LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 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-BF082319.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 2.146 5 10 20 rvB 783044 976218 100.00% 9.095%
2 5.487 574 578 582 rBV 724403 625443 64.07% 5.827%
3 6.492 745 749 754 rBV 784621 685723 70.24% 6.388%
4 6.639 770 774 778 rBB 812186 680349 69.69% 6.338%
5 6.875 810 814 817 rBV 510202 396490 40.61% 3.694%
6 7.028 837 840 844 rVB 581969 528748 54.16% 4.926%
7 7.428 904 908 911 rBV 531677 408755 41.87% 3.808%
8 8.110 1018 1024 1028 rBvV2 7896 15127 1.55% 0.141%
9 8.157 1028 1032 1035 rBV 596158 503932 51.62% 4 .695%
10 9.228 1210 1214 1217 rBV 806570 700428 71.75% 6.525%
11 9.310 1224 1228 1232 rBv4 11834 14239 1.46% 0.133%
12 9.616 1277 1280 1282 rBV 70486 59405 6.09% 0.553%
13 9.763 1302 1305 1308 rBV 10171 10698 1.10% 0.100%
14 9.904 1325 1329 1333 rVB 617934 496216 50.83% 4.623%
15 10.563 1437 1441 1447 rBV 11867 13910 1.42% 0.130%
16 10.686 1458 1462 1465 rBV 428821 341256 34.96% 3.179%
17 10.816 1481 1484 1485 rBvV2 16731 19057 1.95% 0.178%
18 10.827 1485 1486 1492 rVB2 24871 20282 2.08% 0.189%
19 11.292 1561 1565 1571 rVB4 15703 17831 1.83% 0.166%
20 11.386 1577 1581 1584 rBV 507882 413695 42.38% 3.854%
21 11.410 1584 1585 1588 rVB 43889 22438 2.30% 0.209%
22 11.686 1629 1632 1634 rBV 14661 10596 1.09% 0.099%
23 11.780 1645 1648 1651 rBV 113663 86076 8.82% 0.802%
24 11.910 1667 1670 1675 rVB2 140514 116519 11.94% 1.086%
25 12.092 1698 1701 1703 rBV2 17636 13648 1.40% 0.127%
26 12.316 1735 1739 1741 rBV3 7145 10527 1.08% 0.098%
27 12.374 1744 1749 1754 rBVS 5753 11806 1.21% 0.110%
28 12.439 1757 1760 1762 rBV3 12762 14454 1.48% 0.135%

29 12.469 1762 1765 1766 rVvV 308128 254624 26.08% 2.372%
30 12.486 1766 1768 1775 rVB 440860 401962 41.18% 3.745%

31 12.574 1780 1783 1785 rBV 50199 46877 4._80% 0.437%
32 12.598 1785 1787 1789 rVB 41825 32508 3.33% 0.303%
33 12.692 1800 1803 1810 rBV 84796 102358 10.49% 0.954%
34 12.821 1820 1825 1828 rBV 48297 51074 5.23% 0.476%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 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\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.851 1828 1830 1832 rVB2 11936 10194 1.04% 0.095%
36 12.968 1846 1850 1853 rBV 658840 549809 56.32% 5.122%
37 13.210 1888 1891 1895 rVB3 17653 25231 2.58% 0.235%
38 13.251 1896 1898 1901 rVV3 11007 11664 1.19% 0.109%
39 13.298 1904 1906 1909 rBvV4 9926 10764 1.10% 0.100%
40 13.374 1917 1919 1922 rBV4 9527 10325 1.06% 0.096%
41 13.551 1947 1949 1952 rVB3 15272 10155 1.04% 0.095%

42 13.874 2000 2004 2013 rVB3 71099 105576 10.81% 0.984%
43 14.021 2024 2029 2032 rBV 463932 456501 46.76% 4._.253%
44 14.192 2056 2058 2062 rVB 44997 39086 4._00% 0.364%
45 14.498 2107 2110 2113 rBVY 79857 71996 7.37% 0.671%

