LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56 Instrument :
Operator : JU/CG BNA_F

Sample : M2149-06 ClientSampleld :
Misc : SB-37-9.5-10.0

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123726.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 495 499 507 rVB 88482 114509 2.20% 0.208%
2 5.440 566 570 578 rBV 5489348 4977292 95.76% 9.025%
3 6.457 738 743 753 rVB 4940071 5197671 100.00% 9.425%
4 6.822 801 805 808 rBV 1607825 1370237 26.36%  2.485%
5 7.381 895 900 903 rBV 3775413 3390505 65.23% 6.148%

6 8.104 1015 1023 1026 rBV 2345990 1891022 36.38%
7 9.181 1202 1206 1209 rBV 6146706 4906214 94.39%
8 9.316 1227 1229 1238 rVB 89862 96455 1.86%
9 9.575 1269 1273 1277 rBV 248500 214403 4.12%

9.857 1318 1321 1325 rBV 2252885 1875606 36.09%
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11 10.645 1451 1455 1459 rBV 3808360 3443466 66.25%
12 10.892 1494 1497 1499 rBV2 101553 77269 1.49%
13 11.345 1570 1574 1577 rBV 2415664 1942630 37.38%
14 11.404 1580 1584 1589 rVB2 112359 105974  2.04%
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N
N
R

15 11.880 1661 1665 1668 rBV 152416 153278 2.95% 278%
16 12.439 1752 1760 1763 rBV4 57039 95010 1.83% 0.172%
17 12.480 1765 1767 1771 rVB 70534 62262 1.20% ©.113%
18 12.604 1785 1788 1795 rVB2 318089 366393 7.05% 0.664%
19 12.933 1840 1844 1847 rBV 4738313 4008342 77.12% 7.268%
20 13.168 1879 1884 1899 rBV2 297605 660991 12.72%  1.199%
21 13.386 1918 1921 1924 rBV 74246 80652 1.55% ©.146%
22 13.474 1933 1936 1940 rBV2 60420 69958 1.35% 0.127%
23 13.627 1959 1962 1965 rBV 108501 88458 1.70% ©.160%
24 13.839 1995 1998 2016 rBV 1560396 3084462 59.34%  5.593%
25 13.986 2020 2023 2027 rVB 1551545 1337666 25.74%  2.425%
26 14.157 2048 2052 2054 rBV 63253 75894  1.46% 0.138%
27 14.186 2054 2057 2064 rVB3 114993 217645 4.19%  ©.395%
28 14.280 2070 2073 2077 rVB 231434 181782 3.50% ©.330%
29 14.480 2101 2107 2123 rBV2 1770287 4077561 78.45%  7.394%
30 14.768 2152 2156 2159 rBV 103290 112113 2.16% 0.203%

31 14.815 2159 2164 2172 rBv4 153885 389127  7.49%
32 14.915 2177 2181 2188 rVB 300086 304595 5.86%
33 15.110 2209 2214 2218 rBV 694532 753869 14.50%
34 15.157 2218 2222 2225 rBV2 407178 732482 14.09%
35 15.274 2240 2242 2252 rVB5 59310 100411 1.93%
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36 15.451 2267 2272 2276 rBV 1019160 1237796 23.81% 2.244%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.486 2276 2278 2283 rVB3 110114 127061 2.44%  ©.230%
38 15.686 2308 2312 2318 rBV 277748 364307 7.01% 0.661%
39 15.762 2322 2325 2330 rVB6 43543 65231 1.26% 0.118%
40 15.821 2331 2335 2346 rVB3 75938 162161 3.12% 0.294%
41 15.921 2347 2352 2359 rVB 478167 681487 13.11% 1.236%
42 16.039 2360 2372 2381 rBV6 302663 1043922 20.08% 1.893%
43 16.115 2381 2385 2389 rVB4 128902 195294 3.76%  0.354%
44 16.421 2433 2437 2442 rVB3 80401 135788 2.61% 0.246%
45 16.568 2459 2462 2471 rVB5 48441 94347 1.82% ©0.171%
46 16.715 2480 2487 2494 rVB2 380154 705503 13.57% 1.279%
47 16.815 2500 2504 2512 rVB8 64038 149191 2.87% 0.271%
48 16.956 2523 2528 2532 rBV6 67813 138954  2.67% ©.252%
49 17.015 2533 2538 2545 rVB2 91406 208791 4.02% 0.379%
50 17.151 2554 2561 2563 rBV6 119048 279432 5.38% 0.507%
51 17.198 2565 2569 2586 rVB4 252044 835845 16.08% 1.516%
52 17.574 2619 2633 2641 rBV4 348549 1075820 20.70%  1.951%
53 17.856 2672 2681 2684 rBV8 165300 475029 9.14% 0.861%
54 18.127 2724 2727 2734 rW7 37421 70597 1.36% ©.128%
55 18.198 2734 2739 2746 rVB7 52715 115277 2.22%  ©.209%
56 18.521 2788 2794 2804 rVB7 51625 170636 3.28% ©.309%

