LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43 Instrument :
Operator : JU/CG BNA_F

Sample : L4800-03 ClientSampleld :
Misc : KENS-B1-111820-0-1

ALS Vvial : 12 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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF122408.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.122 3 6 22 rVB 538508 687690 11.51% 1.127%
2 5.487 572 578 581 rBV 4017426 4035950 67.57% 6.612%
3 6.498 744 750 754 rBV 4174540 4559875 76.34% 7.471%
4 6.863 808 812 815 rBV 1593954 1243497 20.82% 2.037%
5 7.422 902 907 911 rBV 2712284 2730197 45.71% 4.473%
6 8.151 1027 1031 1034 rBV 1829731 1633306 27.35% 2.676%
7 9.227 1209 1214 1217 rBV 5841368 5035218 84.30% 8.250%
8 9.345 1229 1234 1244 rVB2 263780 303575 5.08% 0.497%
9 9.622 1277 1281 1285 rBV 199025 177702 2.98% 0.291%
10 9.839 1313 1318 1325 rBv2 39095 68241 1.14% 0.112%

11  9.910 1325 1330 1333 rBV 2151763 1994820 33.40%
12 10.698 1459 1464 1467 rBV 3802924 3413388 57.15%
13 11.398 1578 1583 1586 rBV 2245881 2124396 35.57%
14 11.933 1669 1674 1682 rBV 1815528 2183981 36.56%
15 12.380 1746 1750 1755 rVB 96547 85797 1.44%
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16 12.639 1791 1794 1802 rBV3 91705 158722  2.66%
17 12.727 1803 1809 1826 rVV 3756713 4872722 81.58%
18 12.868 1830 1833 1842 rVB2 71764 121550  2.04%
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19 12.992 1849 1854 1857 rBV 5910675 5972907 100.00% 786%
20 13.221 1889 1893 1899 rBV 119964 130956 2.19% 215%
21 13.357 1913 1916 1921 rVB 59456 65808 1.10% ©.108%
22 13.468 1932 1935 1941 rVB5 43311 70502 1.18% 0.116%
23 13.680 1967 1971 1974 rBV 74524 74456 1.25% 0.122%
24 13.898 2004 2008 2020 rVB 987563 1433941 24.01%  2.349%
25 14.039 2025 2032 2036 rBV 2481434 2416578 40.46%  3.959%
26 14.209 2058 2061 2063 rBV2 57848 65879 1.10% 108%
27 14.333 2079 2082 2087 rBV 111747 99590 1.67% 163%

28 14.533 2109 2116 2133 rBV2 628213 1549401 25.94%
29 14.827 2162 2166 2170 rVB2 112355 138446 2.32%
30 14.909 2177 2186 2184 rVB 67038 72469 1.21%
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31 14.980 2188 2192 2198 rVB 365579 392502 6.57%
32 15.174 2221 2225 2229 rBV 865900 982216 16.44%
33 15.215 2229 2232 2238 rVWV2 255670 467060  7.82%
34 15.345 2251 2254 2258 rVB3 70593 80185 1.34%
35 15.521 2278 2284 2288 rBV 1818747 2252248 37.71%
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36 15.562 2288 2291 2298 rVB 113144 141649 2.37%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS Vvial : 12 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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.768 2321 2326 2333 rBV 643900 896716 15.01% 1.469%
38 16.009 2361 2367 2372 rBV 755476 1097845 18.38% 1.799%
39 16.068 2372 2377 2385 rBV 447269 1107441 18.54%  1.814%
40 16.251 2404 2408 2418 rVB5 97928 242095 4.05% 0.397%
41 16.521 2450 2454 2460 rVB2 72308 106021 1.78% ©.174%
42 16.821 2498 2505 2513 rBV 658973 1258896 21.08% 2.063%
43 17.056 2540 2545 2552 rBV6 107625 237963 3.98% 0.390%
44 17.127 2552 2557 2565 rVB2 148995 296307 4.96%  ©.485%
45 17.233 2567 2575 2585 rBV2 406546 1389522 23.26% 2.277%
46 17.621 2634 2641 2660 rBV3 430893 1420419 23.78%  2.327%

