LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123529.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.228 14 24 31 rVB 1080778 1422166 25.54% 2.770%
2 2.334 36 42 48 rVB 168906 210318 3.78% 0.410%
3 5.122 511 516 527 rVB 368497 540906 9.71% 1.054%
4 5.516 576 583 585 rBV 4047751 4536164 81.45%  8.837%
5 6.069 674 677 680 rBV 109091 89523 1.61% 0.174%
6 6.169 691 694 698 rBV 180349 158186 2.84% 0.308%
7 6.339 716 723 726 rBV 241542 191869 3.45% 0.374%
8 6.516 746 753 756 rBV 4100317 4901623 88.02% 9.548%
9 6.881 812 815 819 rBV 988872 860500 15.45% 1.676%
106 7.451 905 912 914 rBV 2800817 3238631 58.15% 6.309%
11  8.169 1029 1034 1037 rBV 1338108 1141492 20.50% 2.224%
12 9.251 1212 1218 1221 rBV 6156240 5569076 100.00% 10.849%
13 9.586 1269 1275 1279 rBV 113600 102676 1.84% 0.200%
14  9.639 1280 1284 1288 rBV 179200 146541 2.63% 0.285%
15 9.780 1303 1308 1311 rBV 133559 107240 1.93% 0.209%

16  9.927 1326 1333 1337 rBV 1732177 1487990 26.72%
17 10.721 1462 1468 1471 rBV 4665975 4680483 84.04%
18 11.110 1530 1534 1542 rBV7 27098 61985 1.11%
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19 11.421 1581 1587 1589 rBV 1753964 1574487 28.27% 067%

20 11.633 1620 1623 1627 rBV 143091 113159 2.03% 220%

21 11.951 1673 1677 1686 rBV 707490 664579 11.93%  1.295%

22 12.504 1767 1771 1782 rVB 1326485 1249606 22.44%  2.434%

23 12.633 1787 1793 1795 rBV 67501 75906 1.36% ©0.148%

24 12.733 1807 1810 1816 rBV 102725 94798 1.70% ©.185%
0

25 13.015 1853 1858 1861 rBV 5881226 5472822 98.27% 1e.

26 13.245 1892 1897 1899 rBV 116683 103438 1.86%
27 13.586 1949 1955 1958 rBV3 81110 102694  1.84%
28 13.915 2008 2011 2013 rBV 582319 558722 10.03%
29 13.939 2013 2015 2030 rVV3 330840 945269 16.97%
30 14.062 2033 2036 2040 rVB 978019 929075 16.68%
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31 14.233 2060 2065 2068 rBV 115728 130049 2.34%
32 14.357 2083 2086 2090 rVB 142251 124545 2.24%
33 14.545 2114 2118 2121 rBV 779443 715557 12.85%
34 14.586 2121 2125 2130 rBV3 336151 696612 12.51%
35 14.856 2165 2171 2175 rBV 119141 155409 2.79%
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36 15.009 2193 2197 2205 rVB 439409 458498 8.23% 0.893%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.209 2226 2231 2236 rBV 1030642 1128614 20.27%  2.199%
38 15.286 2237 2244 2251 rBV3 347797 1121399 20.14%  2.185%
39 15.380 2258 2260 2264 rVB2 65121 74625 1.34% 0.145%
40 15.562 2286 2291 2295 rBV 563519 693050 12.44%  1.350%
41 15.603 2295 2298 2310 rVB 98156 158702 2.85% ©.309%
42 15.809 2328 2333 2339 rBV = 392305 526685 9.46% 1.026%
43 16.056 2370 2375 2381 rVB 390392 608536 10.93%  1.185%
44 16.180 2384 2396 2408 rBV6 226471 1075672 19.32%  2.095%
45 16.580 2460 2464 2470 rVB2 59576 97111 1.74% ©.189%
46 16.886 2509 2516 2524 rVB2 286917 544680 9.78% 1.061%
47 17.203 2563 2570 2580 rBV 163216 360086 6.47% ©.701%
48 17.386 2591 2601 2608 rBV5 73713 270002 4.85% ©.526%
49 17.762 2656 2665 2666 rBvé 111880 256617 4.61% ©0.500%
50 17.921 2688 2692 2703 rVB5 69970 173055 3.11% ©.337%
51 18.280 2747 2753 2762 rVB9 49209 151339 2.72%  ©.295%

