LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051119\
Data File : BF114159.D
Aca On : 11 May 2019 16:14 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - (2763-19 P021-SS008-0206-01
ALS Vial : 12 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-BF051019.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 2.128 3 7 18 rVB 1624552 2161074 28.45% 2.797%
2 5.481 572 577 580 rBY 7053499 6758540 88.99% 8.746%
3 6.487 743 748 751 rBVY 6773126 7595116 100.00% 9.829%
4 6.622 767 771 775 rBVY 7073541 7162462 94 .30% 9.269%
5 6.851 806 810 813 rBVY 1989400 1659125 21.84% 2.147%
6 7.010 832 837 840 rBVY 5406879 5072316 66.78% 6.564%
7 7.410 900 905 908 rBVY 5025375 4764520 62.73% 6.166%
8 8.128 1023 1027 1031 rBvV 2503746 2175072 28.64% 2.815%
9 9.204 1205 1210 1213 rBV 7559003 6534096 86.03% 8.456%
10 9.592 1273 1276 1280 rBV 1404165 1136668 14.97% 1.471%

11 9.880 1321 1325 1329 rBV 2671730 2323208 30.59% 3.007%
12 10.669 1455 1459 1463 rBV 4614158 4612528 60.73% 5.969%
13 11.369 1573 1578 1581 rBV 2649035 2582607 34.00% 3.342%
14 11.822 1651 1655 1659 rBV3 53778 78209 1.03% 0.101%
15 11.892 1664 1667 1676 rVvV 954151 986340 12.99% 1.276%

16 12.598 1785 1787 1797 rVB2 83017 120521 1.59% 0.156%
17 12.674 1797 1800 1811 rBV 238203 282991 3.73% 0.366%
18 12.951 1842 1847 1850 rBV 6918117 6530331 85.98% 8.451%
19 13.157 1879 1882 1884 rBV 71738 79973 1.05% 0.103%
20 13.521 1938 1944 1947 rBV2 100497 118691 1.56% 0.154%

21 13.839 1995 1998 2011 rBV 1134439 1528643 20.13% 1.978%
22 14.004 2018 2026 2030 rBV 2378922 2206919 29.06% 2.856%
23 14.168 2050 2054 2060 rBV 232636 232393 3.06% 0.301%
24 14.480 2103 2107 2121 rVB2 559340 739854 9.74% 0.957%
25 14.786 2153 2159 2164 rBV 402710 465459 6.13% 0.602%

26 14.862 2168 2172 2176 rVV 526898 498426 6.56% 0.645%
27 14.927 2180 2183 2190 rVvVv 487204 534731 7.04% 0.692%
28 15.127 2212 2217 2219 rBV 738205 989118 13.02% 1.280%
29 15.151 2219 2221 2228 rVB 603190 778753 10.25% 1.008%
30 15.474 2271 2276 2280 rBV 1629479 2235667 29.44% 2.893%

31 15.504 2280 2281 2285 rVB 338967 254760 3.35% 0.330%
32 15.698 2310 2314 2320 rVB 346610 465214 6.13% 0.602%
33 15.939 2349 2355 2359 rBvV 635476 961406 12.66% 1.244%
34 15.986 2359 2363 2371 rVV2 200013 380945 5.02% 0.493%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

3?22'6 i K2763-19 P021-55008-0206-01
ALS Vial : 12 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.362 2422 2427 2433 rVB9 45146 83891 1.10% 0.109%

36 16.439 2435 2440 2445 rVVv2 148201 248864 3.28% 0.322%
37 16.727 2483 2489 2498 rVB 261174 487590 6.42% 0.631%
38 17.027 2535 2540 2548 rVB2 122710 253851 3.34% 0.329%
39 17.121 2551 2556 2566 rVV6 89168 242221 3.19% 0.313%
40 18.080 2711 2719 2726 rBV3 403270 948735 12.49% 1.228%

Sum of corrected areas: 77271828
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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: BF114159.D