57 18.809 2835 2843 2853 rVB5 79615 261625 5.03% 0.474%

Sum of corrected areas: 55150298
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Apr 2021 19:56
: M2149-06

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042421\
BF123726.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000
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0

TIC: BF123726.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.604 3.77 ng 366393  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 Anthracene, 1,4-dimethoxy- 238 C16H1402 013076-29-4 60
3 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 60
4 9,10-Anthracenedione, 1-amino- 223 C14H9NO2 000082-45-1 50
5 3,3'-Diacetylbiphenyl 238 C16H1402 094113-07-2 46

Abundance Scan 1788 (12.604 min): BF123726.D\data.ms (-1785) (1  m/z 223.20 100.00%
228.2

181.1
5000
152.1 T A
43.1 89.0 115.0 12.50 13.00
0 m/z 238.20  66.54%

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

Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0

181.0
5000 —t S
12.50 13.00
m/z 181.10 54.00%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92440: Anthracene, 1,4-dimethoxy-
223.0
T l‘\ ‘ T T ‘ T
12.50 13.00
m/z 165.10  29.93%
5000 1520 1950
126.0
NI LA L e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92584: 4,4'-Diisopropylbiphenyl 2y N thl g A
228.0 12.50 13.00

m/z 195.10  27.96%
5000

104.0
430 770 1280 020 1050 \

il 1 A )\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Tetratriacontyl pentafluoro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.169 9.88 ng 660991 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
2 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 91
3 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 91
4 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 90
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 90

Abundance Scan 1884 (13.168 min): BF123726.D\data.ms (-1879) (- m/z 57.05 100.00%

57.0
5000
1 1300 1350
/-1 206.9281. : R
omﬂ”"ﬁu_Wﬁ?%}ww_mwwwHWW m/z 43.05 72.37%
m/z--> 50 100150200250300350400450500550600650
Abundance #242008: Tetratriacontyl pentafluoropropionate
57.0
5000 " i
13.00 13.50
m/z 55.00 62.03%
?90
O\\‘\\‘\T\\\‘\L\\L“\‘\\‘Z\O‘\g\.g‘%gal\o\g?%.\o\‘\\\\4‘Z§\.‘0\\\\‘\\\\6‘?%.\(‘)\\\\
m/z--> 50 100150200250300350400450500550600650
Abundance #242758: Tetratriacontyl heptafluorobutyrate
57.0
—r —
13.00 13.50
5000 m/z 71.85 47.35%
9.0
bl \%“@09.0 292.0 376.0 476.0 672.1
e e P
m/z--> 50 100150 200250300 350400450500550 600650
Abundance  #203491: Oxalic acid, cyclobutyl heptadecyl ester e B
55.0 13.00 13.50
m/z 69.10 45.00%
) Wwwdenwwf\kwwkwﬂwwN
ohlllse  wmso e bl
m/z--> 50 100150200250300350400450500550600650 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.839 46.12 ng 3084460 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 1998 (13.839 min): BF123726.D\data.ms (-1995) (- m/z 57.05 100.00%
57.0