52 18.374 2762 2769 2776 rVB6 47233 110337 1.98% 0.215%
53 18.756 2827 2834 2852 rVB10 94925 370992 6.66% ©0.723%

Sum of corrected areas: 51334096
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 30 Mar 2021 19:19
: M1832-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF033021\
BF123529.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.228 33.05 ng 1422170 1,4-Dichlorobenzene-d4 6.881

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 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
Abundance  Scan 24 (2.228 min): BF123529.D\data.ms (-14) (-) m/z 73.10 100.00%
73.1
43.0
5000
I
‘ ‘ 881 220 240 260
ol L P80 L 881z 43.05  54.61%
miz--> 0 20 40 60 80 100 120
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L O L B Y B
55.0 220 240 260
+ m/z 55.10  38.13%
O\‘\\\\2‘4\\m‘\‘j\‘\\\’\\“\‘\’8\\.0\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
G
220 240 2.60
5000 55.0 m/z 87.10 27.57%
39
0 L ‘ \ ‘H‘ 88.0 1120 129.0
“““““ “““ ““,‘ e
m/z--> 0 20 40 80 100 120
Abundance #1995: Snane tetramethyl- A A e
73.0 220 240 260
m/z 41.05 17.98%
5000
43.0
B e e Mmoo o e
m/z--> 0 20 40 60 80 100 120 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.122 12.57 ng 540906 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9
Abundance Scan 516 (5.122 min): BF123529.D\data.ms (-511) (-) m/z 43.00 100.00%

3.0
59.0
5000
RRREEEEEE LR
620 1011 4.80 5.00 5.20 5.40

oHwwwu‘\ww!imWwn:uw;wwwm_mw‘ m/z 59.00  53.92%

m/z--> 20 30 40 50 60 70 80 90 100110120130140

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L LN B L B R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 14.35%
0 27\\\ Ll | ‘ 830 1010
\\‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
AR mmnREE S
4.80 5.00 5.20 5.40
5000 m/z 58.00 12.82%
41.0
27.0 101.0
o"w‘l“‘w‘i:‘mwmmwm‘mwH_m_ww_ww‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester AR mmmRRE S
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.91%
5000 41.0
o =Y 1260 1420
e e e e e e e e e e s
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 17
R.T. EstConc Area Relative to ISTD R.T.
11.951 8.44 ng 664579  Phenanthrene-die 11.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 55

Abundance Scan 1677 (11.951 min): BF123529.D\data.ms (-1673) (- m/z 43.10 100.00%

43.1
73.0
5000
129.0
—
| H\l 1712 21‘3'2 o561 12.00
Y — ‘HwJw‘:‘wwmH‘_Mwawwml_ m/z 59.95 81.80%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.01g5 02130  256.0 m/z 41.05 77 .59%
O,
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
—
12.00
5000 129.0 ITI/Z 73.00 74.51%
199.0
i H\ oo
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid ]
73.0 12.00
m/z 57.05 72.47%
43.0
5000
129.0
1710 2140
101.0
oitsol ikl UK S
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 1-Naphthalenepropanol, .alp... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.504 15.87 ng 1249610  Phenanthrene-d10 11.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenepropanol, .alpha.-e... 290 C20H340 001438-62-6 60
2 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 43
3 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C1OH17Br 059474-03-2 43
4 3-Methyl-4-(2,3-dihydroxyphenyl)... 224 C11H1205 1000146-28-6 35
5 cis, cis-3-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-42-2 35

Abundance Scan 1771 (12.504 min): BF123529.D\data.ms (-1767) (-1 m/z 81.05 100.00%
411 81.0

5000
T
12.50
o‘u_‘HMwm_ m/z 95.10  96.28%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #136495: 1-Naphthalenepropanol, .alpha.-ethenyldecahy

137.0

81.0

5000 —— :

