LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS Vvial : 15 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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123836.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.998 492 495 502 rVB 48810 58666 1.09% 0.151%
2 5.416 562 566 569 rBV 5620370 5178651 96.65% 13.356%
3 6.434 735 739 742 rBV 5827867 5357901 100.00% 13.819%
4 6.792 796 800 803 rBV 1816762 1350527 25.21% 3.483%
5 7.357 891 896 899 rBV 4130456 3450331 64.40% 8.899%
6 8.075 1013 1018 1022 rBV 2018479 1799292 33.58% 4.641%
7 8.675 1117 1120 1122 rBV 81749 60337 1.13% 0.156%
8 9.157 1198 1202 1205 rBV 6059219 4723783 88.16% 12.183%
9 9.239 1213 1216 1220 rBV 108750 1097760 2.05% 0.283%
10 9.492 1251 1259 1261 rBV6 46696 61073 1.14% 0.158%
11 9.551 1266 1269 1273 rBV 279395 294978 5.51% 0.761%
12 9.769 1304 1306 1310 rVB 95451 69786 1.30% 0.180%
13 9.833 1314 1317 1320 rVB 2340739 1750228 32.67% 4.514%
14 10.269 1388 1391 1394 rVB 98185 70932 1.32% 0.183%
15 10.381 1407 1410 1416 rBV3 40921 61186 1.14% ©.158%

16 10.622 1447 1451 1455 rBV 3475972 2956255 55.18%
17 10.745 1468 1472 1476 rBV 131497 151074  2.82%
18 11.222 1550 1553 1557 rVB3 49550 59747  1.12%
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19 11.322 1566 1570 1572 rBV 1831690 1505941 28.11% 884%
20 11.345 1572 1574 1577 rVWW 276503 214512 4.00% 553%
21 11.392 1581 1582 1585 rVB 91753 60678 1.13% ©.156%
22 11.857 1658 1661 1666 rBv2 274872 286786 5.35% 0.740%
23 11.933 1671 1674 1677 rBV2 85841 85006 1.59% 0.219%
24 12.404 1751 1754 1761 rVB5 127542 205871 3.84% ©.531%
25 12.533 1773 1776 1779 rVB 316518 259859 4.85% ©.670%
26 12.763 1810 1815 1818 rBV 337140 335787 6.27% ©.866%
27 12.910 1836 1840 1844 rBV 3782725 3126984 58.36% 8.065%
28 13.092 1869 1871 1874 rVB2 69985 60774 1.13% 0.157%
29 13.145 1877 1880 1885 rVV3 103399 137922 2.57% 0.356%
30 13.321 1907 1910 1913 rBV2 68636 68056 1.27% 0.176%
31 13.492 1936 1939 1941 rBV 92685 85581 1.60% 221%

32 13.821 1992 1995 2009 rVB2 396886 781036 14.58%
33 13.963 2015 2019 2022 rBV 1242536 1296676 24.20%
34 13.992 2022 2024 2029 rVB 133758 117566
35 14.133 2046 2048 2051 rVB 137961 119456 2.23%
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36 14.439 2098 2100 2103 rBV 197509 186164 3.47%  ©0.480%

8270-BF042721.M Thu May 06 13:36:56 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS Vvial : 15 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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.745 2150 2152 2155 rVB 159475 131958 2.46% 0.340%
38 14.821 2162 2165 2169 rVB 149345 135883 2.54% 0.350%
39 14.998 2193 2195 2204 rVB2 120002 221304 4.13% 0.571%
40 15.080 2206 2209 2212 rVV2 177856 178811 3.34% 0.461%
41 15.421 2263 2267 2279 rBV 749922 864857 16.14% 2.231%
42 15.457 2270 2273 2278 rVB2 142399 196325 3.66% 0.506%
43 15.886 2342 2346 2351 rBV 128789 177880 3.32% 0.459%
44 17.480 2612 2617 2627 rVB 142674 366783 6.85% 0.946%

Sum of corrected areas: 38772973
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2279-07

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
BF123836.D

5 May 2021 19:42

Ju/caG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF123836.D\data.ms

5416 6.434

7.357

6.792

4.998

Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF123836.D\data.ms

9.157

12.910
10.622

9.833
8.075

11.322

0
Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

9.239 9,94%519.7
e e
9.00

1026381
S S
10.00 10.50 11.00

TIC: BF123836.D\data.ms

= \ —7 —
9.50 11.50 12.00 12.50 13.00

15.886

Time-->

8270-BF042721.M Thu May 06 13:36:57 2021

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Tridecane, 6-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.745 2.01 ng 151074  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 83
2 5-Ethyldecane 170 C12H26 017302-36-2 83
3 Tridecane 184 C13H28 000629-50-5 83
4 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 80
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 1472 (10.745 min): BF123836.D\data.ms (-1468) (1 m/z 57.00 100.00%
57.0

