101.0
J_ 150 310 580 590 860
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8177: 2-Propanone, 1-(1-methylethoxy)- I R RN
43.0 420 4.40 4.60 4.80
m/z 41.10 8.76%
5000
27.0 58.0 730
0 i, ‘M“ | 83.0 101.0  115.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.18 Concentration Rank 3

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

6.18 70.57 ng 2324760 1,4-Dichlorobenzene-d4 6.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.181 min): BF097484.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRS NAREE RSN LR
400 540 | 580 6.00 620 6.40 6.60
Ottt ll 82| 2980 W “m/z 68.10  39.26%
m/z--> 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 SRR RS AR R
5.80 6.00 6.20 6.40 6.60
210 510 m/z 134.00 33.01%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
580 6.00 6.20 640 6.60
5000 67.0 m/z 66.00 25.85%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.10 15.41%
5000
63.0 81.0
o310 500 | 9201010 1120 |
0 0 S N T P AR P N 580 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 4 Hexadecane Concentration Rank 13

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

9.89 3.91 ng 181186 Acenaphthene-d10 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 80
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 78
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 72
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64

Abundance Scan 1378 (9.892 min): BF097484.D (-1374) (-) m/z 57.00 100.00%
57.0
5000
85.0
39 ‘ 113.1 9.60 9.80 10.00 10.20
0...,....-,':..' e Tl 2401 1600 m/z 43.05  71.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 AN LR LN UL
85.0 9.60 9.80 10.00 10.20
29.0 ' m/z 71.05 49.62%
0 ‘ “ Il ‘ , 113.0 1410 169.0 197.0 226.0
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
57.0
| 9.60 9.80 10.00 1020
5000 85.0 m/z 41.10 33.82%
29.0
0 113.0 1410 169.0 198.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester AR ERREE RS
57.0 9.60 9.80 10.00 10.20
m/z 85.05 31.27%
5000 85.0
29.0 ‘ 113.0
0...“ﬂ..ﬁ..hwﬂh.“...“.ﬂ.“........... R ARES mam e PN T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Dodecane, 2-methyl-6-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.36 9.16 ng 339575 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tridecane 184 C13H28 000629-50-5 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1458 (10.363 min): BF097484.D (-1454) (-) m/z 57.05 100.00%
571.0
5000
85.1
113 1 10.00 10.20 10.40 10.60
N .3.9',1: A | A8z 1832 1832 2172 sy 43,10  62.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 UNABUVAR BARARIARE R
85.0 10,00 10.20 10.40 10.60
29.0 ' m/z 71.10 50.66%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 85.10 27 .30%
29.0 85.0
o 113.0 141 0 184 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane T T
57.0 10.00 10.20 10.40 10.60
m/z 41.05 24 _86%
5000 85.0
29.0
0 \‘ ‘ H Il 113 0 \ 141 0 169 0 212.0
m/z--> 20 ' éo 80 160 150 140 160 180 200 220 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Bacchotricuneatin c Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.80 4.56 ng 168887 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 95
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 81
3 Tetracosane 338 C24H50 000646-31-1 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1532 (10.798 min): BF097484.D (-1529) (-) m/z 57.10 100.00%
57.1
5000
85.0
113.1 10.40 10.60 10.80 11.00 11.20
- -." Mo, 1eerIsdo o m/z 43.10 76.51%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
710 1120
5000 LA DU BN SRR B
mmmmmmumnm
m/z 71.10 48 .60%
. Hﬂ\l o0 “‘19“1-0‘217.0 245.0 312.0 342.0
m/z--> 56 260 250 360
Abundance
57.0
10,40 10.60 10.80 11.00 11.20
5000 m/z 85.05 31.77%
29.0 80 %0
0 154.0 183.0
m/z--> 55 160 150 200 250 360 '
Abundance #175557: Tetracosane T T T
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.05 30.40%
5000 85.0
290 113.0
0 | I | gl T 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 5'0 1c')o 150 2(')0 25'30 3(')0 ' 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.23 2.96 ng 109839 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1605 (11.228 min): BF097484.D (-1602) (-) m/z 57.10 100.00%
51.1
5000
99.1 "' 11.00 1120 11:40 11.60
196.1
0..'.‘,I.!.'.-',.*.-1.4:1',1..-..-‘,.... et m/Z 43.05 65.11%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 U BN SO B B
11.00 11.20 11.40 11.60
m/z 71.05 46 .87%
o 27‘\-0“‘ |90 1410 1830 2250 2820
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
"' 11.00 1120 11.40 11.60
5000 m/z 85.10 33.19%
27.0 90 1410 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #209566: Octacosane e e
57.0 11.00 11.20 11.40 11.60
m/z 41.05 29.08%
5000
99.0
0 27,0 ] | |y, 141.0 1830 225.0 281.0 337.0 394.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 ' 11.'00 11.'20 11.'40 11.|60