5000
111
[ F
“ | 1672 13.50 14.00
omq‘ Al 1672 %21 n/z 43.10  90.68%
mlz--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecyl trifluoroacetate
57.0
5000 = —
11.0 13.50 14.00
m/z 55.05 90.22%
O\\“\“‘ H ] “}5“\\\\’\\2:\3\8‘0\2\8\3\0‘\%?’\4\?\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
= P
13.50 14.00
m/z 83.05 67.35%
5000 110 /
169.0
o LA, Tarpozss0  aos
miz--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 = =
57.0 13.50 14.00
m/z 97.10 59.92%
111.0
5000
oL e 0,200 20403080 . [\
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl4.186 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.186 3.25 ng 217645 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-[1,2,4]Triazol-1-ylethanone 111 C4H5N30 015625-88-4 35
2 Cyclohexanecarboxylic acid, 3-te... 324 C21H4002 1000280-59-7 35
3 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 25
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 22
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 22

Abundance Scan 2057 (14.186 min): BF123726.D\data.ms (-2054) (1  m/z 97.05 100.00%

55.0 97.0
5000
P —
‘h M ‘ ‘ 154.1 ‘ 244.9 282 14.00 14.50
ol bl b bl P A T s 55,05 91.13%
m/z--> 50 100 150 200 250
Abundance #6058: 1-[1,2,4]Triazol-1-ylethanone
43.0
5000 T ~
14.00 14.50
83.0 m/z 83.00 85.31%
O T T ‘\ !“‘ ‘ T ‘! T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #164527: Cyclohexanecarboxylic acid, 3-tetradecyl ester
83.0
s =
41.0 14.00 14.50
m/z 57.00 78.49%
5000 129.0
‘ 196.0
- %JAL\”HH““ :‘w‘s S W
m/z--> 50 100 150 200 250
Abundance #3414: Cyclopropane, 1,1,2,2-tetramethyl- = =
55.0 14.00 14.50
m/z 43.05 66.41%
5000
98.0
15.0‘ ‘
0“H“““‘i“““\w“‘””‘”“HH“H o e
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1-Docosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.480 60.97 ng 4077560 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2107 (14.480 min): BF123726.D\data.ms (-2101) (- m/z 57.05 100.00%
57.0
5000
11.1
T
e A
ol _‘uujﬁ - 196.1 2501 3084 89T nyz s55.10  83.16%
mlz--> 50 100 15 O 200 250 300 350 400
Abundance #151538: 1-Docosene
53.0
97.0
5000 T
14.50
‘ m/z 43.10 81.27%
O \\“\““‘\\T‘H‘\‘H‘“ ‘\‘\ “\\\\‘\\\\‘\\\\3‘0\8\()\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0
1
14.50
5000 1110 m/z 83.10  68.84%
o 1113010502080 3080
miz--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol =
55.0 14.50
97.0 .
m/z 97.05 62.40%
- AJ\Q\A
0 |2 o0zaoze0 J\
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cyclopentane, 2-isopropyl-1... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.815 6.29 ng 389127 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 64
2 2-Hexenal, (E)- 98 C6H100 006728-26-3 46
3 4,4-Dimethylpent-2-enal 112 C7H120 1000195-01-6 43
4 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 38
5 Cyclobutanone, 2-(1,1-dimethylet... 126 C8H140 004579-31-1 30

Abundance Scan 2164 (14.815 min): BF123726.D\data.ms (-2159) (- m/z 57.05 100.00%

57.0 97.1
5000
213.2 14‘56 5.5‘06
38.9 ' : :
ok ‘M“H‘u\ Il L L M n‘“ ﬂ‘u \H\\\’\w‘uu‘73+(‘)\\\\ \‘\‘ - — 2‘8‘?‘1‘ ; ‘?"4}"‘ m/z 83.05 96.@5%
miz--> 50 100 150 200 250 300
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55.0
97.0
5000 — N
14.50 15.00
m/z 55.00  94.75%
O T “‘ \‘L‘\ H\L\“‘ T \%4}0.’0\ LI ‘ L ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #3174: 2-Hexenal, (E)-
41.0
— —=
83.0 14.50 15.00
5000 m/Z 97.10 91.51%
L] ame
miz--> 50 100 150 200 250 300
Abundance #6508: 4,4-Dimethylpent-2-enal — ==
41.0 14.50 15.00
97.0 o
m/z 69.05 78.67%
) M
o“Hw; , — e
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Oxirane, heptadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.915 4.92 ng 304595 Perylene-di2 15.451