‘ 99.0 i&Sd ifod
" 140.1 183.1 ‘ . .
ol—rd ‘“ bbb e 5538 myz 43.05  68.51%
m/z--> 50 100 150 200 250 300
Abundance #59895: Tridecane, 6-methyl-
57.0
5000 — ——
10.50 11.00
98.0 m/z 71.10 49.03%
OL\5-\Q‘\ ‘“\ ‘1‘ \“‘\ ““ T \#49-‘()\ 1\-8\3\.0‘ T T T ‘ T T T ’ T T T
m/z--> 50 100 150 200 250 300
Abundance #38319: 5-Ethyldecane
57.0
T —
10.50 11.00
5000 m/z 85.00 33.20%
‘ 8.0 140.0
ok
m/z--> 50 100 150 200 250 300
Abundance #48835: Tridecane T ——
57.0 10.50 11.00
m/z 41.00 27.34%
h W
99.0
o200l L{ P20 sar0aee0 o TP
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.857 3.81 ng 286786  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 n-Decanoic acid 172 C10H2002 000334-48-5 60
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 49

Abundance Scan 1661 (11.857 min): BF123836.D\data.ms (-1658) (1  m/z 43.05 100.00%

43.0
73.0
5000 1921
P e
11.50 12.00
A — m/z 57.00 94.57%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 [N AL
129.0 11.50 12.00
213.0 ITI/Z 55.00 93.06%
L) H‘laﬁ 157.0185.0
O\H’\l\\‘}‘\\”\”\H‘{‘\‘H!\H“‘\\‘”‘M\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘\H\‘HH“H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #39472: n-Decanoic acid
60.0
P e
11.50 12.00
m/z 59.95 86.30%
50007 29.0 129.0
87.0
N
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #95851: Pentadecanoic acid — T
43.0 ,73.0 11.50 12.00
m/z 73.00 77.03%
5000 129.0
199.0
s e T
o%?PMHLMWMMﬁNmeJM_MH_‘J_JH_LH_‘H_‘H_‘H_‘ Y e
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 unknownl2.404 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.404 2.73 ng 205871  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,1-Trifluoro-4-(2-furyl)-4-hy... 206 C8H5F303 015788-03-1 38
2 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 35
3 Cyclohexene, 4-(4-ethylcyclohexy... 262 C19H34 301643-32-3 27
4 Acetic acid, 3-(5,5-dimethyl-spi... 250 C16H2602 077143-33-0 27
5 2-Bromomethyl-1-isopropenyl-3-me... 216 C10H17Br 1000187-07-8 27

Abundance Scan 1754 (12.404 min): BF123836.D\data.ms (-1751) (- m/z 95.10 100.00%

550 137.0
206.1
5000
75.2 257.3 ——
12.50
0 m/z 69.05 87.10%
miz--> 50 100 150 200 250
Abundance #66450: 1,1,1-Trifluoro-4-(2-furyl)-4-hydroxy-3-buten-2-or
93.0 137.0
5000 206.0 —
12.50
39.0 m/z 81.00 86.57%
O T T “‘\ “i” M‘ \“N \‘ T " T T T ‘\ ‘ T T T T ‘ ‘\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #56494: Naphthalene, 2-butyldecahydro-
137.0
81.0
—r
12.50
5000 m/z 55.00  85.68%
41.0 194.0
0 L U ‘HH‘H‘L \h” ‘\u“’ | “\H‘ — . ‘\‘ , ——
miz--> 50 100 150 200 250
Abundance #112666: Cyclohexene, 4-(4-ethylcyclohexyl)-1-pentyl- P
55.0 12.50
95.0 m/z 137.00  81.05%
5000
137.0
191.0 262.0 MW
0 \‘H ‘H\\‘ “L‘H\’ h‘p MM‘\\L‘ N e
mlz--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.145 2.13 ng 137922 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Nonadecane 268 C19H40 000629-92-5 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72

Abundance Scan 1880 (13.145 min): BF123836.D\data.ms (-1877) (- m/z 57.00 100.00%
57.0

%

5000
99.0 . .
“ || |7 13301650 2222 286, 13.00 13.50
O‘MquwwMthHWHH_‘HMH‘_HW‘HWHHNHHM‘HMH‘_H‘ m/z 43.00 64.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129492: Eicosane
57.0
5000 T L
13.00 13.50
m/z 71.10 47.23%
\‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117638: Nonadecane
57.0
— —
13.00 13.50
5000 ITI/Z 85.05 37.12%
99.
027‘0‘ h\ H\ Ji u‘ 1410 183.0 225.0 2680
wHH_‘H_HwHH‘HH_HWH‘WHH_HW‘HWHH_H‘_HWHH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94345: Heptadecane 7 —
57.0 13.00 13.50
m/z 55.05 29.53%
5000 /\MM\/WWNW\/\J\/‘/\AM
99.0
027‘ ‘M‘J 1410 182021102400
wHH_‘H_HwHH‘HH_HWH‘WHHMHW‘HWHHMH‘_HWHH — —
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.822 12.05 ng 781036 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 93
2 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
3 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 87

