LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\

Data File : BF111898.D

Aca On : 8 Jan 2019 1:09 Instrument :

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

3?22'6 : K1012-05 2X EO-02-010419-C

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF010719.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 2.157 9 12 28 rvVB3 77938 170964 3.83% 0.565%
2 5.098 508 512 519 rBV 52881 55740 1.25% 0.184%
3 5.522 580 584 599 rVB 1218907 1078321 24.13% 3.564%
4 6.528 751 755 769 rBVY 1182640 1035018 23.16% 3.421%
5 6.663 774 778 782 rBVY 1451440 1175137 26.30% 3.884%
6 6.886 813 816 820 rBV 742829 676820 15.15% 2.237%
7 7.045 839 843 847 rBVY 1081825 849365 19.01% 2.807%
8 7.445 907 911 914 rBV 815774 687632 15.39% 2.273%
9 8.169 1029 1034 1038 rBV 845922 794333 17.77% 2.626%
10 9.245 1213 1217 1220 rBvV 1319750 1027443 22.99% 3.396%
11 9.327 1228 1231 1237 rVB2 57689 51518 1.15% 0.170%
12 9.633 1281 1283 1288 rBvV2 78260 88283 1.98% 0.292%
13 9.786 1306 1309 1314 rBV 45865 47345 1.06% 0.156%
14 9.857 1318 1321 1324 rVB 77921 61346 1.37% 0.203%
15 9.927 1329 1333 1337 rVVv2 964952 787784 17 .63% 2.604%
16 10.357 1404 1406 1409 rVB 93084 66865 1.50% 0.221%
17 10.474 1422 1426 1431 rBvV 55577 61106 1.37% 0.202%
18 10.580 1439 1444 1450 rBvV2 37507 55001 1.23% 0.182%

19 10.716 1462 1467 1471 rBV 982614 823922 18.44% 2.723%
20 10.827 1481 1486 1492 rBV2 90068 142653 3.19% 0.472%

21 11.280 1559 1563 1565 rBV 83073 79299 1.77% 0.262%
22 11.310 1565 1568 1574 rVB 69215 72257 1.62% 0.239%
23 11.416 1582 1586 1588 rBV 1066885 953037 21.33% 3.150%
24 11.439 1588 1590 1593 rVV 395710 310182 6.94% 1.025%

25 11.486 1596 1598 1601 rVB 102490 90130 2.02% 0.298%
26 11.704 1632 1635 1637 rBV 92554 71262 1.59% 0.236%
27 11.804 1648 1652 1655 rBV 1758989 1361038 30.46% 4._.499%
28 11.915 1668 1671 1672 rBV 58835 49760 1.11% 0.164%

29 11.939 1672 1675 1681 rVB2 183107 215263 4.82% 0.712%
30 12.027 1687 1690 1692 rBV 119045 110010 2.46% 0.364%

31 12.051 1692 1694 1698 rVB 53268 47953 1.07% 0.159%
32 12.115 1702 1705 1709 rVB 61265 64714 1.45% 0.214%
33 12.210 1718 1721 1723 rBV 64765 54495 1.22% 0.180%

34 12.492 1765 1769 1771 rBV 4816206 4468917 100.00% 14.771%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\

Data File : BF111898.D

Aca On : 8 Jan 2019 1:09 Instrument :

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

3?22'6 : K1012-05 2X EO-02-010419-C

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.515 1771 1773 1779 rVV 4812022 4023997 90.04% 13.301%

36 12.598 1783 1787 1789 rBV 739603 634426 14.20% 2.097%
37 12.627 1789 1792 1797 rVV 642176 573409 12.83% 1.895%
38 12.674 1798 1800 1804 rVB5 61635 67315 1.51% 0.223%
39 12.833 1824 1827 1829 rBV3 133857 163299 3.65% 0.540%
40 12.857 1829 1831 1837 rVB 492733 456045 10.20% 1.507%

41 12.998 1851 1855 1858 rBV 1311628 1093639 24.47% 3.615%
42 13.080 1865 1869 1870 rBV3 39766 52807 1.18% 0.175%
43 13.157 1879 1882 1884 rBV2 114682 121408 2.72% 0.401%
44 13.186 1884 1887 1891 rVB 140963 128559 2.88% 0.425%
45 13.245 1895 1897 1902 rVB2 120787 130034 2.91% 0.430%