46 14.804 2159 2162 2165 rBVY 104453 112139 11.49% 1.045%
47 15.145 2216 2220 2225 rVB 126729 147049 15.06% 1.370%
48 15.480 2273 2277 2281 rBVY 330197 419550 42.98% 3.909%
49 15.527 2281 2285 2290 rVB 143606 206107 21.11% 1.920%
50 15.962 2355 2359 2365 rBV 107418 151459 15.51% 1.411%

51 16.209 2398 2401 2406 rVB5 41235 71438 7.32% 0.666%
52 16.468 2442 2445 2451 rVB 72275 119056 12.20% 1.109%
53 16.639 2471 2474 2484 rVB4 48182 102399 10.49% 0.954%

Sum of corrected areas: 10733767
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116585.D
800000p; 15 6,4%|64
5.49

600000 7.03

6.87 7.43

400000

200000

e T - T

I
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: BF116585.D
800000 9|23

12.97

9.90
600000 8.16

11.39

12.49

400000

200000

o
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: BF116585.D
800000

600000 14.02

15.48

400000

200000

13.87
. }3.55

o

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 1

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

2.15 49.24 ng 976218 1,4-Dichlorobenzene-d4 6.87
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

1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 11 (2.152 min): BF116585.D (-5) (-) m/z 73.05 100.00%
7B
5000
v 55 & A R R U IR U
| 2.20 2.30 2.40 2.50 2.60
0"I""I'"'I""Ill:'l"l""'I'"'Il""'l""I'"'I""I""I""I""I""I"' m/z 42.95 31.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.10 26.58%
0"I""I'"l!lll:"'llh'l"l""'I'?"Il""I"'|'I'"ELIO']'-"I""I""I""I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 A RN R U UL U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.05 22 .22%
o M \H Lesl, | o7 w2 10
L R KRR R LA IALRY AL ALY AR RS LAY AR LA LSS AR S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether R A R aas Eas s

3 2.20 2.30 2.40 2.50 2.60
m/z 71.10 10.91%

5000

45 59
29
15 Al \ 87 103 130 147

L . R —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.64 Concentration Rank 2

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

6.64 34.32 ng 680349 1,4-Dichlorobenzene-d4 6.87
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 774 (6.639 min): BF116585.D (-770) (-) m/z 132.00 100.00%
5000 68
40 %6 J " 640 6.60 6.80 7.00
54 . . . .
ol |.7:7,?.7.!,]1P‘L?..,..-.,....,....,.... m/z 68.00 42.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UERBE RS S LR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.44%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
640 6.60 6.80 7.00
5000 m/z 66.00 28.50%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N EEREEnmme
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.20%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | O
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.78 4.16 ng 86076 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 87
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 1648 (11.780 min): BF116585.D (-1645) (-) m/z 74.00 100.00%
74
87
5000
43
T 1011201 227 11.40 11.60 11.80 12.00
115 171185199 : . . .
obprrih Aol 11507 | 167171185 199213 .'...2',~....,.2.7.°., m/z 87.00 71.95%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
A
5000 S UL BRI UL R
43 11.40 11.60 11.80 12.00
143 m/z 43.00 32.79%
o [ 1] | 101115129 | 157171185199713227 547 270
s 3 o 6o B 18 150 140 180 1o 2k 350 246 353
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 41.00 28.82%
143
L LT ) sonsas e 167171185199213227 201 270
mz-> 20 Jo 60 éo 100 120 140 160 180 200 220 240 260
Abundance #84487: Tridecanoic acid, methyl ester R B o
74 11.40 11.60 11.80 12.00
m/z 55.05 27 .58%
87
5000
41 55
N A T 1014751297 1571711?5199 i
mz--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 n-Hexadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.91 5.63 ng 116519 Phenanthrene-d10 11.39
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86