Abundance Scan 1995 (13.821 min): BF123836.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1

111.1 T N
‘ | 2150 . 13.50 14.00
O d Ly 21502689 3851 ./, 43.05 80.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
97.0 280.0
5000 — —
13.50 14.00
l m/z 55.00 56.19%
153.0
O’ T \I\‘ H\"\ 'W‘!” L\!I‘\\Iﬁ‘iw‘iw ;‘2\"(‘)?\-(\)\11‘“ T \‘\‘\ L I R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosyl heptafluorobutyrate
57.0
— —r
13.50 14.00
m/z 71.05 47.67%
5000 111.0
169.0
of L 29802220 2000 aso,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95881. Oxirane, [(dodecyloxy)methyl]- — ——
57.0 13.50 14.00
m/z 41.05 38.10%
5000
‘ ‘111.0
AT T2 T
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00

8270-BF042721.M Thu May 06 13:37:03 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.439 2.87 ng 186164 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Octadecane 254 C18H38 000593-45-3 90
3 Octacosane 394 (C28H58 000630-02-4 83
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 83
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 2100 (14.439 min): BF123836.D\data.ms (-2098) (- m/z 57.05 100.00%
57.0

5000 waﬂwwwaﬂ%mmumAme
1450
13.0 254.1 :
0 1 o 3028 TN 399 8970 s 4305 64.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L
14.50
m/z 71.10 51.16%
0 ‘ ‘ H\ h\ u‘ \‘ i 1690 225.0 296.0
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57.0
——
14.50
5000 ITI/Z 85.10 38.93%
13.0
oL LT 00 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane —
57.0 14.50
m/z 41.00 22.63%
h M
13
oLl ‘ 111130 160.0 225.0 281.0 337.0 394.0
“““‘“‘““H‘“““_““““_““““ —
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF042721.M Thu May 06 13:37:07 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.745 3.05 ng 131958 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heneicosane 296 C21H44 000629-94-7 89
3 Tridecane 184 C13H28 000629-50-5 74
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 74
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 2152 (14.745 min): BF123836.D\data.ms (-2150) (- m/z 57.10 100.00%
57.1

5000 MW@JkWMMMMAVMAWWMA”WW
—— —
9.0 14.50 15.00
207.0 : ’
0"‘“‘“““‘l‘m“‘u‘““‘u‘“&“ﬁ?f‘l‘; \“““““2‘8‘1‘1‘ ‘3‘27“1‘3?5‘ m/z 43.85 57.25%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 LA T
14.50 15.00
m/z 71.10 50.13%
ol ‘L |17 341018302250 2080
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
—— —
14.50 15.00
5000 m/z 85.10 40.21%
‘ 9.0
41.0
ols0 L1111 140102250 200
m/z--> 0 100 150 2000 250 300 350
Abundance #48835: Tridecane T —
57.0 14.50 15.00
m/z 55.05 18.27%
5000
9.0
MFMOMO .
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF042721.M Thu May 06 13:37:08 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.821 3.14 ng 135883 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Squalene 410 C30H50 000111-02-4 80
3 3,7,11-Tridecatrienoic acid, 4,8... 264 C17H2802 036237-70-4 64
4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 64
5 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 53

Abundance Scan 2165 (14.821 min): BF123836.D\data.ms (-2162) (1 m/z 69.00 100.00%

69.0
5000
P P
| ‘ Lot 172.0215.0 273.0 331.2 395.3 1450 1500
omw‘“MHHUHM‘m_uw”H_m_mw m/z 81.10  52.92%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 — —
14.50 15.00
m/z 41.00 30.88%
137.0
026044 )yl 1910 2730 3410 4104
\\\\‘\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0
P P
14.50 15.00
5000 m/z 95.85  18.69%
121.0
ol lilily 1] 1750 2310 2650 3410 4104
bl P T T e e
miz--> 50 100 150 200 250 300 350 400
Abundance #114216: 3,7,11-Tridecatrienoic acid, 4,8,12-trimethyl-, m — ——
69.0 14.50 15.00
m/z 67.00 14.20%
5000
121.0
15. ‘ 22102640
o1 L H\\ i A B S
mlz--> 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.080 4.14 ng 178811 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 74
2 Tetradecane 198 C14H30 000629-59-4 72
3 Tricosane 324 (C23H48 000638-67-5 72
4 Octacosane 394 (C28H58 000630-02-4 64
5 Heptacosane 380 C27H56 000593-49-7 58