12.50
m/z 41.10 95.49%

O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #35206: cis,trans-3-Ethylbicyclo[4.4.0]decane
137.0
81.0 = ‘
12.50
5000 166.0 ITI/Z 55.05 90.09%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #73759: Bicyclo[6.1.0]nonane, 9-bromo-9-methyl-, (1.alpt P |
81.0 12.50
137.0 ITI/Z 43.05 86.11%
5000
41.0
bbb dd b il 280 e
m/z--> 20 40 60 80 100120140160180200220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Hentriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.915 12.03 ng 558722 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2011 (13.915 min): BF123529.D\data.ms (-2008) (- m/z 57.10 100.00%
57.1

—=
11131 169, 14.00
ob A LT 1092, 2252 2818 m/z 43.10  72.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 T
14.00
m/z 71.10  48.55%
oL || h‘ [ “ ‘1690 2250  309.0 365.0 436.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
==
14.00
5000 ITI/Z 85.10 34.99%
13.
oL L |} JM 1690 225.0 281.0 337.0 394.0
iy ““ e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane T
57.0 14.00
m/z 41.05 27.90%
5000
||| 4130 1690
oLl L T 1690 2250 2810 3800 L
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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-Octadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.939 20.35 ng 945269 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 90
2 1-Heneicosanol 312 C21H440 015594-90-8 83
3 n-Nonadecanol-1 284 C19H400 001454-84-8 83
4 n-Heptadecanol-1 256 C17H360 001454-85-9 64
5 1-Docosene 308 C22H44 001599-67-3 64
Abundance Scan 2015 (13.939 min): BF123529.D\data.ms (-2013) (-] 55.10 100.00%
55.1
1400
39 l 181.0
0 ity 281 68.72%
miz--> 50 100 150 200 250
Abundance #119523: 1-Octadecano
53.0
97.0
5000
1400
60.80%
T T T ‘ \ ‘ T \ T T ‘ T \ T T T T T T
miz--> 50 100 150 200 250
Abundance #155046: 1-Heneicosano
55.0
97.0
1400
5000 54.42%
39.0
oo L LI P9 smm0 zano 20
miz--> 50 100 150 200 250
Abundance #131391: n-Nonadecanol-1
83.0 1400
43.0 38.37%
5000
25.0
: om0
miz--> 50 100 200 14.00

8270-BF032321.M Wed Mar 31 13:43:30 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19

Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.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 7 Octacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.545 15.40 ng 715557 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2118 (14.545 min): BF123529.D\data.ms (-2114) (1 m/z 57.05 100.00%
57.0

- \/\AJM\J\
T I
‘ 14.50
ob—4d ‘!mpf ; xl‘f"?}z‘ 2258 2ss  r m/z 43.10  69.83%
miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 — :
14.50
m/z 71.05  50.72%
oL ‘ 1 1130 169.0 2250 281.0 337.0 394.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350 400

%

Abundance #202662: Heptacosane
57.0
14.50
5000 ITI/Z 85.05 36.95%
oLl L 371‘3 P 169.0 225.0 2810 380.0
e e B e L R
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane —
57.0 14.50
m/z 41.10 23.82%
- JM
0 uh\ ‘h :h h‘ i \6? \0 L 2\2\5 0 309.0 365.0 437.]
e e e e e T —
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF032321.M Wed Mar 31 13:43:35 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 1-Docosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.586 15.00 ng 696612 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 10-Heneicosene (c,t) 294 C21H42 095008-11-0 90
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 81
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 81

Abundance Scan 2125 (14.586 min): BF123529.D\data.ms (-2121) (- m/z 43.10 100.00%

43
97.1
5000
2111 T 1
294.1 14.50
53.1 \
0 ‘H,, m/z 57.10 99.58%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
53.0
5000 — :
110 14.50
{ " m/z 55.05 90.64%
0 “‘ ‘\‘“\‘ \‘“\““ r“\“‘\“{]’-‘G\?.\O\ B \:\3(’)\8\0\ L L B
miz--> 0 50 100 150 200 250 300 350 400
Abundance #139793: 10-Heneicosene (c,t)
55.0
T \
14.50
5000 ITI/Z 83.05 58.57%
11.0
1TV
T I
miz--> 0 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate ~ ‘
57.0 14.50
m/z 97.10 57.05%
5000
11.0
169.0
ol AL 230 028a0 434 =i
m/z--> 0 50 100 150 200 250 300 350 400 14.50