6.62
6.49

5.48
7000000

6000000
7.01

5000000 [

4000000

3000000

6.85

2000000p.13

1000000

0

I
5.00
TIC: BF114159.D

Time-->
Abundance

7000000 12.95

6000000

5000000 10.67

4000000

3000000 9.88 11.37

8.13

2000000
9.59

|

9.50

11.89

uch

12.00 12.50

1000000

1218P7 13.16

13.00

0
Time-->
Abundance

10.50
TIC: BF114159.D

10.00 11.00 11.50

7000000

6000000

5000000

4000000

3000000

14.00

2000000 15.47

13.84

1000000 14.48 114486 % 15.5015.70 18,08

13.52

14.17 4 1673 47
T

I
16.50 17.00 17.50

T
18.00 18.50

15.50 16.00

R
13.50 14.00

14.50 15.00

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 3

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

2.13 26.05 ng 2161070 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37

Abundance Scan 7 (2.128 min): BF114159.D (-3) (-) m/z 73.10 100.00%
7B
5000 43 //\L
v 87 RS UL A I I
|. ‘ 007 2.20 2.30 2.40 2.50
ot e e %% m/z 43.05  45.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AR AN RN AR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.10 31.24%
29
0I'd'”mt'll'ihl"'W""I”"I"”I""P"'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 USRI UL I I I
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.10 25.26%
29 ‘
L bl b Lo e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1997: Silane, tetramethyl- A EEREEE L
73 2.20 2.30 2.40 2.50
m/z 41.05 14 .89%
5000 /\
45
2 ] 59 | 88
R L S S U U B B L B SRR RARSE AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.62 Concentration Rank 1

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

6.62 86.34 ng 7162460 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 771 (6.622 min): BF114159.D (-767) (-) m/z 131.95 100.00%
5000 68
‘ 75 e 620 640 6.60 6.80 7.00
104 : : : : :
0 ..,....,....,...!,“.'.‘.‘? e |....,..5.‘.7,....,.':..,.1.1.5.,....,-'...,.. m/z 68.05 45.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R LS UL R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.47%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.05 29.00%
104
51 .o 66 77

oL 14 27 37445 58 | L. 89 97 | 115

R aaa m T e R R L L e AR RARAS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14396: 1,2,4-Trifluorobenzene T BEams e e )

132 6.20 6.40 6.60 6.80 7.00

m/z 69.05 17.53%

5000 63 81

31 88 101 112
24\38 50\\\ | N Al

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.89 7.64 ng 986340 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Undecanoic acid 186 C11H2202 000112-37-8 81

Abundance Scan 1667 (11.892 min): BF114159.D (-1664) (-) m/z 43.10 100.00%

73

5000

213

157 185 11.60 11.80 12.00 12.20

0! m/z 73.00 89.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
5000 LA L L L L B L B L
11.60 11.80 12.00 12.20
0
157 1g5 213 256 m/z 60.00 86.24%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 73
11.60 11.80 12.00 12.20
5000 129 m/z 41.10 76.41%
0 24 Lﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid N B L L B B B
43 73 11.60 11.80 12.00 12.20
m/z 57.05 75.67%
5000 129
0! R AREEEEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.67 2.19 ng 282991 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 25
1-(6-Chloro-2-thioxo-2.3-dihvdro... 255 C11H10CINO2S 031315-64-7 25
5 Nonanoic acid 158 C9H1802 000112-05-0 18
Abundance Scan 1799 (12.669 min): BF114159.D (-1797) (-) m/z 43.10 100.00%
57 73
5000
129
97 185 SR AR SUNIA SR B
115 | 1431579417 202 241 o84 12.40 12.60 12.80 13.00
0 m/z 73.05 80.07%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
78
43 §
129
5000] 28 284 L L BULILULN BRI R
nmnmnmnm
m/z 57.00 73.85%
0!
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78
435 112.40 12.60 12.80 13.00
5000 129 m/z 41.10 73.33%
29 ; 185 228
01115 | 143,:5171
0 ,....,...,.. .,T..}..”,....,..%?7.... JIEQ??}? N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12837: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- AR EEEEEEEEE
48 60 12.40 12.60 12.80 13.00
m/z 59.95 73.12%
129
5000
87 101
O,H.Ju.a R T e e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 13.85 ng 1528640 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1998 (13.839 min): BF114159.D (-1995) (-) m/z 57.10 100.00%
[
5000
EESA AR BN B B
139 13.60 13.80 14.00 14.20
ol 107, 207 234 280 m/z 43.10 95.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 N S SR R S