Abundance Scan 2209 (15.080 min): BF123836.D\data.ms (-2206) (- m/z 57.10 100.00%

57.1
5000
15.00 |
0l “w A uw‘u“ﬁ 196.0 207.1 0BT 3452 400 . 4310 s8.62%
mlz--> 50 100 150 200 250 300 350 400
Abundance #194495: Hexacosane
57.0
5000 —— :
15.00
m/z 71.10 54.29%
O T \“\ \L“‘ “‘ \h‘\ h“ \“‘ \1{\4.\].‘()\1‘\8\3\(‘)2\2\5)\ (\)‘26\7\ \0\3‘0\9 \0\ \3‘(\3? (\)\ ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #59879: Tetradecane
57.0
R \
15.00
5000 ITI/Z 85.10 46.50%
9.0 198.0
o154 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane T ‘
57.0 15.00
m/z 55.00 24.51%
20 WWWW
324.0
‘ ‘ | \ | 141.0183.0525,0267.0
ol d b L e e
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Octadecane, 1-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.886 4.11 ng 177880 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 87
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 86
3 Hexacosane 366 C26H54 000630-01-3 80
4 Triacontane 422 C30H62 000638-68-6 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 2346 (15.886 min): BF123836.D\data.ms (-2342) (- m/z 57.00 100.00%

57.0
5000
— —
\ ‘ 1\111 1661 2432 2960 3591 428. o 1600
b bl J00T | 243.2 2060 9591 428, . 43 05  48.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134595: Octadecane, 1-chloro-
57.0
5000 — —
15.50 16.00
m/z 71.10 47.79%
O \‘\\‘ “ \“\‘Hm‘\“\”\‘]_“e\‘]_\()\Y%]\-?\O\‘\\2\8§‘0\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #38349: Decane, 3,8-dimethyl-
57.0
— —
15.50 16.00
5000 m/z 85.10  38.35%
‘ 113.0
P B —
miz--> 50 100 150 200 250 300 350 400
Abundance #194495: Hexacosane “ —
57.0 15.50 16.00
m/z 55.00  20.33%
5000 MMW
Ly TT Y 3000 2250 2810 309
(R IR B T S 0 A A i Rt R — —
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 unknownl7.480 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.480 8.48 ng 366783 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 45
2 .beta.-Sitosterol 414 C29H500 000083-46-5 44
3 3,5-Diamino-6-[3,4-methylenediox... 231 C1OHIN502 058848-65-0 25
4 1H-Benzimidazol-2-amine, 1l-ethyl- 161 CY9H11N3 001622-58-8 22
5 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 20
Abundance Scan 2617 (17.480 min): BF123836.D\data.ms (-2612) (- m/z 55.00 100.00%
55.0
161.1
5000
——
w
- m/z 43.00  99.04%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217435: .gamma.-Sitosterol
43.0
5000 T
1070 / 1611Zé50 73.92%
m/z . .92%
161.0
m 213.0 273.0 329.0
O‘\\\ ‘[H\‘\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
——
17.50
5000 m/z 95.00 63.80%
04~ \“ “‘ | ‘Lh‘ ‘
miz--> 0 50 100 150 200 250 300 350 400
Abundance #86516: 3,5-Diamino-6-[3,4-methylenedioxyphenyl]-1,2,4 e
161.0 17.50
231.0 m/z 81.00 62.19%
5000
76.0
O|"l R e o e
m/z--> 0 50 100 150 200 250 300 350 400 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123836.D

Acqg On : 5 May 2021 19:42
Operator : JU/CG

Sample : M2279-07

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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|
Tridecane, 6-me... 10.745 2.0 ng 151074 4 11.322 1505940 20.0
n-Hexadecanoic ... 11.857 3.8 ng 286786 4 11.322 1505940 20.0
unknownl2.404 12.404 2.7 ng 205871 4 11.322 1505940 20.0
Eicosane 13.145 2.1 ng 137922 5 13.963 1296680 20.0
Cyclohexadecane... 13.822 12.1 ng 781036 5 13.963 1296680 20.0
Heneicosane 14.439 2.9 ng 186164 5 13.963 1296680 20.0
Nonadecane 14.745 3.0 ng 131958 6 15.421 864857 20.0
Supraene 14.821 3.1 ng 135883 6 15.421 864857 20.0
Hexacosane 15.080 4.1 ng 178811 6 15.421 864857 20.0
Octadecane, 1-c... 15.886 4.1 ng 177880 6 15.421 864857 20.0
unknownl17.480 17.480 8.5 ng 366783 6 15.421 864857 20.0
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