8270-BF032321.M Wed Mar 31 13:43:38 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 1,21-Docosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.009 13.23 ng 458498 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,21-Docosadiene 306 C22H42 053057-53-7 98
2 1,16-Hexadecanediol 258 C16H3402 007735-42-4 94
3 1,19-Eicosadiene 278 C20H38 014811-95-1 94
4 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 93
5 Bicyclo[10.8.0]eicosane, (E)- 278 C20H38 1000155-85-0 91

Abundance Scan 2197 (15.009 min): BF123529.D\data.ms (-2193) (- m/z 57.05 100.00%
57.0

T \
WL ‘ | 1381 180.2 222.1 362 1599
W § wm\‘m o180z gz2l 2181 8620 /7 43.10 97.18%
mlz--> 50 100 150 200 250 300 350
Abundance #149983: 1,21-Docosadiene
58.0
6.0
5000 = :
15.00
m/z 55.10  65.58%
306.0
38 0
O\\‘\‘\“ H hH f20802640
miz--> 50 100 150 200 250 300 350
Abundance #109264: 1,16-Hexadecanediol
55.0
T \
96.0 15.00
5000 ITI/Z 82.05 60.13%
38.0
oL LLLAN LT 1000 2000
miz--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene e ‘
55.0 15.00
m/z 41.10 50.06%
h w
37.0
otsd | L L)L 13701800 2500 L
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF032321.M Wed Mar 31 13:43:39 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Hexatriacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.209 32.57 ng 1128610 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 2231 (15.209 min): BF123529.D\data.ms (-2226) (1 m/z 57.05 100.00%
57.0

N

5000
‘ L) 113 116629959 2054 15.00 15.50
Ok d i 72722282 2954 m/z 43.10 68.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223851: Hentriacontane
57.0
5000 . —=
15.00 15.50
m/z 71.10  48.80%
0 “} N A ) l16902250 309.0365.0 436.0
\\1\‘\1\\‘\\\\‘\\\\‘!\\\‘\\!\‘1\\\[\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57.0
—r—= —
15.00 15.50
5000 ITI/Z 85.10 35.34%
ol | 113-0169.0225.0281.0337.0 394.0
A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane == —r—
57.0 15.00 15.50
m/z 55.10  23.85%
- «%J\wwﬂwwwAj\\\M\vAx,
13.0
0 \} ”‘ﬂ” 1~169.0225.0281.0337.0393.0449.0 506.(
A A A A e e T e e T e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50

8270-BF032321.M Wed Mar 31 13:43:42 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19

Operator Ju/caG

Sample : M1832-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Heptadecyl trifluoroacetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.286 32.36 ng 1121400 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 2244 (15.286 min): BF123529.D\data.ms (-2237) (-]

m/z 57.05 100.00%

57.0
5000
111
e e
H M 1672 2242 3031 150 15:59
o4 A4 | ‘ \\MMM el CCHINIL 44 43 S m/z 43.85  99.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151537: 1-Docosene
57.0
5000 11.0 = —
308.0 15.00 15.50
m/z 55.10 88.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecyl trifluoroacetate
57.0
o e
15.00 15.50
5000 110 m/z 83.10  58.40%
oL L | A 200, 28303340
miz--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecyl heptafluorobutyrate T 7
57.0 15.00 15.50
m/z 69.05 56.70%
5000
11.0
169.0
0 1,\ bhyok 23000840 asar Sdl e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF032321.M Wed Mar 31 13:43:43 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Oxirane, heptadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.809 15.20 ng 526685 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
2 1,19-Eicosadiene 278 C20H38 014811-95-1 91
3 1,15-Hexadecadiene 222 C16H30 021964-51-2 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
Abundance Scan 2333 (15.809 min): BF123529.D\data.ms (-2328) (- m/z 57.05 100.00%
57.0
10.1 "0 1600
15.50 16.00
ol ‘ Mpet 2222 2821 300 75 16 o755y
mlz--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
82.0
4110
5000 — i
15.50 16.00
m/z 55.05 62.00%
24.0
LA RAL L] 1660 22202630
O \‘ “‘\U‘} \“‘ \“\“\ h "“\‘\ t \“‘\ ety i \‘\ LA L
miz--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
55.0
— ——
15.50 16.00
5000 m/z 82.05 59.26%
37.0
SYETANIN \H (0100 2500
miz--> 50 100 150 200 250 300 350
Abundance #79558: 1,15-Hexadecadiene = =
55.0 15.50 16.00
m/z 96.05 45.60%
) ViJv
0 H\“\ \\%???‘1?9‘0‘2?39_m_m_m ol L,
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF032321.M Wed Mar 31 13:43:44 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.056 17.56 ng 608536 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 2375 (16.056 min): BF123529.D\data.ms (-2370) (- m/z 57.05 100.00%
57.0