13.60 13.80 14.I00 14!20
m/z 55.05 92.09%

29

0 l 154 196 224 269 320
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69 ST T T
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 79.56%
‘ Jns
0 Jh 193, 106220
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57 13.60 13.80 14.00 14.20
o7 m/z 97.05 73.06%
5000
ol Ll ha 7190228 209 o e
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.48 6.70 ng 739854 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heptadecane 240 C17H36 000629-78-7 95
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Sulfurous acid. butyl dodecvl ester 306 C16H3403S 1000309-17-9 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2107 (14.480 min): BF114159.D (-2103) (-) m/z 57.05 100.00%
57
5000
i 14.20 14.40 14.60 14.80
141 : : : :
o, ...Jl,.".u,l...1.9,7...???..2.9,5..?‘.‘}...3.97....,....,....,....,... m/z 43.10 65.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105886: Octadecane
57
5000 LR BB BRI BRI B

14.20 14.40 14.60 14.80
m/z 71.10 61.93%

26 Jh 141 183 534254

Ottt ”...”...” R R e e S S ERRRE R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94345: Heptadecane
5[7
R EARRE RS R
14.20 14.40 14.60 14.80
5000 m/z 85.10 42 .11%
99
ol 141 182 240
L T e o e e e R A s R s RS E
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane AR R RS S
57 14.20 14.40 14.60 14.80
m/z 55.00 29.55%
5000
97
0 I 141 183 225 267 309 351 393423 463 505 561591
e e e e e e e T T e e e R EERERE SRS R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.86 4.46 ng 498426 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
Abundance Scan 2172 (14.862 min): BF114159.D (-2168) (-) m/z 69.10 100.00%
6o
5000
41
9 137 14.60 14.80 15.00 15.20
Ol i Ly 4 (101 189210231251273 299 341367 419 757781 05 53.18Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
s000] 4! = ' =
14.60 14.80 15.00 15.20
95 m/z 41.10 28.31%
o | i ﬂ 4 J 161 191 217 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14,60 14.80 15.00 1520
5000 m/z 95.05 12.78%
41
0 L i ;1@ ; 163 191 217 245 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol N B B S
69 14.60 14.80 15.00 15.20
m/z 68.10 11.26%
5000
41
0 I J \‘ | J\ ‘95” M13l7 165 193
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20

8270-BF051019.M Mon May 13 19:10:03 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1,19-Eicosadiene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.93 4.78 ng 534731 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Pentadecanal- 226 C15H300 002765-11-9 72
Abundance Scan 2183 (14.927 min): BF114159.D (-2180) (-) m/z 57.10 100.00%
57
82
5000
3 137 14.60 14.80 15.00 15.20
ol " by 206 207 239 264 334 362 | n/o7 43 10 96.84%
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
55
82
5000 LN SN SR B SURRS
mmmmmmmm
29 109 m/z 82.05 75.73%
0 | H “137 166 194 222 250 278
m/z--> 50 100 150 200 250 300 3éo
Abundance #117607: Octadecanal
43 8p
14.60 14.80 15.00 15.20
5000 m/z 55.00 63.03%
109
0 J‘ il ‘ i ” 157 166 194 732 280568
m/z--> 55 100 1%0 200 250 360 3éo
Abundance #117617: Oxirane, hexadecyl- B EEE B
43 8P 14.60 14.80 15.00 15.20
m/z 96.10 56.33%
5000
109
oLl ‘ ” 1158166184 208957 250268
m/z--> 5'0 éo 2(')0 250 300 35'30 14. 60 14. 80 15. 00 15. 20 '

8270-BF051019.M Mon May 13 19:10:04 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.13 8.85 ng 989118 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2217 (15.127 min): BF114159.D (-2212) (-) m/z 57.05 100.00%
57
5000 85