46 13.292 1902 1905 1907 rBV2 128066 169366 3.79% 0.560%

47 13.321 1907 1910 1912 rBV 92056 84881 1.90% 0.281%
48 13.380 1918 1920 1923 rBV 86796 64927 1.45% 0.215%
49 13.568 1950 1952 1954 rBV 45213 51083 1.14% 0.169%

50 13.804 1988 1992 1995 rBV3 74936 115675 2.59% 0.382%

51 13.833 1995 1997 1999 rBV 70617 49812 1.11% 0.165%
52 13.892 2004 2007 2010 rBV2 181749 258946 5.79% 0.856%
53 14.057 2030 2035 2037 rBV2 1241460 1288262 28.83% 4._.258%
54 14.080 2037 2039 2042 rVB 256582 190593 4.26% 0.630%
55 14.515 2112 2113 2116 rVB2 112417 79116 1.77% 0.262%

56 15.033 2199 2201 2206 rVB5 99565 140661 3.15% 0.465%
57 15.104 2209 2213 2217 rBV 167990 338677 7.58% 1.119%
58 15.133 2217 2218 2221 rBV2 115672 90118 2.02% 0.298%
59 15.474 2273 2276 2282 rVB 154614 240973 5.39% 0.797%
60 15.539 2283 2287 2297 rVB 493275 749089 16.76% 2.476%

61 15.951 2355 2357 2358 rBV2 103424 72875 1.63% 0.241%
62 16.892 2514 2517 2519 rBV2 119237 142664 3.19% 0.472%
63 17.297 2584 2586 2588 rBV2 67196 54405 1.22% 0.180%
64 17.374 2594 2599 2608 rBV2 116195 433110 9.69% 1.432%
65 17.627 2640 2642 2646 rVB4 57156 66566 1.49% 0.220%
66 17.774 2665 2667 2672 rVB5 75155 61507 1.38% 0.203%
67 17.886 2684 2686 2690 rVB5 61914 71340 1.60% 0.236%
68 18.150 2729 2731 2734 rBV4 59847 55308 1.24% 0.183%
69 18.174 2734 2735 2743 rVBS8 60678 74308 1.66% 0.246%

70 18.233 2743 2745 2748 rBV3 112143 179593 4.02% 0.594%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 30253706
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111898.D

4000000
3000000
2000000

552 6.53 7.05
1000000 6.89 h 7.45

2.16 5.10 A
OFeF T T -
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF111898.D

4000000

3000000

2000000

9.25

1000000 8.17 9.93 10.72

J 9.33 9639 10.36 4y 5g//10.83 GEIE)
L fars

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111898.D

4000000

3000000

2000000

14.06

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.16 5.05 ng 170964 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 78
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 38
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 25
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.157 min): BF111898.D (-9) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 87.1
| 220 2.30 2.40 2.50 2.60
et e e TmZZ 43.000 44.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 IR IR IR UL U
430 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 54.95 31.29%
29.0
I S S LS SR UL I I SR WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
55.0 2.20 2.30 2.40 2.50 2.60
5000 43.0 m/z 87.10 26.92%
27.0
150 |, H ||, 810
mz> 10 20 %0 4 S0 6 70 80 0 100 110
Abundance #8705: 2-Hydroxy- 2 methylbutyric acid A B o R
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 16.70%
5000 430 55.0
200 89.0
"I'"'I"Jj“""uh'h'l"'hl ""|'l"|"'”|""}9%9'|' RN IR IR U U
m/z--> 10 20 30 40 50 60 70 8 90 100 110 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\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2 unknown6.66 Concentration Rank 3

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

6.66 34.73 ng 1175140 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 778 (6.663 min): BF111898.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
IR RS R L R
401 g0 | 9.0 6.40 6.60 6.80 7.00
..,....,....'I'.'...,!!..,-.'.'.|,..7.8.,1....,..!.,’n?‘?.?....,....,~'...,.. m/z 68.10 41.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U I I L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.57%
'w'“'l'”WJ'wL“'w'“|“?%q“'|“'w'“'w'“|“'w'“'w'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 640 6.60 680 7.00
5000 m/z 66.10 27 .49%
33.0 44.0 00 105.0
s % % 4 e'o 680 50 10 110 150 10 146 \
Abundance #14396: 1,2,4-Trifluorobenzene L L L L B B
132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.56%
5000 63.0 610
31.0 101.0 112.0
- ....ﬂ....,...?? P.J.ﬂl.:i,..ﬂ.il .2 AN (R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.83 2.99 ng 142653 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86