8270-BF072517 .M Wed Aug 09 19:05:27 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 5
R.T. EstConc Area Relative to ISTD R.T.
11.33 31.50 ng 1167820 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
Abundance Scan 1622 (11.328 min): BF097484.D (-1618) (-) m/z 74.05 100.00%
74.0
5000 43.0
143.1 SR UM SRR B U
97.1 185.2 227.2 11.00 11.20 11.40 11.60
0 ,....-,‘l...‘!",..'l.. Wit d21g | 16311852 UL 2103 eI 73, 41%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 L UM UL UL R
43.0 11.00 11.20 11.40 11.60
143.0 m/z 43.05 45_06%
o> 20 A € 80 '1'66' 30 140 160 '1'86' Py 'z'Ju')' P
Abundance
74.0
11.00 11.20 11.40 11.60
5000 43.0 m/z 55.10 34 .98%
. 97.0 1370 1430 1850 227 0 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester R R a e
74.0 11.00 11.20 11.40 11.60
m/z 41.10 32.14%
5000
43.0
143.0 256.0
O Y i< IO s o el B PURSOY [ | BSOS
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 1140 11.60

8270-BF072517.M Wed Aug 09 19:05:28 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 9
R.T. EstConc Area Relative to ISTD R.T.
11.47 6.00 ng 222245 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1646 (11.469 min): BF097484.D (-1643) (-) m/z 43.05 100.00%
43.0
73.0
5000
129.1
97.1 L B B B B
| “ 1571 1850 7 o) 1120 1140 11.60 11.80
ol Wy m/z 60.00 82.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
A
5000 129.0 L DR UL B B
83.0 11.20 11.40 11.60 11.80
‘ 1570 1geo 2130 2560 | M/Z 73.00  80.10%
A
o m .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.20 11.40 11,60 11.80
5000 129.0 m/z 57.10 76.31%
97.0 199.0
1570 242.0
ob220 A Ml Ul g L TR0 L 2230 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid L B R e
73.0 11.20 11.40 11.60 11.80
m/z 55.10 70.21%
43.0
5000
129.0
‘ 710 2140
ol 180\\|\ ‘ L h‘\ HM A 19,0 ‘ T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 4H-Cyclopenta[def]phenanthrene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.52 3.26 ng 120750 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 40
3 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI1204 1000331-34-4 40
4 Carbonic acid. butvl 2-formvl-4.... 290 C12H12Cl1204 1000331-42-2 35
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 20