47 18.268 2745 2751 2757 rBv4 75137 189424  3.17% ©.310%
48 18.462 2775 2784 2796 rBV1e 136734 503202 8.42% 0.824%
49 18.644 2809 2815 2831 rVB6 142324 452799  7.58% 0.742%

Sum of corrected areas: 61036070
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
BF122408.D

: 20 Nov 2020 17:43

Ju/CaG
L4800-03

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

KENS-B1-111820-0-1

Abundance

5000000

4000000

3000000

2000000

1000000

0

122

TIC: BF122408.D\data.ms

5.487

6.498

7.422

6.863

Time-->

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

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF122408.D\data.ms
9.227

10.698

9.910 11.398

8.151

12.

D92

12.727

11.933

12.38012.6392.86

0
Time-->

9.345

» 9.?229.8
e

9.50

10.00 10.50 11.00 11.50

12.00

==
12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF122408.D\data.ms

14.039

15.766-6-009

16.068 16.821

17.233
05

17.621

18.26k83.488.644

Time-->

13.50 14.00 14.50 15.00 15.50

T T ‘ T
16.00 16.50 17.00

T ‘ T T T
17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.122 11.06 ng 687690 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 6 (2.122 min): BF122408.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.1
R aAREEE S
9.0 ‘ 2.202.302.402.50
el 200wz 43.65 37.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T I T T[T [TrITr[1
43.0 2.202.302.402.50
: 87.0 m/z 87.10 26.30%
29.0 ‘ %
\‘H\H“HH“‘\‘\‘\\‘H\?‘-(\)\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 R
2.202.302.402.50
5000 41.0 55.0 m/z 55.05 25.97%
27.0
112.0 129.0
T T T T e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- N R N AR e
73.0 2.202.302.402.50
m/z 41.05 12.16%
5000 43.0
58.0
29.0 87.0
[ Uy |
T e e e e e B EARENREERNEESENSEsay o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.345 3.04 ng 303575  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Acetaminophen 151 C8H9NO2 000103-90-2 53
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
4 4-Pyridinemethanol, acetate (ester) 151 C8HINO2 001007-48-3 53
5 Metacetamol 151 C8HO9NO2 000621-42-1 53
Abundance Scan 1234 (9.345 min): BF122408.D\data.ms (-1229) (-) m/z 43.10 100.00%
3.1
109.1
5000 151.1
RN R e R
‘ 67'1 | 1801 9.00 9.20 9.40 9.60
‘H“H‘MuwmwhwmeWWWWWMHM‘Hl‘pu‘w‘un‘w“‘ m/z 109.10  79.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L L LN B AL B R I
9.00 9.20 9.40 9.60
69.0 m/z 151.05 48.07%
\1\5\'9\ ‘\‘\ \"‘ P\‘\“\‘H‘ \“\“\ \H“‘\‘\‘\H\ ’ \“\H‘\‘\ “\ T \‘ \“ TT 1 T ‘ T \‘\ T ‘]\.\9\2\"0\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
A L REmaanEE o
9.00 9.20 9.40 9.60
5000 151.0 ITI/Z 41.05 21.36%
43.0 80.0
15.0
s e R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline T T
109.0 9.00 9.20 9.40 9.60
m/z 69.10 16.14%
5000
151.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 20.56 ng 2183980  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 25

Abundance Scan 1674 (11.933 min): BF122408.D\data.ms (-1669) (- m/z 73.00 100.00%