Abundance Scan 1486 (10.827 min): BF111898.D (-1481) (-) m/z 57.05 100.00%

57.0

5000

10.60 10.80 11.00 11.20
m/z 43.05  82.49%

39

1131 1411

169.1 190.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83023: Hexadecane
57.0

10,60 10.80 11.00 11.20
m/z 71.05 59.97%

5000

29.0

1130 1410 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
T T T T T
10.60 10.80 11.00 11.20
5000 m/z 41.10  41.44%
85.0
29.0
113.0
el by e 1410 1690 1060 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71394: Pentadecane R mEEEE RS S
57.0 10.60 10.80 11.00 11.20
m/z 85.10 36.35%
5000 85.0
29.0
\w“”“”lﬁso S~ B, L SSSAU N SIS
m/z--> 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.80 28.56 ng 1361040 Phenanthrene-d10 11.42
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 Methvl tetradecanoate 242 C15H3002 000124-10-7 87

007132-64-1 86
006929-04-0 80

4 Pentadecanoic acid. methvl ester 256 C16H3202
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602

Abundance Scan 1651 (11.798 min): BF111898.D (-1648) (-) m/z 74.10 100.00%
74.1
5000 43.1
L T8 s 50m00 T2 orpa| BT RS T B
Ol b g 1283 L 68d 2000 ey | | M7z 87.10 72.11%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 | NLLNLILEN NI L L L LB LA L
43.0 11.40 11.60 11.80 12.00 12.20
143.0 m/z 43.10 44 _85%

Ll Lo 52 o o 210 o
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 #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.40 11.60 11.80 12.00 12.20

s000] 430 m/z 55.05 33.97%
97.0 143.0
Ay b 00 00 o @1o | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate L B N B B
74.0 11.40 11.60 11.80 12.00 12.20
m/z 41.05 33.43%
5000
43.0
143.0
b 101012101430 4710 1990 2420

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

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.94 4.52 ng 215263 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 1675 (11.939 min): BF111898.D (-1672) (-) m/z 43.10 100.00%

97.1 :
| 1501 1711 256.2 11.60 11.80 12.00 12.20
e m/z 73.05 86.81%

43.1 73.0 1
5000
129.1
192.1 213.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ’ ’
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 e e  EREEEEE

11.60 11.80 12.00 12.20

83.0 0
157.0 1g50 2130 256.0 m/z 57.10 81.37%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
R R e e R
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 60.00 80.55%
171.0
[ ) L
...,.h..\,\» I T
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.10 74 .53%
5000 129.0
15.0 \‘ ‘
TTT | TITT | T _'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

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

12.03 2.31 ng 110010 Phenanthrene-d10 11.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 53
3 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI1204 1000331-34-4 50
4 Pvrazole-4-carboxaldehyde. 3-(4-... 190 C10H7FN20 306936-57-2 47

5 Carbonic acid, butyl 2-formyl-4,... 290 C12H12C1204 1000331-42-2 32

Abundance Scan 1690 (12.027 min): BF111898.D (- 1687) ) m/z 190.05 100.00%

5000

11.80 12.00 12.20 12.40
m/z 189.05  94.42%

246.1

122.0 143.1 209.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53205: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.80 12.00 12.20 12.40
95.0 m/z 192.10 49 _.57%
400 630 1160 1370 1630 |
A R B R AREEAmEEEE R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
190.0
450 146.0 RN il L8 VNS
11.80 12.00 12.20 12.40
5000 82.0 m/z 191.10 38.78%
117.0
T \H‘ HHH‘@ QM‘H“\‘ m M‘\ \H ; “ HH ‘H . ‘. R AR
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #111816. Carbonic acid, ethyl 2-formyl-4,6-dichlorophenyl ...
190.0 11.80 12.00 12.20 12.40
m/z 94.70 21.12%
5000
172.0
280 63.0 97.0 133.0 1 | 217.0
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIII‘IIIIIIIIII IIIIIIII IIIIIIII T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.49 93.78 ng 4468920 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 1769 (12.492 min): BF111898.D (-1765) (-) m/z 67.05 100.00%
67.0
411
5000
1231 150 112.20 1240 12.60 12.80
4 178.2 263.3 294.3
Obrrrprrrries 220.2 m/z 81.10 83.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 LN UL UL IV B
nmnmnmnm
m/z 55.10 72 .85%
123.0 149.0 1759 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