Abundance Scan 1655 (11.522 min): BF097484.D (-1651) (-) m/z 190.05 100.00%
19p.1
5000
63.0 165.1 11.20 11.40 11.60 11.80
o 39.0 112.1 146.9 207.1 243.2 75 189 10 94 59%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 U R DU IR IR
94.0 11.20 11.40 11.60 11.80
' m/z 192.10 51.50%
oL 300 630 | 1110 1370 1630 ||
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189.0
11.20 11.40 11.60 11.80
5000 m/z 191.05 46 .39%
94.0
163.0
S L R R LSS B S R LS SRS RS RN R
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111816: Carbonic acid, ethyl 2-formyl-4,6-dichlorophenyl ...
190.0 11.20 11.40 11.60 11.80
m/z 94.80 25.90%
5000
miz--> z'o""4'0""e'o'"'s'o'"ic')é"iéé"iié"iéé"isé' 200 220 240 1120 1140 1160 1180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Ethyl tridecanoate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.59 5.73 ng 212316 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl tridecanoate 242 C15H3002 028267-29-0 91
2 Octadecanoic acid. ethvl ester 312 C20H4002 000111-61-5 86
3 Undecanoic acid. ethvl ester 214 C13H2602 000627-90-7 78
4 Dodecanoic acid. ethvl ester 228 C14H2802 000106-33-2 78
5 Decanoic acid, ethyl ester 200 C12H2402 000110-38-3 59
Abundance Scan 1667 (11.592 min): BF097484.D (-1664) (-) m/z 88.00 100.00%
8d.0
43.1
5000
157.1 0 1140 1160 1180 1900
115.1 185 2 213.2 241.2 11.20 11.40 11.60 11.80 12.00
o,....-,.l..-.h'.hl Ul bl Lt et el ey || M7z 101.10 64 .68%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95856: Ethyl tridecanoate
88.0
5000

11.20 11.40 11.60 11.80 12.00
43.0 m/z 43.10 52.08%

‘\‘\ H H \‘ ‘ o 115 0 157 0 191 0 24‘2 .0
\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
88.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
43.0 11.20 11.40 11.60 11.80 12.00
5000 : m/z 41.05 37.66%

1150 1570 1850 2130 241.0 267.0  312.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72678: Undecanoic acid, ethyl ester
88.0 11.20 11.40 11.60 11.80 12.00
m/z 55.00 37.25%
5000
43.0
dd ] 50 1430290 2o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.63 3.34 ng 123949 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Pentadecane 212 C15H32 000629-62-9 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Hexadecane 226 Cl16H34 000544-76-3 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 1673 (11.627 min): BF097484.D (-1671) (-) m/z 57.10 100.00%
57.1
5000
39 113.1 . 193.1 11.40 11.60 11.80 12.00
o 1411  169.2 223.1 n/z  43.10 67 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
85.0 11.40 11.60 11.80 12.00
29.0 m/z 71.10 50.91%
. L MB0 1410 1690 196.0 240.0
m/z--> 20 i éo 80 160 120 150 160 180 200 220 250
Abundance
57.0
1140 11,60 11,80 12.00
0
5000 g5.0 m/z 85.05 37.36%
29.0
0 113.0 141.0 168.0 212.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane i L e B et S
57.0 11.40 11.60 11.80 12.00
m/z 41.05 28.70%
5000 85.0
29.0
. | | 1130 1410 1690 198 0
m/z--> 20 ' 6|0 8|O 1(')0 12'0 140 160 180 200 220 240 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.01 88.59 ng 3283710 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 97
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 97
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 95
Abundance Scan 1738 (12.010 min): BF097484.D (-1732) (-) m/z 67.05 100.00%
67.0
5000
1230 1501 L s pons | 180 1180 1200 1220 1240
o} : : : m/z 55.05 83.31%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
5000
11.60 11.80 12.00 12.20 12.40
123.0 294.0 m/z 81.10 83.11%
01500 ;6 0.0 263.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
P"W"”I'”'IA"P'
410 95.0 11.60 11.80 12.00 12.20 12.40
5000 m/z 41.10 65.24%
294.0
123.0
150.0 1750 220.0 263.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
11.60 11.80 12.00 12.20 12.40
m/z 95.05 56.41%
5000
294.0
150.0
124.0 178.0 920.0 263.0
0 T

‘ = | T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 12-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.03 84 .64 ng 3137620 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 96
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 95
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 94
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 91
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91

Abundance Scan 1741 (12.027 min): BF097484.D (-1739) (-) m/z 55.10 100.00%

58.1

5000
111.1
1371 1802 2222 2643 11.80 12.00 12.20 12.40
o 2963 m/z 41.10 64.76%
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

5000
11.80 12.00 12.20 12.40

m/z 69.10 56.72%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55.0

11.80 12.00 12.20 12.40
5000 87.0 m/z 43.10 53.02%

. 264.0
A0 111.0 222.0
. 1380  180.0 : 296.0
1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