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91

2 1,19-Eicosadiene 278 C20H38 014811-95-1 87

3 16-Octadecenal 266 C18H340 056554-87-1 83
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 72

5 Pentadecanal- 226 C15H300 002765-11-9 72
Abundance Scan 2181 (14.915 min): BF123726.D\data.ms (-2177) (-] 57.10 100.00%

57.1
06.0
5000
1500
138.0 ‘
- “w Li% b0 2810 362, 43.10  93.88%
mlz--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43.0 82.0
1500

82.10 68.64%

24.0
I L Il Wumeo 222.0 264.0
O\\\“‘\\ \“\“\H\‘\“‘\‘\{\“‘\\‘\‘\‘\‘\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene
55.0

5000
‘ Il

1500
55.00 59.43%
5000 96.0
o L] m0as00 sssozmo
m/z--> 50 100 150 200 250 300 350
Abundance #115861: 16-Octadecenal
82.0 1500
43. 83.05 55.32%
5000
252.0
11730 16802070
0 W\}WWHW”\\\\‘HNH\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 1500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.110 12.18 ng 753869 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2214 (15.110 min): BF123726.D\data.ms (-2209) (1 m/z 57.10 100.00%

57.1
5000
o1 T =
‘ ‘ 141118322251 15.00 15.50
ol ALy 3750 1882225126613093 /s, 43,10 59.28%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 — —
15.00 15.50
m/z 71.10 56.36%
ol \ | ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
== =
15.00 15.50
5000 ITI/Z 85.10 39.04%
9.0
0 Ll i h\ , 141.0183.0225.0267.0  338.0
o T AL Lk A man ST
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane Ty P
57.0 15.00 15.50
m/z 55.05 22.35%
5000
T B T —— ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.157 11.84 ng 732482 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 90
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 72
3 Behenic alcohol 326 C22H460 000661-19-8 64
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 64
5 Eicosyl heptafluorobutyrate 494 C24HA41F702 1000351-83-5 64

Abundance Scan 2222 (15.157 min): BF123726.D\data.ms (-2218) (-] m/z 57.05 100.00%
57.0

5000

1.1
‘ 1500 1550
153.2 213 2 . :
- M “ ‘“ hilP32 2132 2831 3861 ) “5s.00  86.25%
m/z--> 0 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
5000 1.0 T T 7
15.00 15.50
m/z 43.10 84.77%
okl \H | ‘w 11°7:0195.0238.0 29203340 392.
\\\\‘ \\‘ T‘\\T\‘\\\\\\\\\\\\\\\\‘
miz—> 0 50 100 150 200 250 300 350
Abundance #194196: Octadecy! trifluoroacetate
57.0
— —
15.00 15.50
5000 m/z 83.05 74.92%

oL L \u | 15401060 25202070 a0

%

m/z--> 0 50 lOO 150 200 250 300 350
Abundance #166291: Behenic alcoho
43.0 15.00 15.50
m/z 97.10 71.88%
5000

oLl I “\h\ 130 0182.0224.026609930

m/z--> 0 50 100 150 200 250 300 350 15.00 15.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.686 5.89 ng 364307 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Hexadecanal 240 C16H320 000629-80-1 91
4 Pentadecanal- 226 C15H300 002765-11-9 90
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 90

Abundance Scan 2312 (15 686 min): BF123726.D\data.ms (-2308) (1  m/z 57.05 100.00%

57.0
5000 96.1
‘ ‘ 1550 1600
ob M‘u L “ ol .23 “H 90 268 28LC . 43.10  88.33%
m/z--> 50 100 150 200 250
Abundance #117604: Octadecana
43
82.0
5000 — —
15.50 16.00
m/z 82.05 66.22%
2
oL ‘\‘ ‘1“‘ M Hh wl‘\h‘ \\}540 194‘0‘ e 2‘5?(‘)‘ —
m/z--> 50 100 150 200 250
Abundance #117616: Oxirane, hexadecyl-
43.0 82.0
1 —
15.50 16.00
5000 m/Z 55.00 58.57%
‘ ’“030
ol \H‘ Ly, 1680 2080 2500
m/z--> 50 100 150 200 250
Abundance #94314: Hexadecanal T ——
43.0) 82.0 15.50 16.00
m/z 96.10 45.38%
5000
24.0
ny || W e
mlz--> 100 200 250 15.50 16.00