16.00 |
131 .
o‘H““‘-‘!‘M,JMM«le}?‘z‘,z‘z‘??’_ﬁ???‘wm_m m/z 43.10  66.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 s :
16.00
m/z 71.10 47.94%
o | 1 ]1 |, 169.0 2250  300.0 365.0 436.
\\\!‘ \\’\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
U \
16.00
5000 ITI/Z 85.10 37.54%
oL LT R0 2250 aeso semo
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane = i
57.0 16.00
m/z 55.10  22.14%
B M
0 ‘J,lr169°,225°296° -
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF032321.M Wed Mar 31 13:43:45 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.180 31.04 ng 1075670 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 81
3 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 81
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 81
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 81

Abundance Scan 2396 (16.180 min): BF123529.D\data.ms (-2384) (-  m/z 43.05 100.00%

43.0
5000
— —
9.0 2811 16.00 16.50
0tk H“‘HMWH‘H‘,m;_‘H_WW_MWW m/z 57.10  94.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene
43.0
5000 = =
16.00 16.50
m/z 55.05 75.97%
0 ' ‘\11820 267.0 490.0
\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240356: Hexacosy! heptafluorobutyrate
57.0
—r —
16.00 16.50
5000 m/z 83.10  54.56%
‘ 5.0
RISt N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #233557: Tricosyl pentafluoropropionate o —
57.0 16.00 16.50
m/z 97.05 52.35%
0 L \J b .195 0 264. 0322 0 468.0
H‘w‘H‘_“w‘H‘_‘H,‘H‘_‘H‘H“_‘H‘H‘w“u‘u T —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270-BF032321.M Wed Mar 31 13:43:47 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.886 15.72 ng 544680 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 90
4 1,19-Eicosadiene 278 C20H38 014811-95-1 90
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 90

Abundance Scan 2516 (16.886 min): BF123529.D\data.ms (-2509) (- m/z 57.10 100.00%
57.1

— —r—
10.1 16.50 17.00
o414 \‘u'\ Liy1061 22282671 M8 43 oc ggaay
m/z--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
82.0
5000 — —
29. 16.50 17.00
m/z 82.10 61.22%
WALLLEED, s0s0 2310
O “\ \“\ \“‘ \“\“\‘\‘““\‘\ t \“‘\ ety i \‘\ L B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #117606: Octadecana
43.0
=5 s
b6.0 16.50 17.00 .
5000 m/z 55.05 58.67%
250.0
| ‘ | 115201060 >
ol R L b e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194460: (Z)-14-Tricosenyl formate “ —
55.0 16.50 17.00
m/z 96.10 40.18%
5000
10.0
320.0
olL \;\M 113060 2220 “TTa660 e e,
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\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Tetratetracontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.203 10.39 ng 360086 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2570 (17.203 min): BF123529.D\data.ms (-2563) (1 m/z 57.05 100.00%
57.0

-

5000
—— —
‘ J l17_1 2070 17.00 17.50
oAby 2800 2810 e m/z 43.10  65.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
57.0
5000

— —
17.00 17.50
m/z 71.10 48.32%

oh ‘ || 127-0197.0 281.0351.0421.0 506.0
‘\H\[HH‘HH‘\TII]WHT[HT\‘TFH}\H\‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
T —
17.00 17.50
5000 m/z 85.10 34.61%
ol | 1 |1 127:0197.0267.0337.0407.0 491.0562.0
R e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane i ——
57.0 17.00 17.50
m/z 55.00  25.90%
5000