73.0
5000
129.1
213.2 =
‘ ‘ 171.1 256.3 12.00
-3 Ay ULV 7881y 4318 87.15%

mi/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid

60.0

5000 129.0 T
12.00
m/z 60.00 84.77%
‘ 171.0 213.0 256.0
T T \M Hh“‘ i‘”“\h} \“‘\ \‘ \‘\ “ \‘\‘\ T “‘\ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance
73.0
=
12.00
5000 129.0 m/z 41.10 70.03%
29.0
199.0 2420
T A e B R B e e e o
miz--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid T
73.0 12.00

m/z 57.10 68.91%

5000
129.0
29. 185.0 228.0
: “‘ ‘u‘u“\ “uhh‘ n‘““ ‘ML‘ u ‘\ . . ‘\ | ‘\
50

100 150 200 250 300 12.00

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.727 40.33 ng 4872720 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1809 (12.727 min): BF122408.D\data.ms (-1803) (- m/z 43.05 100.00%
43.0 73.0
5000 129.0
185.2 241.2 T ==
‘ ‘ ‘ 284.% 12.50 13.00
— H‘Hu ] \‘H““Hh‘\\ w‘u‘\“m‘\ o - ‘L A \‘ ol s ‘L‘ m/z 73.00 99.59%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 —— —
12.50 13.00
‘ 1850 10 seac M7 60-00  82.33%
S “H‘d‘u h}\‘u\“\h‘\ ‘Mw — ‘ - ‘\ - ‘\‘
miz--> 50 100 150 200 250
Abundance
43.0 73.0
— —
12.50 13.00
5000 129.0 m/z 57.10 79.90%
199.0 2420
167.0
e e
m/z--> 50 100 150 200 250
Abundance #107548: n-Hexadecanoic acid —— =
43.0 73.0 12.50 13.00
m/z 55.10 75.29%
5000 256.0
129.0
T
— “‘ H‘HH H“ ‘H‘u‘ Hh“w “‘H‘\‘H‘\ L ‘ “ “ “‘m‘ R ‘ “ —— — e
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.898 11.87 ng 1433940 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 2008 (13.898 min): BF122408.D\data.ms (-2004) (- m/z 57.10 100.00%
57.1

5000 wJL/\A
e 1400
- | ‘ ‘H‘ ! ““‘%54‘ 2196223822803 | n/z 43.16  90.07%
miz--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecyl heptafluorobutyrate
57.0
5000 . —
11.0 13.50 14.00
m/z 83.05 81.83%

238.0
| m,‘ L a0
mi/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—==

13.50 14.00
5000 1110 m/z 55.10 80.50%

%

153.0196.0 2520297.0 398.(
e e e e e
miz-> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane —
57.0 13.50 14.00

m/z 97.10  73.28%

) | VA«MANﬂKAMAﬂkf
lS-d\ ] \ | ‘\ 154.0196.0 ~ 269.0 320.0 |

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\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.533 12.82 ng 1549400 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
3 Cyclopentadecane 210 C15H30 000295-48-7 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 2116 (14.533 min): BF122408.D\data.ms (-2109) (- m/z 57.10 100.00%
571
97.1
5000
1 \
H j30L 1811 2251 267.0 308.2 1459
o AL, A8 2251 267.0 3082 385, g3 19 91.16%
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0
97.0
5000 = :
14.50
m/z 43.05 89.00%
]-\5'\0‘\‘ ‘\“ “ T H‘ ‘\‘ j‘\ ‘h h \]‘_\8\2\0 2\2\4\0\ ’26\6\\0\ ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 T 1
14.50
5000 m/z 55.05 83.74%
139.0 15509200 294.0 4,00
T T T
miz--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane T
55.0 14.50
m/z 97.10 77.43%
: kMAJAMANAJR\A\WJV\Jk
210.0
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Octadecanal Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.980 3.49 ng 392502 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanal

2 Oxirane, heptadecyl-
3 Oxirane, hexadecyl-
4 Z-2-Octadecen-1-o0l

268 C18H360
282 C19H380
268 C18H360
268 C18H360

000638-66-4 95
067860-04-2 91
007390-81-0 90
1000131-11-0 89

5 1,19-Eicosadiene 278 C20H38 014811-95-1 83
Abundance Scan 2192 (14.980 min): BF122408.D\data.ms (-2188) (- m/z 57.10 100.00%
57.1
96.0
5000
37.1 iS‘Od
"~ 180.1 . 2. )
0 “WMLWNWW‘Hl‘Wu‘ ????“““‘u%Qu m/z 43.10 94.14%
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecana
43.0 82.0
5000 L
15.00
m/z 82.05 93.41%
24.0 250.0
H 194.0
- ‘\‘”‘ \“\“‘\“‘1 “‘\‘\ t \“‘\ \H\ T “ L I B B
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 82.0
T
15.00
5000 m/Z 96.05 65.40%
124.0
166.0 222.0 264.0
L L e e e e T L B A o o e e
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- —
43.0 82.0 15.00
m/z 55.05 64.17%
5000
24.0
L H‘ “ }66.0 208.0 250.0
B L e B —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.174 8.72 ng 982216 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2225 (15.174 min): BF122408.D\data.ms (-2221) (- m/z 57.10 100.00%

57.1
5000
=

1500 1550
160.2
) hJ pRpo.2282 | 8094 nw/z 7110 71.16%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0

5000 N —
15.00 15.50

m/z 43.10 61.56%

‘ ‘ h\ h u \‘ | \69 0 225.0 296.0
T \ ‘ \ \ TT ‘ L ‘ TrTT ‘ L ‘ L ‘ L ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0

15.00 15.50
5000 m/z 85.10 51.66%
113.0
169.0 225.0 281.0 337.0  422(
T T R T T T e T T e e T
miz--> 50 100 150 200 250 300 350 400

Abundance #185535: Heptadecane, 9-octyl- = e
57.0 15.00 15.50

m/z 55.10  22.96%

h uﬂh
13.0 239
| 1690 u 294.0 352.0

m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Behenic alcohol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

15.215 4.15 ng 467060 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 2232 (15.215 min): BF122408.D\data.ms (-2229) (- m/z 57.10 100.00%
1

57.1 p7.1
5000

-
39.1 1500 1550
208.0
#284f3?50 m/z 83.05 94.48%

m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
83.0
43.C

5000 — ——
15.00 15.50
25.0 m/z 97.18  92.59%
T \“\‘ ‘\““ T ‘\‘\ \H‘ ‘\‘L \“L\ “\‘ %\63'9\2}9.\0\ T ‘ \2\8\().\0’ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
97.0
— —
15.00 15.50
5000 m/z 55.10 90.63%
15.0 139.0 182.0224.0266.0
A e e T HL L S AL A A SRR
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol T T
57.0 97.0 15.00 15.50

m/z 43.10  85.44%

5000
39.0
oLl 181.02220264.0306.0 378«

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\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.768 7.96 ng 896716 Perylene-di2 15.521
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 Tetracosanal 352 C24H480 057866-08-7 91
4 Heptadecanal 254 C17H340 1000376-70-0 91
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90

Abundance Scan 2326 (15.768 min): BF122408.D\data.ms (-2321) (- m/z 57.10 100.00%
57.1

= =
| M%H%mnnm1 390.: 15.50 16.00
“HMJJ‘uNw‘ 1o 2e55260.13063 S0 /7 82.10  88.70%
miz-> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
82.0
41.0
5000 —r N
15.50 16.00
m/z 43.10 87.02%
| H‘ ‘ \ I