8270-BF041521.M Mon Apr 26 14:38:40 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.921 11.01 ng 681487 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 87

Abundance Scan 2352 (15.921 min): BF123726.D\data.ms (-2347) (- m/z 57.10 100.00%
57.1

-

5000
113.1 16.00
oH"}"luu”‘M“1‘59‘2“‘2‘3‘9‘2‘”"w‘w‘mww_‘ m/z 43.05 55.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57.0
5000 isbd
m/z 71.10 48.14%
ob, | 1413-0160.0225.0281.0337.0 394.0
\\1\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57.0
——
16.00
5000 ITI/Z 85.05 37.83%
13.0
0 | } ]11 | 169.0225.0281.0337.0393.0449.0 506.(
- ‘H“H““““H“H‘,H“““w“u“u“u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane ]
57.0 16.00
m/z 55.00 18.41%
5000

| ‘ Ll J‘ | | 16902250 296.0

O ek L e
miz—> 0 50 100 150 200 250 300 350 400 450 500 16.00

4
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknownl6.039 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.039 16.87 ng 1043920 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(hexadecyloxy)methyl]- 298 (C19H3802 015965-99-8 49
2 1,3-Dioxolane, 4-hexyl-2,2-dimet... 298 C19H3802 054934-58-6 43
3 3-Tetradecanol 214 C14H300 001653-32-3 30
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 27
5 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 25

Abundance Scan 2372 (16.039 min): BF123726.D\data.ms (-2360) (- m/z 43.10 100.00%
3.1

5000
97.0
T \
H\ 153.0 2102 2670 422. 169
oL A AL 12220 LoD 889l %Lf m/z 58.95  94.37%
mlz--> 50 100 150 200 250 300 350 400
Abundance #143164: Oxirane, [(hexadecyloxy)methyl]-
57.0
5000 ) ‘
16.00
m/z 57.95 71.71%
O T \‘ f“’ l% 1 \‘\J\-S‘S\WO\ T ‘22\4.\(\)[ \2\8\]-\0‘\ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #143183: 1,3-Dioxolane, 4-hexyl-2,2-dimethyl-5-octyl-
59.0
283.0 A ‘
16.00
5000 ITI/Z 57 .00 67.84%
11.0
UL, e ]
(T ‘”““”“m‘ m_‘m_m_m_m_H
miz--> 50 100 150 200 250 300 350 400
Abundance #72855: 3-Tetradecanol T
59.0 16.00
m/z 55.00 48.33%
5000
i 185.0
SELIE \M\ o
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF041521.M Mon Apr 26 14:38:41 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl16.115 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

16.115 3.16 ng 195294 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 35
2 Phosphine imide, N-phenyl-P,P,P-... 395 C27H26NP 014796-90-8 27
3 Benzamide, N-[2-(acetyloxy)pheny... 273 C15H12FNO3 173261-83-1 14
4 Benzoic acid, 4-fluoro-, 2-(acet... 273 C15H12FNO3 173261-89-7 14
5 5-Hydroxy-1-(4-methoxy-phenyl)-5... 297 C17H15NO4 1000296-82-7 14

Abundance Scan 2385 (16.115 min): BF123726.D\data.ms (-2381) (-  m/z 175.05 100.00%