3

L 05700670 ss00
O N N R A AR RN R AR RS AR AR RN - -

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\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Pentafluoropropionic acid, ... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.386 7.79 ng 270002 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 53
2 Oxirane, [(hexadecyloxy)methyl]- 298 C19H3802 015965-99-8 52
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 45
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 45
5 Eicosyl heptafluorobutyrate 494 C24HA41F702 1000351-83-5 45

Abundance Scan 2601 (17.386 min): BF123529.D\data.ms (-2591) (-  m/z 43.05 100.00%
43.0

5000 97.0

3

{ “ 2810 1700 1750
‘!”w““‘w\Mw‘ e e m/Z 55.05  82.67%

O
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance  #217811: Pentafluoropropionic acid, octadecyl ester

i L/\M
5000 1o — —
17.00 17.50
m/z 57.10 82.61%
| H\} |168.0  252.0 398.0
O\\‘\‘\‘\1\\[\‘1‘\‘\“I\‘\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143164: Oxirane, [(hexadecyloxy)methyl]-
57.0
— —r—
17.00 17.50
5000 m/z 59.00  52.68%
‘1110
obiddbhy, 100022002820
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosyl heptafluorobutyrate
57.0 17.00 17.50
m/z 71.05 52.15%
h I LJ\A\N
9.0
R R T
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@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 19
R.T. EstConc Area Relative to ISTD R.T.
17.762 7.41 ng 256617 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 83
2 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 58
3 .beta.-Sitosterol 414 C29H500 000083-46-5 55
4 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 42
5 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 25

Abundance Scan 2665 (17.762 min): BF123529.D\data.ms (-2656) (1 m/z 43.10 100.00%

43.1
5000 107.1
59.1 213.2
329.3 — —
2733 ‘ 41‘4" 17.50 18.00
ol ,‘“u‘u‘ Il ““‘ ! ,‘i‘ b, ,“ I “‘, I m/z s5.00 72.29%
mlz--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 5.0 — e
145.0 414.( 17.50 18.00
2130 3030 m/z 41.00 51.73%
0 A ,“‘\“1
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
—r —
17.50 18.00
5000 m/z 107.85  51.42%
368.0
240 145.0
' 414.(
213.0
0L~ ’\ b ‘H H\“\ \h“m‘”\\‘\‘wh’ ‘h“‘ o, : - ‘\’\2‘7‘75"‘0’\32‘#9"“‘\“‘\ o ‘\L‘
miz-> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol A T
43.0 17.50 18.00
m/z 95.10 50.52%
5000
107.0 414.(
161.0 213.0 303.0
MH 257. 354.0
oLl e e
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@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19

Operator Ju/caG

Sample : M1832-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.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 unknownl7.921 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
17.921 4.99 ng 173055 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3a-Methyl-3,3a-dihydropyrrolo[3,... 218 C11H1@N20S 017163-68-7 38
2 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 38
3 4-Allyl-5-pyridin-3-y1-2,4-dihyd... 218 C1@H1@N4S 1000300-40-5 38
4 Methanone, (3,4-diaminophenyl)-2... 218 C11H10N20S 083846-78-0 25

5 Indeno

[2,1-b]chromene,

218 C16H100

Abundance Scan 2692 (17.921 min): BF123529.D\data.ms (-2688) (-,
57.1

5000

0

m/z-->
Abundance

5000

85.0

218.2

000243-24-3 25

m/z 57.10 100.00%

282.:
‘Hu‘ \‘ ‘

#75415: 3a-Methyl-3,3a-dihydropyrro
20
160.0

69.0
‘ ‘ 116.0
J “\Hh ‘\H‘\‘U\\U\‘\LM ‘ ‘1”‘\“‘! " H‘ ! B oy . }H‘ “\“\‘ : ‘\Hp‘ : “‘ : ‘