24.0
I h%“\w16602059?590
m/z--> g 160 1%0 260 2é0 360 3éo
Abundance
82.0
41.0 ‘ :

T
15.50 16.00

5000 ITI/Z 96.05 65.87%
124.0
166.0 222.0264.0
T S A L B N o o B B o o B
m/z--> 50 100 150 200 250 300 350
Abundance #185525: Tetracosanal T 7
82.0 15.50 16.00
334.0 m/z 55.05 60.69%
5000{ 41.0
il
278.0
LA o0, 200280 | eI T
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 10
R.T. EstConc Area Relative to ISTD R.T.
16.009 9.75 ng 1097850 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2367 (16.009 min): BF122408.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1
9.1 = :
UL 3218502252
ol mw“ A4 i 1 i550225.2266.13093 3561 nyz 71.e5  71.06%
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 " /
16.00
m/z 43.10 58.54%
LLLL H f 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
16.00
5000 m/z 85.10 53.83%
99.0
141.0183.0225.0267.0309.0 367.0
T T T
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane = ‘
57.0 16.00
m/z 55.10 21.81%
5000
9.0
N H‘\ | | 14101830925, 0267.0309.0 3650
e ““““““““ e e e
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.068 9.83 ng 1107440 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 Octacosanol 410 C28H580 000557-61-9 93
5 Octacosyl acetate 452 C30H6002 018206-97-8 93
Abundance Scan 2377 (16.068 min): BF122408.D\data.ms (-2372) (- m/z 57.10 100.00%
57.1 971
5000
=1 \
%39.1 181.1  251.1 297.4 16.00
AR AL 5P 28129, 83,10 93.90%
miz--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 —— :
16.00
m/z 97.10 86.62%
39.0
\‘\ \‘\ i ‘\ H \H\ \H\ \‘\ L %81022202640 308.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
83.0
43.0
— T T
16.00
5000 m/z 43.10 79.93%
125.0
167.0 210.0 280.0
e e T
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol T ‘
57.0 97.0 16.00
m/z 69.10 76.54%
5000
39.0
oLl 181.02220264.0306.0 378«
e i S S e S e ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 12-Octadecenal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.250 2.15 ng 242095 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Octadecenal 266 C18H340 056554-91-7 83
2 1,19-Eicosadiene 278 C20H38 014811-95-1 72
3 Octadecanal 268 C18H360 000638-66-4 64
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 59
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 59

Abundance Scan2408(16251num BF122408.D\data.ms (-2404) (- m/z 57.10 100.00%

m 371 1590 2531 3243 16.00 16.50
L ‘ ‘\‘H\H\‘ h‘\‘““\“\ ‘\‘ ‘\‘ T \‘ \‘\ ‘ \ \ \ T ‘ T \‘\ \‘ ‘ m/z 43.16 81.7100

m/z--> 50 100 150 200 250 300
Abundance #115864: 12-Octadecenal
82.0
43.0

5000 —— =
16.00 16.50

m/z 82.10 78.79%

252.0
‘ “\} h\ ‘L‘H\u‘ I, | 1‘6?‘0‘?3 %‘ ‘ ‘\L‘ e —
m/z--> 50 100 150 200 250 300
Abundance
55.0
=

96.0 16.00 16.50
5000 m/Z 96.05 63.81%
15.0 137.0 1800  250.0
L e e T e
m/z--> 50 100 150 200 250 300
Abundance #117606: Octadecanal T —
43.00 82.0 16.00 16.50

m/z 83.00 59.73%

5000
AT asa0 200

- ‘ ‘
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.821 11.18 ng 1258900 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 Tetradecanal 212 C14H280 000124-25-4 80
5 Tetracosanal 352 C24H480 057866-08-7 76
Abundance Scan 2505 (16.821 min): BF122408.D\data.ms (-2498) (- m/z 57.10 100.00%
57.1
111 — =
16.50 17.00
166 1 418 !
ol m“u i A m L2661 2221 2781 3623 418! o) 16 84.74%
miz--> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
82.0
5000 = —
16.50 17.00
m/z 43.10 80.51%
L \“u‘”\‘\ H m” \\ “\u ‘M‘\‘ u‘\‘ gy ‘2:5?‘0‘ A
m/z--> 100 150 200 250 300 350 400
Abundance
82.0
— ——
16.50 17.00
m/z 96.05 59.48%
50001 5 g /
138.0 194.0 264.0
I e e S e I
m/z--> 50 100 150 200 250 300 350 400
Abundance #117604: Octadecanal o T
43.0 16.50 17.00
m/z 55.05 54.28%
| w\ T
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 unknownl7.056 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.056 2.11 ng 237963 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 38
2 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 38
3 Cholest-7-en-3-0l, 14-methyl-, (... 400 C28H480 056687-74-2 25
4 .alpha.-Tetraloxime, 8-fluoro-5,... 239 C12H14FNO3 1000125-88-0 15
5 Hexadecanoic acid, 4-nitrophenyl... 377 C22H35NO4 001492-30-4 14
Abundance Scan 2545 (17.056 min): BF122408.D\data.ms (-2540) (- 57.10 100.00%
57.1
239.3
5000
. 17 00
L 43.05 96.77%

m/z--> 50 100 150 200 250 300 350 400
Abundance #119244: 16-Hexadecanoyl hydrazide
32.0