5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 18
Abundance Scan 1670 (11.910 min): BF116585.D (-1667) (-) m/z 72.95 100.00%
7
43 60
5000 129
o7 115 157171 213
143 185199 | 227 256 11.60 11.80 12.00 12.20
0! m/z 43.00 77.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
1 i L//\.A/\/W\J‘«
5000 129 LA L L L L L LB L |
11.60 11.80 12.00 12.20
m/z 59.95 76.83%
157 213
‘J‘“ 143 171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73 )
N R
11.60 11.80 12.00 12.20
5000 m/z 41.00 70.65%
29
129
“ T? o1 115 ‘ 71 214
\»»\HM\
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 kﬁ\ﬂﬂk¢wMMvv~v
Abundance #95851: Pentadecanoic acid e
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 64.12%
5000 129
29
199
‘ 143 157171185 242
o35 |
e R ARRR RN B REE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 9,12-Octadecadienoic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.47 12.31 ng 254624 Phenanthrene-d10 11.39
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. methv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 Methyl 7,12-octadecadienoate 294 C19H3402 1000336-43-8 99

Abundance Scan 1765 (12.469 min): BF116585.D (-1762) (-) m/z 67.00 100.00%

67 81

-

s000] 41
12.20 12.40 12.60 12.80
178 205220
Ob et m/z 81.10 87.13%
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 6|7
81
5000 LA L L L L LB
12.20 12.40 12.60 12.80
109 m/z 55.00 62.31%
123 149164178

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
6/7
41 81 R

12.20 12.40 12.60 12.80
m/z 95.10 58.37%

5000

223

:

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139727: 9,12-Octadecadienoic acid (Z,2)-, methyl ester e S ket
6/7 81 12.20 12.40 12.60 12.80

m/z 41.05 49.02%

5000

109

123 294

:

10164178, 99906220 237 263

T T T T
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\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 15-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.49 19.43 ng 401962 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 91
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 91
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 72
Abundance Scan 1769 (12.492 min): BF116585.D (-1766) (-) m/z 55.00 100.00%

74

5000

-

12.20 12.40 12.60 12.80
m/z 69.10 73.93%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

74

:

5000 LN L L L L LB
12.20 12.40 12.60 12.80
) - m/z 74.00 70.47%
o 138152 180 207 236 278 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55
e ST
41 74 12.20 12.40 12.60 12.80
5000 m/z 83.10 61.23%
264
o 2 138152 180 507222534 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester T T T
55 12.20 12.40 12.60 12.80
41 m/z 41.00 60.72%
5000
11 264
o 2 138152 180 ;222,54 278 296

I T I T
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\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Methyl stearate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.27 ng 46877 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86
4 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 80
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80
Abundance Scan 1782 (12.569 min): BF116585.D (-1780) (-) m/z 74.00 100.00%
!
5000
12.20 12.40 12.60 12.80
o} m/z 87.00 70.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74 A
5000 U ARAR RRARR ARARA S
43 12.20 12.40 12.60 12.80
. 143 m/z 43.00 41.97%
0 ) S L P2 2%5570 298
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methyl ester
74
12.20 12,40 12.60 12.80
5000 m/z 55.00 26 .00%
143
o...,....,...ﬁ‘,..“.‘.,‘.l.J‘,*..l.??..‘..,t...‘,.1.7.1.1?.‘?. Mg
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methy! ester Eama s ST
74 12.20 12.40 12.60 12.80
m/z 41.10 25.83%
5000
43
143
m/z--> 20 Jo eb éo 160 150 140 160 180 200 220 240 260 2éo 300 1220 12.40 12.60 12.80

8270-BF082319.M Wed Aug 28 17:31:50 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.69 4.95 ng 102358 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 1803 (12.692 min): BF116585.D (-1800) (-) m/z 72.95 100.00%
43 7B
5000 129
97 185 202
B 13 an 207241 284 12.40 12.60 12.80 13.00
0! m/z 43.05 90.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
a3 57 73
5000 129 LI e e e
12. 40 12 60 12. 80 13. oo
m/z 60.00 80.47%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73
43 5 12.40 12.60 12.80 13.00
5000 129 m/z 55.00 78.89%
29 185 228
01115 | 143 171
LA A e o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid AR e EE e
43 60 12.40 12.60 12.80 13.00
m/z 41.00 74.24%
5000 129
1Ji 143157171185199213
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300