69.1 175.1
395.4
5000
440. 16.00 16.50
0 HWHHWMMM m/z 69.10 98.26%
mlz--> 50 100 150 200 250 300 350 400
Abundance #47233: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-1
69.0
5000 — e
16.00 16.50
m/z 109.10 85.13%
‘ ‘1 1.0
O \”\ L‘J“L““\“”}“ \M“‘h!‘ \“H\‘\ “ \%8\%‘0\ L ‘ L ‘ L ‘ L ‘ L ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #209869: Phosphine imide, N-phenyl-P,P,P-tri-m-tolyl-
395.0
—r —
16.00 16.50
5000 m/Z 395.40 77 .95%
122.0 211.0 304.0
0 “““h““
miz-> 50 100 150 200 250 300 350 400
Abundance #121829: Benzamide, N-[2-(acetyloxy)phenyl]-4-fluoro- L ——
109.0 16.00 16.50
m/z 55.05 75.76%
43.0
5000
ol Mbill | lhsro 2130 2730 S
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

8270-BF041521.M Mon Apr 26 14:38:42 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.715 11.40 ng 705503 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Cycloheptadecanol 254 C17H340 004429-77-0 58
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 58
5 Dodecane, 5-cyclohexyl- 252 C18H36 013151-85-4 49

Abundance Scan 2487 (16.715 min): BF123726.D\data.ms (-2480) (- m/z 57.05 100.00%
57.0

. Mﬂw]\wJWv/\wafj\w/A
11.0 A LI
16.50 17.00
180.1
0 ““ S 20 T8 myz 43,05 80.55%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
82.0
5000 — e
16.50 17.00
29. ‘ m/z 82.05 71.61%
0 HH\\‘\‘U “ HH \‘ “\h ‘\‘u\‘h‘ H\ 4 ‘\“‘5?‘0‘”‘””‘””“”
miz—-> 0O 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
82.0
i =
16.50 17.00
m/z 55.00 56.69%
50001 5g ¢ /
UL 20 oo
oL ““W”H‘m‘u‘w‘im“““w““,‘u
miz—> 0 50 100 150 200 250 300 350 400
Abundance #105860: Cycloheptadecanol —— —
55.0 16.50 17.00
m/z 96.05 52.21%
5000
236.0
10.0
m/z--> 0 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF041521.M Mon Apr 26 14:38:43 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.015 3.37 ng 208791 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Docosane 310 C22H46 000629-97-0 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 2538 (17.015 min): BF123726.D\data.ms (-2533) (- m/z 57.00 100.00%

57.0
5000
99.0 EL7‘0(5 |
155.1 :
ol ‘ ““‘ “!‘ w”‘ NP S—— 2232 ,2670 — ‘3‘4“1" m/z 71.10 58.87%
miz--> 100 150 200 250 300
Abundance #129492: Eicosane
57.0
5000 —— ‘

17.00
m/z 43.10 49.54%

99.0
bl wH\ H\ H‘ \‘ 1\-41 (\) 183 O 225 0 282.0
T ‘ T \ TT ‘ T T T ’ T T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #83023: Hexadecane

o
a1  —
H g
o j

17.00
5000 ITI/Z 85.10 39.73%
99.0
OL d ‘\ ‘\ I A u‘ L 41 0 183.0 226'0
o ““ L R B T P T B
m/z--> 100 150 200 250 300
Abundance #153222: Docosane T ‘
57.0 17.00
m/z 41.00 18.15%
5000
99.0
0 J ‘\‘ M I I h‘ | l O 183 Q 225.0 267.0 310.0
A R e B e e e e e —
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Dotriacontyl heptafluorobut... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.151 4.51 ng 279432 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 83
2 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 83
3 Octatriacontyl trifluoroacetate 647 C40H77F302 1000351-88-7 80
4 Hexatriacontyl trifluoroacetate 619 C38H73F302 1000351-88-6 80
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 80

Abundance Scan 2561 (17.151 min): BF123726.D\data.ms (-2554) (1  m/z 57.05 100.00%

57.0
5000
201 — —
{ 312071 21 8 17.00 17.50
Ol bbb i S5 e m/z 43.10 71.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242399: Dotriacontyl heptafluorobutyrate
57.0
5000 — —
17.00 17.50
5.0 m/z 55.85 70.17%
0 “ 1“4950 278.0348.0 448.0 644.(
\Hf[\\\\‘\HT"\H\‘H\\‘H\\‘HH‘HH‘\\H‘\\H‘\H\‘\H\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232315: Hexacosyl trifluoroacetate
57.0
— —
17.00 17.50
5000 ITI/Z 83.05 66.42%
5.0
0 ”hﬁ1950264033604090
‘H‘_Hw‘HWH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242122: Octatriacontyl trifluoroacetate —— —
57.0 17.00 17.50
m/z 97.05 66.16%
h J\MAWWAAM/M\kWMMMJwKW
ohs Jﬂh195026403340 4180 533.0 628.0
‘H‘_H‘_H‘_H‘_H‘_H‘_H‘_H AT e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 17.00 17.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 24