5000
17 00

71.10  95.42%

74.0
M Lm0 1es®0
m/z--> 100 150 200 250 300 350 400
Abundance
57.0

239.0

17 00
5000 m/z 239.25 68.51%
109.0
15.0 151.0197.0
e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance  #212407: Cholest-7-en-3-ol, 14-methyl-, (3.beta.)- IREEIVE i R AT/ E
57.0 17.00

m/z 255.25 60.34%

385.0
5000
205.0
‘ ‘ ‘ 259.0 A
b ‘ WMmeM\dHh\Jh L | 1 ] L Jut

m/z--> 50 100 150 200 250 300 350 400 17. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Hexacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.127 2.63 ng 296307 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 (C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2557 (17.127 min): BF122408.D\data.ms (-2552) (- m/z 57.10 100.00%

57.1
5000

H Iprt 2070 17.00 17.50

284.1 )
e 202888 m/z 71.10  78.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0

5000 e Ba—
17.00 17.50

m/z 43.10 55.89%

\‘ | 127049702670 367.0
‘HH‘HH‘HH‘HH\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

—T
17.00 17.50

5000 ITI/Z 85.10 54.98%
127.0197.0267.0337.0407.0 491.0562.0
R o R RUEELR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane 7 —
57.0 17.00 17.50

m/z 55.05 19.64%

h M
|11 2270 197 0 281.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 17 Octacosyl acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.233 12.34 ng 1389520 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl acetate 452 C30H6002 018206-97-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 Octacosanol 410 C28H580 000557-61-9 95
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 2575 (17.233 min): BF122408.D\data.ms (-2567) (- m/z 57.10 100.00%

57.1
5000 111.1

| { R
L

67.1
AL “" LOIL. 2082 38804123 . 5310 g3.10%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43.0 97.0

5000 7 -
17.00 17.50

m/z 43.10 80.36%

L) ‘ JJH al 209.0 264.0 320.0 392.0 452,
\\\‘\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0

10 17.00 17.50
5000 ' m/z 97.10 72.10%

167.0 2220 278.0 378.0
R R A N Al
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #215904: Octacosanol T ——
57.0 17.00 17.50

m/z 55.10 70.04%

h m
L ‘ ‘\ } ‘\1.5702220 2020 3920

m/z--> 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\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 .gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.621 12.61 ng 1420420 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 97
3 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 50
4 5-Cholestene-3-0l, 24-methyl- 400 (C28H480 1000214-17-4 49
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 43
Abundance Scan 2641 (17.621 min): BF122408.D\data.ms (-2634) (-} ' m/z 43.10 100.00%
43.1
107.1
5000
—— —
H 17.50 18.00
o b m/z 55.85 61.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 — ——
17.50 18.00
: m/z 107.10  55.85%
H\“\ .
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
— —
17.50 18.00
5000 ITI/Z 81.05 52.93%
107.0 414.(
161.0 213.0 303.0
257.0 354.0
L T AL
m/z--> 50 100 150 200 250 300 350 400
Abundance #212394: Ergost-5-en-3-ol, (3.beta.)- —— ——
43.0 17.50 18.00
m/z 105.05 51.27%
1L =l et
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\BF112020\

Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample L4800-03 :
Misc KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: 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 Cycloheptane, 4-methylene-1... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.462 4.47 ng 503202 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1000159-38-5 83
2 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 55
3 Sesquirosefuran 218 C15H220 039007-93-7 46
4 2,2,4a,6a,8a,9,12b,14a-0ctamethy... 410 C30H50 053013-35-7 46
5 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 38