12.20 12.40 12.60 12.80
m/z 41.10 62.96%

5000

123.0 294.0
, 1500 1760 gopg 2630
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R E L RERRE R
410 67.0 1220 12.40 12.60 12.80
m/z 95.05 56.93%
5000 95.0

123.0 150.0 294.0

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.52 84 .45 ng 4024000 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1774 (12.521 min): BF111898.D (-1771) (-) m/z 79.10 100.00%

5000

12.20 12.40 12.60 12.80
m/z 93.10 56.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
53.0

5000

12!20 12.I40 12.60 12.80
264.0 m/z 55.10 54.68%

296.0

29.0

111.0
138.0 180.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0

12.20 12.40 12.60 12.80
m/z 264.30 53.93%

5000

29.0 264.0

111.0

138.0 180.0 2220 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester e AR
55.0 12.20 12.40 12.60 12.80

m/z 74.10  47.43%

5000

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Pyrene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.24 2.02 ng 130034 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 74
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 74
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 72
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 43
Abundance Scan 1896 (13.239 min): BF111898.D (-1895) (-) m/z 55.05 100.00%
54.0
5000 o 216.1
293.2 R R AR
qla61172.1 248.3 319.1 13.00 13.20 13.40 13.60
gt m/z 97.10 53.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74411: Pyrene, 1-methyl-
216.0
5000 HRERA DAL SR BRI B
13.00 13.20 13.40 13.60
95.0 m/z 216.10 47 . 71%
: 189.0
14.0 39.0 63.0 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74422: 11H-Benzo[b]fluorene
216.0
13.00 13.20 13.40 13.60
5000 m/z 74.00 46.61%
108.0
57.0 139.0163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74424: Fluoranthene, 2-methyl-
216.0 13.00 13.20 13.40 13.60
m/z 215.05 44 _90%
5000
108.0
510 8L0 139.0163.0 189-0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Fluoranthene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.29 2.63 ng 169366 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 89
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 89
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 76
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 76
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
Abundance Scan 1905 (13.292 min): BF111898.D (-1902) (-) m/z 216.10 100.00%
216.1
5000
254.2 13.00 13.20 13.40 13.60
28LL . 301301 177 215.10  62.09%
m/z--> 50 100 150 200 250 300 350
Abundance #74424: Fluoranthene, 2-methyl-
216.0
5000
13.00 13.20 13.40 13.60
108.0 m/z 213.10 16.80%
510 810} | 1500 %0
m/z--> 55 100 150 200 250 300 350
Abundance #74411: Pyrene, 1-methyl-
216.0
13.00 13.20 13.40 13.60
5000 m/z 95.05 13.20%
95.0 189.0
27.0  63.0 | [122.0150.0 |
m/z--> 50 100 150 200 250 300 350
Abundance #74421: 11H-Benzo[a]fluorene AR EEREE L
216.0 13.00 13.20 13.40 13.60
m/z 217.10 12.33%
5000
108.0
500 810, \‘ 137.0 1890 ||