14.80 15.00 15.20 15.40

I 155 183
ok, ..|, ll / ]'32 21239 266 809 m/z 71.05 63.21%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
g7
5000 85 LA L L L L BN B |
14.80 15.00 15.20 15.40
- m/z 43.10 60.68%
oL T 141 169 197 225 253 281 309 337 365 394
e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
e
14.80 15.00 15.20 15.40
5000 m/z 85.10 47 .10%
85
29
oLl Ly J 13 141 169 197 225 253 281 323 351 380
o R B e B e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 14.80 15.00 15.20 15.40
m/z 55.10 21.63%
5000 85
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
— T T T T T e T R A man S
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF051019.M Mon May 13 19:10:05 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptacosyl acetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.15 6.97 ng 778753 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosvl acetate 438 C29H5802 1000351-78-2 78
2 Behenic alcohol 326 C22H460 000661-19-8 58
3 trans-1.2-Diethvl cvclopentane 126 C9H18 000932-40-1 50
4 Triallvimethvlsilane 166 C10H18Si 001112-91-0 47
5 n-Pentadecanol 228 C15H320 000629-76-5 43
Abundance Scan 2221 (15.151 min): BF114159.D (-2219) (-) m/z 97.10 100.00%
o7
e ~_A/\wx}\_vw\Jﬂ\\u,ﬁ_ﬁﬁ,/L\~_
‘\[1T 1450 To00 Tog0 oa "
154 - - - -
- ,....,....,.?7.8.2,0.7..23:8,226?..,....,....,...., m/z 83.10 94.11%
m/z--> 100 150 200 250 300 350 400
Abundance #224391: Heptacosyl acetate
43
97
69
5000 LR AR IR B
14.80 15.00 15.20 15.40
125 m/z 55.10 83.33%
oL15, | ..l 153 181 209 236 264 292 320 350 378 423
m/z--> 50 100 1éo 200 250 300 350 400 '
Abundance #166292: Behenic alcohol
56 83
14.80 15.00 15.20 1540
5000 11 m/z 69.10 71.97%
29
oLl | \”1?9_167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #11601: trans-1,2-Diethyl cyclopentane B B e e e
55 97 14.80 15.00 15.20 15.40
m/z 43.10 60.64%
5000
126
0"H"l"‘"l""l""l"" LI DAL SURLELELES BURL L RPN SURIUR SR DU
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF051019.M Mon May 13 19:10:06 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.70 4.16 ng 465214 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 96
2 Octadecanal 268 C18H360 000638-66-4 94
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 90
5 12-Octadecenal 266 C18H340 056554-91-7 86
Abundance Scan 2314 (15.698 min): BF114159.D (-2310) (-) m/z 57.10 100.00%
7
82
5000
10 15.40 15.60 15.80 16.00
137 . . . .
o2 |3 169 omepr2e0 78 aw0 et 83 o1
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43 g
5000 LA BRI BN S
15.40 15.60 15.80 16.00
m/z 82.10 69.97%
ol 166 208227 250269
m/z--> 50 100 150 200 250 300 350
Abundance #117606: Octadecanal
43| 8
15.40 15.60 15.80 16.00
5000 m/z 55.05 55.03%
109
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl- R R e R
43 82 15.40 15.60 15.80 16.00
m/z 96.05 54 .19%
5000
110
Ll )l |48 166 194215 236 264593
m/z--> 50 100 150 200 250 300 350 ' 15.40 15.60 15.80 16.00

8270-BF051019.M Mon May 13 19:10:06 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 6
R.T. EstConc Area Relative to ISTD R.T.
15.94 8.60 ng 961406 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane 310 C22H46 000629-97-0 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2355 (15.939 min): BF114159.D (-2349) (-) m/z 57.10 100.00%
57
5000 85 _J\w__AbMN_j\NH__A,~,,_/
M U SN SRR
141 15.60 15.80 16.00 16.20
o34 1) 11 . L.H9197 225 258 29538 351 | nyz 71.10  65.70%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R RN
15 60 15. 80 16 00 16.20
m/z 43.05 61.82%
29 113
oL, ] ) J / ‘1f11169 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #153223: Docosane
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 43 .59%
113 141
Ot—— l‘ |“I T "il]’| :iljl ! |d| 11183|'|2:|L1| -23|9 ?67| T 3:qu0| LI B
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane AR S e e e e
57 15.60 15.80 16.00 16.20
m/z 55.10 20.41%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 5'0 100 150 2(')0 250 3(')0 3&'30 ' 15 60 15. 80 16 00 16. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1-Heneicosanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.99 3.41 ng 380945 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Octacosanol 410 C28H580 000557-61-9 74
3 Behenic alcohol 326 C22H460 000661-19-8 70
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 70
5 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 70
Abundance Scan 2364 (15.992 min): BF114159.D (-2359) (-) m/z 83.10 100.00%