.0 1180 12100 12.20 12140
m/z 74.05 50.65%

264.0
111.0
1380 1800 2220 296.0 /ﬂ_n

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. OO 12 20 12. 40

5000
29.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl2.16 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.16 2.98 ng 110422 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 43
2 l1-Hexadecanol 242 C16H340 036653-82-4 30
3 7-Oxabicvclol4.1.0lheptane. 1-me... 112 C7H120 001713-33-3 30
4 n-Heptadecanol-1 256 C17H360 001454-85-9 30
5 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 25
Abundance Scan 1764 (12.163 min): BF097484.D (-1759) (-) m/z 55.05 100.00%
5000
i 11.80 12.00 12.20 12.40
Ot m/z 41.00 70.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81242: Cetene
41,0
83.0
5000
11.80 12.00 12.20 12.40
111.0 m/z 69.10 60.62%
67
bt b L) L 300 o 1960 2240
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 83.0
11.80 12.00 12.20 12.40
5000 111.0 m/z 218.10 52.49%
o 140.0  168.0 196.0 2240
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6613: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
558.0 83.0 11.80 12.00 12.20 12.40
m/z 43.05 44 .08%
5000
112.0
0 M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF072517.M Wed Aug 09 19:05:31 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 2-Chloroethyl linoleate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.25 5.85 ng 327274 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 91
2 7-Tetradecvne 194 C14H26 035216-11-6 90
3 1.9-Cvclohexadecadiene 220 C16H28 004277-06-9 89
4 Cvclohexene. 4-(4-ethvlcvclohexy... 262 C19H34 301643-32-3 83
5 6-C14H26 194 C14H26 003730-08-3 81
Abundance Scan 1779 (12.251 min): BF097484.D (-1775) (-) m/z 67.00 100.00%
67.0
5000
L1601 1761 2080 5 52632 1200 1220 1240 1760
o} ; m/z 55.10 94 .21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethyl linoleate
67.0
5000
12.00 12.20 12.40 12.60
m/z 81.05 84 .22%
123.0450.0 263.0 3420
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
67.0
95.0 1200 12.20 12.40 12.60
5000 m/z 41.05 74 .44%
41.0
123.0
o 165.0 1940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #77676: 1,9-Cyclohexadecadiene
41.0 67.0 12.00 12.20 12.40 12.60
m/z 95.05 63.13%
5000
o} I EBAAEREEREE S SE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12,00 12.20 12,40 12.60

8270-BF072517.M Wed Aug 09 19:05:32 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl2.27 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.27 3.41 ng 190758 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 38
2 Myristoleic acid 226 C14H2602 000544-64-9 38
3 9-Nonadecene 266 C19H38 031035-07-1 35
4 9-octadecenoic acid. 2.2.2-trifl... 364 C20H35F302 1000376-54-3 27
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 27
Abundance Scan 1782 (12.269 min): BF097484.D (-1780) (-) m/z 55.00 100.00%
58.0
88.1
5000

1381 ~ 180.2203.1226.1  265.2 12.00 12.20 12.40 12.60

I 1A .LI-. il

m/z 88.10 65.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82767: Z-7-Tetradecenoic acid
55.0
5000
12.00 12.20 12.40 12.60
110.0 m/z 69.10 60.84%
o 7 137.0 166'0186.0208'0228,0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0

12.00 12.20 12.40 12.60
5000 m/z 43.10 54.67%

83.0
110.0
o 137.0 166.0 208.0955 ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115903: 9-Nonadecene