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Z-5-Nonadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.89 4.02 ng 258946 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 78
2 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 76
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 76
4 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 68
5 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 68
Abundance Scan 2007 (13.892 min): BF111898.D (-2004) (-) m/z 57.10 100.00%
51.1
5000
230.1
11.1 SRR SR SR B
165.1 282.1 3392 13.60 13.80 14.00 14.20
gl m/z 43.10 82.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115907: Z-5-Nonadecene
58.0
5000 11.0 SRR SR SO B
13.60 13.80 14.00 14.20
266.0 m/z 55.10 57.13%
1 ;168.0 221.0
m/z--> 55 160 150 200 250 360 3%0 460 4%0 560 séo '
Abundance #240603: Triacontyl pentafluoropropionate
57.0
' 13.60 13.80 14.00 14.20
m/z 71.10 45 _33%
5000 110 0
‘ J ‘11%6?0 2220 292.0 348.0 420.0465.0 566.0
m/z--> 55 160 150 200 250 300 350 460 4%0 560 séo '
Abundance #241205: Octacosy! heptafluorobutyrate AR EEREE L
57.0 13.60 13.80 14.00 14.20
m/z 41.10 40.38%
5000 110
‘ 1 169.0  236.0 292.0337.0 392.0437.0 588.0
m/z--> 55 160 150 200 250 300 3%0 460 4%0 560 séo ' 13%0 13%0 1450 1450
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 2,2-Dimethylpropanoic acid,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.03 3.76 ng 140661 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlpropanoic acid. 2.6-... 250 C16H2602 1000299-33-6 50
2 Hexadecane. 1-bromo- 304 C16H33Br 000112-82-3 30
3 Ethvl 2-acetamido-3.3.3-trifluor... 322 C13H14F4N203 328270-12-8 22
4 4-Pvridinol. acetate (ester) 137 C7H7NO2 014210-20-9 22
5 1-Bromoeicosane 360 C20H41Br 004276-49-7 22
Abundance Scan 2201 (15.033 min): BF111898.D (-2199) (-) m/z 57.10 100.00%
51.1
5000
327.1 R AR EEERS e
363.2396.3 14,80 15.00 15.20 15.40
m/z 55.05 95 .34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102498: 2,2-Dimethylpropanoic acid, 2,6-dimethylnon-1-en-...
57.0
5000 UL SURLILE SO SR SUM
14.80 15.00 15.20 15.40
91.0 207.0 m/z 43.10 62.40%
133.0 :
27|'O||A ald ul |1. IJ L 1116?0 |2500
m/z--> 50 100 150 200 250 300 350 400
Abundance #147851: Hexadecane, 1-bromo-
57.0
1480 15.00 15.20 15.40
5000 m/z 71.10 58.87%
137.0
27.0 97.0
|| I ‘ ,169.0  225.0 2630 304.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #162341: Ethyl 2-acetamido-3,3,3-trifluoro-2-(4-fluoroanil... e RARREEE RS
43.0 207.0 14.80 15.00 15.20 15.40
m/z 83.10 53.15%
5000 95.0
\ 249.0
37.0
— liw‘ﬂﬂh‘,i f.h‘i%799. [ U ,?2%?., T R EB AREE ma e S
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 unknownl16.89 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.89 3.81ng 142664  Perylene-di2 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Alpha.alpha.alpha-trifluoro-4*-n... 207 CTHAF3NO3 000713-65-5 47

2 Ethvl 2-butvramido-3.3.3-trifluo... 350 C15H18F4N203 1000224-16-2 35
3 1.8-Dioxa-5-thiaoctane. 8-(9-bor... 468 C27H42B203S 1000162-66-8 25

4 Propanamide. N-(3-methoxvphenvl)... 207 C12H17NO2 056619-93-3 25
5 [1,2,4]-Triazolo[4,3-a][1,3,5]-t... 249 C9H11N702 349574-61-4 22