7

5000

15.60 15.80 16.00 16.20 16.40

61181 210 241 269 297

341

o m/z 57.10 96.51%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
56 83
5000 111 L e B VA R B
15 60 15. 80 16. OO 16 20 16. 40
m/z 97.10 94 .87%
29 139
o l . 167 196 238 266 294
- T T L I T T T T I T T T T I T T T I T T T I T T T I
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57
97 IIIIIIIIIIIIIIIIIIIIII
15.60 15.80 16.00 16.20 16.40
5000 m/z 55.00 90.91%
125
29
ol Ll Il i ;153 181 209 236 264 292 322 364 392
e L e e e e e I
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol A B R e
55 83 15.60 15.80 16.00 16.20 16.40
m/z 69.10 79.60%
5000 1l
29 139
ol ‘ Il { | 167 196 224 252 280 308
L B e o L B L L e S IS e s o | R e EERE RS R a
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Oxirane, heptadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.73 4_.36 ng 487590 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 87
4 Tetradecanal 212 C14H280 000124-25-4 86
5 Pentadecanal- 226 C15H300 002765-11-9 86
Abundance Scan 2490 (16.733 min): BF114159.D (-2483) (-) m/z 57.05 100.00%
5000
AU IR
138 16.40 16.60 16.80 17.00
191
o -"‘ o 169 101210 235 204283 827 355 | “n77 43.05  84.29%
m/z--> 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
5000 LA LA TN I
16,40 16.60 16.80 17.00
m/z 82.05 71.52%
. u |Llﬁ?‘l166 194911 236 264282
m/z--> 150 200 2éo 300 350
Abundance #117617: Oxirane, hexadecyl-
43
16.40 16.60 16.80 17.00
5000 m/z 96.05 55.92%
109
oLl |\ L138“166133 20805 250268
m/z--> § 150 260 2éo 300 350
Abundance #117606: Octadecanal R R mEEE
43 16.40 16.60 16.80 17.00
m/z 55.05 55_.53%
5000
109
0 t\ |h hlﬁ7 166 194 222 250268
m/z--> 50 100 150 200 250 300 350 16,40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptadecane, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.27 ng 253851 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
2 Octadecane 254 C18H38 000593-45-3 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2541 (17.033 min): BF114159.D (-2535) (-) m/z 57.10 100.00%
g7
85
5000
167 211 16.80 17.00 17.20 17.40
oL L “10?1 PO LA2n, (23 2 s "m/z 71.10 65.37%
m/z--> 50 100 150 200 250 300 350
Abundance #105893: Heptadecane, 2-methyl-
43
5000 71 LB UL SR LA B
16,80 17.00 17.20 17.40
199 )11 m/z 43.10 65.19%
127 155 183 239
0“""““‘l""'jl""'|"" !"“l"" UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57
' 16.80 17.00 17.20 17.40
5000 85 m/z 85.05 53.56%
29
0 \‘ t | - . 1::-3 1 141 169 197 225 254
m/z--> 50 100 150 260 250 300 350
Abundance #215181: 2-methyloctacosane e RARREEE RS
57 16.80 17.00 17.20 17.40
m/z 41.10 27 .09%
5000 85
113
o 29| I ‘ J ‘1§1 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 ' 16,80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 19 Pentafluoropropionic acid, ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.12 2.17 ng 242221 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 64
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 62
3 1-Hexacosanol 382 C26H540 000506-52-5 62
4 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 62
5 1-Heptacosanol 396 C27H560 002004-39-9 53
Abundance Scan 2556 (17.121 min): BF114159.D (-2551) (-) m/z 57.10 100.00%
57 83
5000
16.80 17.00 17.20 17.40
Ol m/z 43.10 92.17%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester
57
5000 SR SRR RN B
16.80 17.00 17.20 17.40
29 125 m/z 83.05 90.49%
0 |, 154 196224 269 370
miz--> 6""5'0"ic')é"isd"éod'"zéc')"éod"ééé"&éd"&éd"ééd""
Abundance #239098: Tetracosy! heptafluorobutyrate
57
o7 16.80 17.00 17.20 17.40
5000 m/z 97.10 88 .56%
125
o %gl lx }?9196222250278308336 381 532
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #203698: 1-Hexacosanol e A RERREEESE L
43 16.80 17.00 17.20 17.40
m/z 55.00 74 .46%
5000 83
111
0 1ﬁ‘{ | 139168196224252280308336364
mz-> 0 50 100 150 200 250 300 350 400 450 500 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114159.D