12000 1220 12,40 12,60
m/z 97.10 53.75%

L

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

5000

139.0 167.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl3.45 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.45 3.67 ng 205013 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 41
2 Cvclopentane. hexvl- 154 C11H22 004457-00-5 38
3 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 38
4 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 38
5 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 38
Abundance Scan 1983 (13.451 min): BF097484.D (-1977) (-) m/z 234.05 100.00%
234.1
55.0
5000
7138.1 1591 1891 260.1 13.20 13.40 13.60 13.80
Ok e m/z 55.00 69.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119523: 1-Octadecanol
55.0  oaq
5000 LS SRR UL UL B
anmnmwm
29.0 m/z 97.10 53.27%
o J‘LM 1390 1680 1060 2240 2520
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
41.0 69.0
" 1320 13.40 13.60 13.80
5000 m/z 43.10 53.15%
97.0
o150 126.0 154.0
m/z--> ﬁo Jo eb 85 160 150 150 160 180 200 220 250 2éo
Abundance #11580: Cyclohexane, 1,1,2-trimethyl- R EmEEs e
69.0 13.20 13.40 13.60 13.80
m/z 83.10 49 .83%
41.0 111.0
5000
o150 | ‘H ‘\\ B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097484.D

Aca On : 8 Aug 2017 22:36

Operator : SJ/JU

Sample : 14650-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14.37 3.50 ng 78221 Perylene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72

2 Cvclopropanemethanol. .alpha..2-... 182 C12H220 121959-70-4 64
3 1.5-Heptadiene. 3.4-dimethvl- 124 C9H16 1000061-77-9 59
4 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 59
5 2,6-Octadiene, 2,7-dimethyl- 138 C10H18 016736-42-8 59

Abundance Scan 2139 (14.368 min): BF097484.D (-2138) (-) m/z 69.10 100.00%

69.1

41.0

185.8209.0232.2 268.1 315.2 14. 00 14. 20 14. 40 14. 60
S N ¥ m/z 81.10 A47.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
41.0

931 1211 149

o

5000 LA L L L L LB L
14.00 14.20 14.40 14.60
m/z 41.00 24 .94Y%
95.0 123.0 149.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69.0
41.0 IIIIIIIIIIIIIIIIIIIIIII
109.0 14.00 14.20 14.40 14.60
5000 m/z 57.10 11.29%
135.0 164.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10686: 1,5-Heptadiene, 3,4-dimethyl- L BT o e
69.0 14.00 14.20 14.40 14.60
41.0 m/z 93.10 10.15%
5000
ol bt M 920 1240 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. OO 14. 20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080817\

Data File : BF097484.D

Acq On - 8 Aug 2017 22:36 Instrument :
Operator : SJ/JU gmgigamlem'
3?22'6 i 14650-01 SP@OLACSMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
2-Pentanone, 4-hy... 4.54 7.6 ng 251525 1 6.40 658823 20.0
unknown6.18 6.18 70.6 ng 2324760 1 6.40 658823 20.0
Hexadecane 9.89 3.9 ng 181186 3 9.43 927733 20.0
Dodecane, 2-methy... 10.36 9.2 ng 339575 4 10.90 741368 20.0
Bacchotricuneatin c 10.80 4.6 ng 168887 4 10.90 741368 20.0
Eicosane 11.23 3.0 ng 109839 4 10.90 741368 20.0
Hexadecanoic acid... 11.33 31.5 ng 1167820 4 10.90 741368 20.0
n-Hexadecanoic acid 11.47 6.0 ng 222245 4 10.90 741368 20.0
4H-Cyclopenta[def... 11.52 3.3 ng 120750 4 10.90 741368 20.0
Ethyl tridecanoate 11.59 5.7 ng 212316 4 10.90 741368 20.0
Heptadecane 11.63 3.3 ng 123949 4 10.90 741368 20.0
9,12-Octadecadien... 12.01 88.6 ng 3283710 4 10.90 741368 20.0
12-Octadecenoic a... 12.03 84.6 ng 3137620 4 10.90 741368 20.0
unknownl12.16 12.16 3.0 ng 110422 4 10.90 741368 20.0
2-Chloroethyl lin... 12.25 5.8 ng 327274 5 13.53 1118120 20.0
unknownl12 .27 12.27 3.4 ng 190758 5 13.53 1118120 20.0
unknownl13.45 13.45 3.7 ng 205013 5 13.53 1118120 20.0
1,5,9-Undecatrien... 14.37 3.5 ng 78221 6 14.87 446867 20.0
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