8270-BF082319.M Wed Aug 28 17:31:50 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.82 2.24 ng 51074 Chrysene-di2 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 93
2 Pvrene 202 C16H10 000129-00-0 90
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 68
4 Furan-2-one. 2.5-dihvdro-5-(4-me... 202 C12H1003 024962-84-3 37
5 7H-Furo[3,2-g][1]benzopyran-7-on... 202 C11H604 002009-24-7 37

Abundance Scan 1825 (12.821 min): BF116585.D (-1820) (-) m/z 202.10 100.00%

202

5000

R R ]

12.60 12.80 IZI.E%.OO 13.20
m/z 200.00  21.08%

101

60 75 87 122 139151163174 189

39

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62828: Fluoranthene
202
5000 ||A||||||||||||||||||||
12.60 12.80 13.00 13.20
101 m/z 203.10 18.78%
oL 27 39 50 63 75 % 122134 150 163174 187
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62822: Pyrene
202
12.60 12.80 13.00 13.20
5000 m/z 201.00 18.69%

101
39 51 63 75 88 | 122134 150 163174 187 ||

O L B o o o B o B B i e e
mz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- — e
202 12.60 12.80 13.00 13.20
m/z 100.90  14.45%
5000
L 27 30 51 63 75 88 10815 196157 150 163174 197 |
e R e B e e
mz--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20

8270-BF082319.M Wed Aug 28 17:31:51 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Dotriacontyl trifluoroacetate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.87 4.63 ng 105576 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl trifluoroacetate 562 C34H65F302 1000351-75-4 83
2 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 83
3 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 83
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 83
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 83
Abundance Scan 2003 (13.868 min): BF116585.D (-2000) (-) m/z 57.05 100.00%
57
5000
25155185 230 13,60 13.80 14.00 14.20
ok ..”umlll "“','....,....,....,....,....,....,... m/z 43.00 79 _.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239747: Dotriacontyl trifluoroacetate
57
97
5000 LR BN SULRL L B
13.60 13.80 14.00 14.20
25 m/z 55.00 70.11%
ol 2 l 193181200 264 306 348376 420448 493 544
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238675: Heptacosy! pentafluoropropionate
57
o7 13.60 13.80 14.00 14.20
5000 m/z 97.10 68.96%
25
o 29 | 153181200037 278306 350378 423 524
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240603: Triacontyl pentafluoropropionate i B
57 13.60 13.80 14.00 14.20
m/z 69.10 67 .63%
97
5000
25
ol 2 | 153181 222 264202 334362302420 465 566
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20

8270-BF082319.M Wed Aug 28 17:31:51 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Octacosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.50 3.15 ng 71996 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
4 Docosane 310 C22H46 000629-97-0 83
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 2110 (14.498 min): BF116585.D (-2107) (-) m/z 57.05 100.00%
57
85
5000
140 166 195 224 261 291310 14.20 14.40 14.60 14.80
0 ..jr: m/z 71.05 83.62%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LR SRR B BN S
85 14.20 14.40 14.60 14.80
29 m/z 43.05 70.72%
oL | T 141 169 197 225 253 281 309 337 365 394
L L R B UL DALY UL UL SN
m/z--> 50 100 150 200 250 300 350
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43
14.20 14.40 14.60 14.80
5000 1 m/z 85.05 57.95%
0...|} t H1%|5 154182 ?17” ————
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methy!- T
57 14.20 14.40 14.60 14.80
m/z 55.05 36.48%
5000 85
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF082319.