40 60 80 100 120 140 160 180 200 220240260280

lo[3,2-b][1,4]benzott
3.0

—
18.00
m/z 218.20  73.42%

18.00
m/z 203.10 70.17%

O \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140160 180200 220 240 260 280
Abundance  #75613: 8-Amino-6,7-dimethoxy-4-methylquinoline
218.0
AN 11 -
18.00
5000 m/z 43.10 45.63%
51 0 104.0132. 0160 0
m/z--> 40 60 80 100120140 160 180 200 220240260280
Abundance #75200: 4-Allyl-5-pyridin-3-yl-2,4-dihydro-[1,2,4]triazole-3 T
218.0 18.00
m/z 85.05 41.27%
5000
21.0 104.0 185.0
I
OH‘wLWWMH‘Huhumhuwauy‘uwﬂ‘ﬂu‘hu‘wuw‘uw‘u ——
m/z--> 40 60 80 100120140 160180200 220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Testosterone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.756 10.71 ng 370992 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Testosterone 288 C19H2802 000058-22-0 64
2 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 45
3 5.beta.-Androstan-3.alpha.,11.al... 308 C19H3203 032212-61-6 38
4 Pyrazole-3-carboxamide, N-(4-tol... 230 C12H14N40 1000260-81-9 27
5 Acetamide, 2-[2-(5-methylfuran-2... 289 C15H15NO3S 1000259-79-3 27
Abundance Scan 2834 (18.756 min): BF123529.D\data.ms (-2827) (- m/z 43.05 100.00%
43.0 124.1
5000 229.2
T
18‘71 | 2894 3553 412 18.40 18.60 18.80
oA 11 N I MH“_JWMH“ L wz124.10  96.99%
m/z--> 150 200 250 300 350 400
Abundance #134630 Testosterone
288.0
5000 2460 MA[\'\{\\\\\‘\H\\\‘\\\\
18.40 18.60 18.80
2030 m/z 57.00 53.85%
O' ““H‘“h’h\‘\\“‘\‘H‘ ‘\ ‘\\‘ ‘\ ; ‘ - ‘\‘ I e
miz--> 150 200 250 300 350 400

Abundance #134675 Androst 4-en-3-one, 17-hydroxy-, (10.alpha.,17

124.0
18.40 18.60 18.80
5000 m/z 229.15 49.07%
288.0
203, 02460

miz--> 150 200 250 300 350 400
Abundance #151387: 5 beta -Androstan-3.alpha.,11.alpha.,17.beta.-t ‘ ‘A‘ - ‘M e
18.40 18.60 18.80
m/z 55.05 47.01%
5000
78 0 272 0
m/z--> 200 250 300 350 400 18.40 18.60 18.80

8270-BF032321.M Wed Mar 31 13:43:59 2021 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123529.D

Acqg On : 30 Mar 2021 19:19
Operator : JU/CG

Sample : M1832-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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... 2.228 33.0 ng 14221706 1 6.881 860500 20.0
2-Pentanone, 4-... 5.122 12.6 ng 540906 1 6.881 860500 20.0
n-Hexadecanoic ... 11.951 8.4 ng 664579 4 11.421 1574490 20.0
1-Naphthalenepr... 12.504 15.9 ng 1249610 4 11.421 1574490 20.0
Hentriacontane 13.915 12.0 ng 558722 5 14.068 929075 20.0
1-Octadecanol 13.939 20.4 ng 945269 5 14.068 929075 20.0
Octacosane 14.545 15.4 ng 715557 5 14.068 929075 20.0
1-Docosene 14.586 15.0 ng 696612 5 14.068 929075 20.0
1,21-Docosadiene 15.009 13.2 ng 458498 6 15.562 693050 20.0
Hexatriacontane 15.209 32.6 ng 1128610 6 15.562 693050 20.0
Heptadecyl trif... 15.286 32.4 ng 1121400 6 15.562 693050 20.0
Oxirane, heptad... 15.809 15.2 ng 526685 6 15.562 693050 20.0
Hexacosane 16.056 17.6 ng 608536 6 15.562 693050 20.0
17-Pentatriacon... 16.180 31.0 ng 1075670 6 15.562 693050 20.0
Octadecanal 16.886 15.7 ng 544680 6 15.562 693050 20.0
Tetratetracontane 17.203 10.4 ng 360086 6 15.562 693050 20.0
Pentafluoroprop... 17.386 7.8 ng 270002 6 15.562 693050 20.0
.gamma.-Sitosterol 17.762 7.4 ng 256617 6 15.562 693050 20.0
unknown17.921 17.921 5.0 ng 1730655 6 15.562 693050 20.0
Testosterone 18.756 10.7 ng 370992 6 15.562 693050 20.0
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