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042421\
BF123726.D

Apr 2021 19:56

Ju/CaG
: M2149-06

17

TIC Library
TIC Integration Parameters: LSCINT.P

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 2-Pentacosanone

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.198 13.51 ng 835845 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 50
2 Octanal, 7-hydroxy-3,7-dimethyl- 172 C10H2002 000107-75-5 38
3 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 32
4 2-Pentadecanone 226 C15H300 002345-28-0 32
5 2-Tetradecanone 212 C14H280 002345-27-9 32

Abundance Scan 2569 (17.198 min): BF123726.D\data.ms (-2565) (1  m/z 59.00 100.00%
59.0
5000 /\V
1700 17.50
7017912331 450.! : :
oA LA 202831 4500 T ee b 63.00%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194476: 2-Pentacosanone
59.0
5000 Nwﬂ T T
17.00 17.50
m/z 43.00 46.08%
366.0
0 | |10 1700 2500 3060
\\\\‘\f\‘\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39554: Octanal, 7-hydroxy-3,7-dimethyl-
59.0
—— —
17.00 17.50
5000 m/z 71.10 36.47%
‘ ||| 1140
o —
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8857: 2,3-Butanediol, 2,3-dimethyl- —— ——
59.0 17.00 17.50
m/z 55.05 13.35%
- W
ol a0 o
m/z--> 0 50 100 150 200 250 300 350 400 450 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknownl7.574 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.574 17.38 ng 1075820 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 49
2 Stigmastane, 23,24-epoxy-, (5.al... 414 C29H500 054411-91-5 43
3 1,4-Methano-1H-indene, octahydro... 204 C15H24 087064-18-4 38
4 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 35
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 30

Abundance Scan 2633 (17.574 min): BF123726.D\data.ms (-2619) (- m/z 55.00 100.00%

55.0 133.0
204.2
285.1
5000
T \
‘ ‘ 3204  409.4 17.50
oL W w"u‘h L, ‘Ju e m/z 133.00  88.95%
mlz--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronapt
204.0
91.0
41.0
5000 i ‘
35.0 17.50
m/z 204.20  69.97%
0 ‘H‘ L\‘ | m‘ ‘M‘ | “\“\‘ !\ ‘\‘ R I e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #217445: Stigmastane, 23,24-epoxy-, (5.alpha.)-
55.0
109.0 Sl el T
17.50
5000 ITI/Z 107 .00 64.78%
0-rrreth
miz--> 50 100 150 200 250 300 350 400
Abundance #64551: 1,4-Methano-1H-indene, octahydro-1,7a-dimethy —— ‘
95.0 17.50
161.0 m/z 41.05 63.60%
5000
41.0
05.0
0 ‘\“ M i ‘\m“\h\‘ H‘ ‘hﬁ ‘\‘ R e e R —r
m/z--> 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 1H-Cycloprop[e]azulene, dec... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.856 7.68 ng 475029 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 70
2 Aromandendrene 204 C15H24 000489-39-4 70
3 Guaia-3,9-diene 204 C15H24 000489-83-8 58
4 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 53
5 cis-Thujopsene 204 C15H24 000470-40-6 49

Abundance Scan 2681 (17.856 min): BF123726.D\data.ms (-2672) (1  m/z 204.20 100.00%