M Wed Aug 28 17:31:52 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.80 5.35 ng 112139 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Eicosane 282 C20H42 000112-95-8 89
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2161 (14.798 min): BF116585.D (-2159) (-) m/z 57.10 100.00%
57
43 | 1
5000
9113127 0 1460 1480 15.00 1520
144 169184 282 14.40 14.60 14.80 15.00 15.20
0 S m/z 71.10  73.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105885: Octadecane
57
43
71
5000 A B BRI IS
14.40 14.60 14.80 15.00 15.20
29 99 m/z 43.10 68.41%
ol 113127141155169183197211225239 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48854: Dodecane, 2-methyl-
43 57
n R DAL S B B
85 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05 60.26%
29 99 141
os || L | Mo 15577184
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane e
57 14.40 14.60 14.80 15.00 15.20
43 m/z 41.05 25.01%
71
5000
85
29 %
o J L h Lo 1}3127141155169183197211225239253 282
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00 15.20

8270-BF082319.M Wed Aug 28 17:31:52 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.14 7.01 ng 147049 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 90
Abundance Scan 2219 (15.139 min): BF116585.D (-2216) (-) m/z 57.10 100.00%
57
85
5000
141 169 219 14.80 15.00 15.20 15.40
Y 196 77240262 29 m/z 71.10 74.29%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U SR DU DU SRR
14. 80 15. oo 15.20 15.40
m/z 43.10 66.78%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57
14,80 15.00 15.20 15.40
5000 85 m/z 85.10 61.30%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 2%0 360 350 '
Abundance #215181: 2-methyloctacosane R A RERRR R
57 14.80 15.00 15.20 15.40
m/z 41.10 25.74Y%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1480 1500 1520 1520 '

8270-BF082319.M Wed Aug 28 17:31:52 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.96 7.22 ng 151459 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2359 (15.962 min): BF116585.D (-2355) (-) m/z 57.05 100.00%
57
1 15,60 15.80 16.00 16.20
141 169 266
o....,].-J'.|,....,-....,2?0..2‘.‘0,.-...3?1....,....,...., m/z 71.05 79.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 R DR SR UL BRI B
15.60 15.80 16.00 16.20
29 m/z 43.10 64.27%
113
0 || Il ] L | ‘1?1‘169 197 240
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #48854: Dodecane, 2-methyl-
57
85 15,60 15.80 16.00 16.20
5000 m/z 85.00 57.69%
29 141
‘ J 13 | 169
0"MEI'L'“HA'“ll't"I"" I DALY UURL L DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane R B AR
57 15.60 15.80 16.00 16.20
m/z 55.00 22 .42%
- i “/\“VL”*“”‘wJAVN\mmf\wAA¢MJ
113 141 169
0 ‘ H = 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 ' 15.60 15.80 16.00 16.20

8270-BF082319.M Wed Aug 28 17:31:53 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknownl6.21 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.21 3.41 ng 71438 Perylene-d12 15.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 7a-I1sopropenvl-4.5-dimethvloctah... 236 C15H2402 1000192-14-7 38
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 25
3 p-(Dimethvlamino)cinnamic acid 191 C11H13NO2 001552-96-1 22
4 Dispirol2.2.5.0Tundecan-4-one. 5... 220 C15H240 1000152-13-8 22
5 5-Hexen-1-one, 1-(1H-imidazol-4-_._. 192 C11H16N20 069393-41-5 18
Abundance Scan 2401 (16.209 min): BF116585.D (-2398) (-) m/z 191.10 100.00%

191
69 g5 123
5000 43
163
147 10 229 259 577 LRI AU SN B

I| th | 15.80 16.00 16.20 16.40 16.60
o L m/z 123.10 59.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90782: 7a-Isopropenyl-4,5-dimethyloctahydroindene-4-carbo...

191

135

15.80 16.00 16.20 16.40 16.60
m/z 69.00 57.88%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95 191

15.80 16.00 16.20 16.40 16.60
m/z 95.05 55.39%

5000

206221236 264280 303318

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53696: p-(Dimethylamino)cinnamic acid A B o
191 15.80 16.00 16.20 16.40 16.60
m/z 81.05 51.27%
5000