Abundance Scan 2784 (18.462 min): BF122408.D\data.ms (-2775) (- m/z 95.10 100.00%
43.0 95.1
189.1
5000
327.3
281.1 409.3 UL
WA 05
A L L L miz a3.e5  9e.45%
miz--> 50 100 150 200 250 300 350 400
Abundance #64459: Cycloheptane, 4-methylene-1-methyl-2-(2-meth
107.0
41.0
5000 T
161.0 18.50
m/z 55.05 86.24%
\“\ ‘\‘ “ “ \J“‘l“‘\““ \l\“\ L “\ T ‘ L ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350 400
Abundance
189.0
95.0 1850
5000 m/z 69.05 80.83%
297.0344.0 411.0
R I o B B L L I AR R SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #75886: Sesquirosefuran T
9
69.0 123.0 18.50
m/z 107.00  76.55%
5000
218.0
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Stigmast-4-en-3-one Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.645 4.02 ng 452799 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 96
2 Testosterone cypionate 412 C27H4003 000058-20-8 78
3 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 70
4 Testosterone 288 C19H2802 000058-22-0 53
5 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H3002 002755-10-4 43
Abundance Scan 2815 (18 644 min): BF122408.D\data.ms (-2809) (- m/z 124.10 100.00%
5000
18.4018.60 18.80
m/z 43.00 58.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124.0
43.0
5000 \\\\’\\\\’\\\\‘\\\\
229.0 412.( 18.40 18.60 18.80
289.0 m/z 229.15  49.60%
‘ H | 370 0
“H‘ ‘ ‘\h\h“\‘\ “ T \‘ \ ‘ \ \“\‘\ ‘ \ T \ T ‘ T \ T \“‘ }‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
55.0
18.40 18.60 18.80
5000 m/z 55.00  28.05%
230.0
185.0 288.0 370.0412.(
B e B o B e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17 A B
124.0 18.4018.6018.80
m/z 93.00 25.01%
5000
288.0
H H ‘ 203.0246-0
m/z--> 50 100 150 200 250 300 350 400 18.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122408.D

Acqg On : 20 Nov 2020 17:43

Operator : JU/CG

Sample : L4800-03 :
Misc : KENS-B1-111820-0-1

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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|
Butane, 2-metho... 2.122 11.1 ng 687690 1 6.863 1243500 20.0
2,4,7,9-Tetrame... 9.345 3.0 ng 303575 3 9.910 1994820 20.0
n-Hexadecanoic ... 11.933 20.6 ng 2183980 4 11.398 2124400 20.0
Octadecanoic acid 12.727 40.3 ng 4872720 5 14.039 2416580 20.0
Heptadecyl hept... 13.898 11.9 ng 1433940 5 14.039 2416580 20.0
1-Heneicosanol 14.533 12.8 ng 1549400 5 14.039 2416580 20.0
Octadecanal 14.980 3.5 ng 392502 6 15.521 2252250 20.0
Heneicosane 15.174 8.7 ng 982216 6 15.521 2252250 20.0
Behenic alcohol 15.215 4.2 ng 467060 6 15.521 2252250 20.0
Oxirane, hexade... 15.768 8.0 ng 896716 6 15.521 2252250 20.0
Octacosane 16.009 9.8 ng 1097850 6 15.521 2252250 20.0
n-Tetracosanol-1 16.068 9.8 ng 1107440 6 15.521 2252250 20.0
12-Octadecenal 16.250 2.1 ng 242095 6 15.521 2252250 20.0
Oxirane, heptad... 16.821 11.2 ng 1258900 6 15.521 2252250 20.0
unknownl7.056 17.056 2.1 ng 237963 6 15.521 2252250 20.0
Hexacosane 17.127 2.6 ng 296307 6 15.521 2252250 20.0
Octacosyl acetate 17.233 12.3 ng 1389520 6 15.521 2252250 20.0
.gamma.-Sitosterol 17.621 12.6 ng 1420420 6 15.521 2252250 20.0
Cycloheptane, 4... 18.462 4.5 ng 503202 6 15.521 2252250 20.0
Stigmast-4-en-3... 18.645 4.0 ng 452799 6 15.521 2252250 20.0
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