204.2
a1 95.0
5000 287.3
48.1
‘ 3953 17.50 18.00
oL, J”“H“MH“L L+ m/z 95.05 71.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64431: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimet
41.0
161.0
93.0
5000 204.0 — ——
17.50 18.00
‘ m/z 69.00 71.71%
0 “\‘ | ‘L ‘\\‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64285: Aromandendrene
41.0 161.0
— ——
93.0 204.0 17.50 18.00
5000 m/z 55.00  69.61%
mfz--> 50 100 150 200 250 300 350 400
Abundance #64297: Guaia-3,9-diene “ T
135.0 204.0 17.50 18.00
m/z 41.05 67.11%
91.0
41.0
5000
0 ‘M‘ w“H,‘“m‘“mWm_m_m‘” — —
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 unknownl8.809 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.809 4.23 ng 261625 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1l-cyclopentyl- 126 C8H140 001122-98-1 47
2 Oxirane, tetramethyl- 100 C6H120 005076-20-0 43
3 Cyclohexane, (ethoxymethoxy)- 158 C9H1802 054699-29-5 38
4 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 35
5 2-Undecanone, 6,10-dimethyl- 198 C13H260 001604-34-8 32

Abundance Scan 2843 (18.809 min): BF123726.D\data.ms (-2835) (- m/z 59.00 100.00%

59.0
5000
5.0 1840 18.60 1880
: 159.0 207.0 : : : :
ol ‘L ,“ “‘w mﬁ “J‘«l%ﬁﬂm il “‘28“3]0‘ 32). m/z 43.00 76.43%
miz-> 50 100 150 200 250 300
Abundance #11409: 2-Propanone, 1-cyclopentyl-
59.0
5000 ‘\\\\‘\\\\‘\\\\
18.40 18.60 18.80
L 126.0 m/z 58.00 57.64%
R7.0
‘M H‘ d“‘\ meﬁo\\ |
O T T T ’ T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T 1
miz-> 50 100 150 200 250 300
Abundance #3858: Oxirane, tetramethyl-
59.0
L ool
18.40 18.60 18.80
5000 m/Z 57 .00 44.78%
‘ 100.0
ol b e
miz--> 50 100 150 200 250 300
Abundance #30241: Cyclohexane, (ethoxymethoxy)- e
59.0 18.40 18.60 18.80
m/z 71.05 42.08%
- WMNNMJN\AwaW/W\”MxW
0 ,%f""o e S —
m/z--> 50 100 150 200 250 300 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123726.D

Acqg On : 24 Apr 2021 19:56
Operator : JU/CG

Sample : M2149-06

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : 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|
10,18-Bisnorabi... 12.604 3.8 ng 366393 4 11.345 1942630 20.0
Tetratriacontyl... 13.169 9.9 ng 660991 5 13.986 1337670 20.0
Heptadecyl trif... 13.839 46.1 ng 3084460 5 13.986 1337670 20.0
unknownl14.186 14.186 3.3 ng 217645 5 13.986 1337670 20.0
1-Docosene 14.480 61.0 ng 4077560 5 13.986 1337670 20.0
Cyclopentane, 2... 14.815 6.3 ng 389127 6 15.451 1237800 20.0
Oxirane, heptad... 14.915 4.9 ng 304595 6 15.451 1237800 20.0
Heptacosane 15.110 12.2 ng 753869 6 15.451 1237800 20.0
Octacosanol 15.157 11.8 ng 732482 6 15.451 1237800 20.0
Octadecanal 15.686 5.9 ng 364307 6 15.451 1237800 20.0
Octacosane 15.921 11.0 ng 681487 6 15.451 1237800 20.0
unknown16.039 16.039 16.9 ng 1043920 6 15.451 1237800 20.0
unknown16.115 16.115 3.2 ng 195294 6 15.451 1237800 20.0
Oxirane, hexade... 16.715 11.4 ng 705503 6 15.451 1237800 20.0
Eicosane 17.015 3.4 ng 208791 6 15.451 1237800 20.0
Dotriacontyl he... 17.151 4.5 ng 279432 6 15.451 1237800 20.0
2-Pentacosanone 17.198 13.5 ng 835845 6 15.451 1237800 20.0
unknownl7.574 17.574 17.4 ng 1075820 6 15.451 1237800 20.0
1H-Cycloprop[e]... 17.856 7.7 ng 475029 6 15.451 1237800 20.0
unknown18.809 18.809 4.2 ng 261625 6 15.451 1237800 20.0
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