Abundance Scan 2517 (16.892 min): BF111898.D (-2514) (-) m/z 57.10 100.00%

95.1
5000 207.1

243.1 2861 3382 3905 4454 16.60 16.80 17.00 17.20
m/z 43.10 99.26%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67059: Alpha,alpha,alpha-trifluoro-4'-nitroanisole
95.0
207.0
5000 LA L L L L L LB
16.60 16.80 17.00 17.20
50 m/z 55.10 86.55%
: J | 161.
.lL..U.;.J..,...:,....,....,.”.,....,....,...
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #183668: Ethyl 2-butyramido-3,3,3-trifluoro-2-(4-fluoroani...
43.0
207.0
I AEEREE TS
16.60 16.80 17.00 17.20
5000 m/z 71.05 67.16%
111.0
277.0 350.0
..Lwmhh,.lﬂ??Pu.,H...,Jﬂ.,....{.”.,....,.”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230633: 1,8-Dioxa-5-thiaoctane, 8-(9-borabicyclo[3.3.1]no... I AEEREE TS
95.0 16.60 16.80 17.00 17.20
m/z 95.10 59.90%
5000 410
I AEEREE TS
m/z--> 50 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Phenanthrene, 9-dodecyltetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.37 11.56 ng 433110 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 9-dodecvltetradeca... 360 C26H48 055334-01-5 60
2 15-1sobutvl-(13.alpha.H)-isocopa... 332 C24H44 087953-47-7 46
3 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 46
4 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 35
5 4-Acetylphenyl 3,4-dimethoxycinn... 325 C19H19NO4 301157-90-4 25
Abundance Scan 2598 (17.368 min): BF111898.D (-2594) (-) m/z 43.10 100.00%
431 191.1
95.1
5000
137.2

245-121.1316.1352.1 B e o e e  EEmes

411.4 17.00 17.20 17.40 17.60
m/z 57.10 99.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190942: Phenanthrene, 9-dodecyltetradecahydro-
191.0
95.0
5000 430 LA L L L L LB L
17.00 17.20 17.40 17.60
0
135.0 360.0 m/z 191.10 98.37%
2030 2640 303.0 '
m/z--> 50 100 150 200 250 300 350 400
Abundance #171158: 15-Isobutyl-(13.alpha.H)-isocopalane
191.0
R R B
17.00 17.20 17.40 17.60
5000 69.0 m/z 55.00 86.16%
123.0
32@ L l 332.0
L bd o | oo ||
m/z--> 50 100 150 200 250 300 350 400
Abundance #190938: Anthracene, 9-dodecyltetradecahydro- L B o e
191.0 17.00 17.20 17.40 17.60
95.0 m/z 95.10 77.61%
5000{ 43.0
135.0
360.0
= hi LL IR - R LU N B
m/z--> 50 100 150 200 250 300 350 400 17. 00 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111898.D

Aca On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknownl18.23 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.23 4.79 ng 179593 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-12-Pentacosene 350 C25H50 1000131-09-4 45
2 Hexahvdropvridine. 1-methvl-4-T4... 207 C12H17NO2 094427-47-1 38
3 1-Docosanethiol 342 C22H46S 007773-83-3 25
4 2-Pyridinamine. N-(4.5-dihvdro-5... 207 C10H13N3S 1000362-45-9 25
5 4H-Naphthalene-1,3,3-tricarbonit... 362 C21H22N4S 1000302-10-1 20
Abundance Scan 2745 (18.233 min): BF111898.D (-2743) (-) m/z 55.05 100.00%

.0

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF010719\
Data File : BF111898.D

Acq On : 8 Jan 2019 1:09

Operator : JU/SJ

Sample : K1012-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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... 2.16 5.0 ng 170964 1 6.89 676820 20.0
unknown6 .66 6.66 34.7 ng 1175140 1 6.89 676820 20.0
Hexadecane 10.83 3.0 ng 142653 4 11.42 953037 20.0
Hexadecanoic acid... 11.80 28.6 ng 1361040 4 11.42 953037 20.0
n-Hexadecanoic acid 11.94 4.5 ng 215263 4 11.42 953037 20.0
4H-Cyclopenta[def... 12.03 2.3 ng 110010 4 11.42 953037 20.0
9,12-Octadecadien... 12.49 93.8 ng 4468920 4 11.42 953037 20.0
13-Octadecenoic a... 12.52 84.5 ng 4024000 4 11.42 953037 20.0
Pyrene, l-methyl- 13.24 2.0 ng 130034 5 14.06 1288260 20.0
Fluoranthene, 2-m... 13.29 2.6 ng 169366 5 14.06 1288260 20.0
Z-5-Nonadecene 13.89 4.0 ng 258946 5 14.06 1288260 20.0
2,2-Dimethylpropa... 15.03 3.8 ng 140661 6 15.54 749089 20.0
unknownl16 .89 16.89 3.8 ng 142664 6 15.54 749089 20.0
Phenanthrene, 9-d... 17.37 11.6 ng 433110 6 15.54 749089 20.0
unknown18.23 18.23 4.8 ng 179593 6 15.54 749089 20.0
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