42 o 77 102 130146 1r4
Ll 10 ) i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16. 00 16 20 16. 40 16 60

o

8270-BF082319.M Wed Aug 28 17:31:53 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.47 5.68 ng 119056 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Hexacosane 366 C26H54 000630-01-3 74
3 2-methvloctacosane 408 C29H60 1000376-72-8 74
4 Docosane 310 C22H46 000629-97-0 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2445 (16.468 min): BF116585.D (-2442) (-) m/z 57.05 100.00%
57
85
5000
AR SN SR B
33153 192 219 245 271 299 323 16.20 16.40 16.60 16.80
ol m/z 71.10 82.21%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 L UL BULELLN BRI UL
16 20 16. 40 16. 60 16 80
m/z 85.05 68.01%
L2 |0 160 107 226
m/z--> 55 100 1%0 260 250 300 3éo
Abundance #194494: Hexacosane
57
16.20 16.40 16.60 16.80
5000 a5 m/z 43.10 55.29%
113
. ??L i ““A | ‘1§1 169 1197 225 253 295 366 \“Vwa\wwwm/\NﬂﬂwhmﬂNwwm
m/z--> 55 160 150 260 250 360 3%0
Abundance #215181: 2-methyloctacosane AR EEEEE RS
57 16.20 16.40 16.60 16.80
m/z 99.05 21 .35%
5000 85
o 29| I ‘ J113‘1§1 169 197 225 267 295 365 393
m/z--> % m m ﬁ @ ﬁ @ ' mmmmmmmm

8270-BF082319.M Wed Aug 28 17:31:54 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082719\
Data File : BF116585.D

Aca On : 27 Aug 2019 15:13

Operator : HP/JU

Sample : K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Anthracene, 9-dodecyltetrad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.64 4.88 ng 102399 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 50
2 Bicvclol3.3.0loctan-3-one. 6-exo... 216 C9H13BrO 1000149-28-6 43
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
4 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 30
5 5,5-Dimethyl-2-(2,2,2-trifluoro-... 249 C8H9F6NO 020967-43-5 27
Abundance Scan 2474 (16.639 min): BF116585.D (-2471) (-) m/z 191.10 100.00%
191

95

5000

219 247, . 284300 16.40 16.60 16.80 17.00

o} m/z 95.00 78.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95 191
43
5000 67 LIRS
16.40 16.60 16.80 17.00
135 m/z 69.05 51.36%
o 1o 150 1 206221236 264280 303318
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74598: Bicyclo[3.3.0]octan-3-one, 6-exo-bromo-2-exo-methy...
95
e R
67 16.40 16.60 16.80 17.00
5000 m/z 81.00 48.51%
39
216
o 160375 201
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) b RREmE EE e
191 16.40 16.60 16.80 17.00
m/z 55.00 42.07%
5000 57
8 107 3 149
L S N O TS 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082719\
Data File : BF116585.D

Acq On : 27 Aug 2019 15:13

Operator : HP/JU

Sample - K4092-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_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... 2.15 49.2 ng 976218 1 6.87 396490 20.0
unknown6 .64 6.64 34.3 ng 680349 1 6.87 396490 20.0
Hexadecanoic acid... 11.78 4.2 ng 86076 4 11.39 413695 20.0
n-Hexadecanoic acid 11.91 5.6 ng 116519 4 11.39 413695 20.0
9,12-Octadecadien... 12.47 12.3 ng 254624 4 11.39 413695 20.0
15-Octadecenoic a... 12.49 19.4 ng 401962 4 11.39 413695 20.0
Methyl stearate 12.57 2.3 ng 46877 4 11.39 413695 20.0
Octadecanoic acid 12.69 5.0 ng 102358 4 11.39 413695 20.0
Benzene, 1,1°-(1,... 12.82 2.2 ng 51074 5 14.02 456501 20.0
Dotriacontyl trif... 13.87 4.6 ng 105576 5 14.02 456501 20.0
Octacosane 14.50 3.1 ng 71996 5 14.02 456501 20.0
Octadecane 14.80 5.3 ng 112139 6 15.49 419550 20.0
Heneicosane 15.14 7.0 ng 147049 6 15.49 419550 20.0
Heptadecane 15.96 7.2 ng 151459 6 15.49 419550 20.0
unknownl6.21 16.21 3.4 ng 71438 6 15.49 419550 20.0
Hexadecane 16.47 5.7 ng 119056 6 15.49 419550 20.0
Anthracene, 9-dod... 16.64 4.9 ng 102399 6 15.49 419550 20.0
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