Aca On : 11 May 2019 16:14

Operator : JU/SJ

ﬁ?ggle i K2763-19 P021-55008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 20 D:C-Friedoolean-8-en-3-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.08 8.49 ng 948735 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 64
2 2.6.6.9.27.6".6".9"-Octamethvl-T... 410 C30H50 1000189-48-2 64
3 Olean-13(18)-ene 410 C30H50 003399-27-7 43

4 6.10-Dimethvl-3-(1-methvlethvlid... 206 C15H26 069239-71-0 42
5 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 41

Abundance Scan 2719 (18.080 min): BF114159.D (-2711) (-) m/z 109.10 100.00%

205

5000

:

17.80 18.00 18.20 18.40

o m/z 205.10 99.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220493: D:C-Friedoolean-8-en-3-one
205
257
5000
17.80 18.00 18.20 18.40
0
121 449 424 m/z 95.00 98.39%
) 173 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #215949: 2,6,6,9,2',6',6',9'-Octamethyl-[8,8bi[tricyclo]...
205
R R EREEE SR RS
17.80 18.00 18.20 18.40
5000 95 m/z 81.10 83.43%
149 410
n % 121 -
0 M. JL Ll ‘l ul J .231 257 285 3253463(.37 N \
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #215939: Olean-13(18)-ene A o Al BRRmsma
109 205 17.80 18.00 18.20 18.40
m/z 107.00 80.27%
5000
410
135
161 29 257
o R e e R RRRE
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051119\
Data File : BF114159.D
Acq On : 11 May 2019 16:14 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?2?6 - (2763-19 P021-SS008-0206-01
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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... 2.13 26.1 ng 2161070 1 6.85 1659130 20.0
unknown6 .62 6.62 86.3 ng 7162460 1 6.85 1659130 20.0
n-Hexadecanoic acid 11.89 7.6 ng 986340 4 11.37 2582610 20.0
Octadecanoic acid 12.67 2.2 ng 282991 4 11.37 2582610 20.0
Trifluoroacetoxy ... 13.84 13.9 ng 1528640 5 14.00 2206920 20.0
Octadecane 14.48 6.7 ng 739854 5 14.00 2206920 20.0
Squalene 14.86 4.5 ng 498426 6 15.47 2235670 20.0
1,19-Eicosadiene 14.93 4.8 ng 534731 6 15.47 2235670 20.0
Heptacosane 15.13 8.8 ng 989118 6 15.47 2235670 20.0
Heptacosyl acetate 15.15 7.0 ng 778753 6 15.47 2235670 20.0
Oxirane, hexadecyl- 15.70 4.2 ng 465214 6 15.47 2235670 20.0
Heneicosane 15.94 8.6 ng 961406 6 15.47 2235670 20.0
1-Heneicosanol 15.99 3.4 ng 380945 6 15.47 2235670 20.0
Oxirane, heptadecyl- 16.73 4.4 ng 487590 6 15.47 2235670 20.0
Heptadecane, 2-me... 17.03 2.3 ng 253851 6 15.47 2235670 20.0
Pentafluoropropio... 17.12 2.2 ng 242221 6 15.47 2235670 20.0
D:C-Friedoolean-8... 18.08 8.5 ng 948735 6 15.47 2235670 20.0
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