LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022420\

Data File : BF119038.D

Aca On : 24 Feb 2020 23:27 Instrument :

Operator : CG/JU E?Afs el
- _ lentosampleld :

3?22'6 : L1635-05 DUNR-TS002-01

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.969 487 490 500 rvB 53493 69358 2.11% 0.227%
2 5.381 556 560 580 rBY 2583893 2536734 77 .08% 8.306%
3 6.398 728 733 741 rBVY 2529606 2446918 74.35% 8.012%
4 6.751 790 793 803 rBVY 1043751 891934 27.10% 2.921%
5 6.910 816 820 823 rBVY 2654236 2273707 69.09% 7 .445%
6 7.316 884 889 892 rBVY 1801026 1648082 50.08% 5.396%
7 8.033 1007 1011 1024 rBV 1336985 1183263 35.96% 3.874%
8 9.110 1189 1194 1197 rBvV 3766781 3290903 100.00% 10.776%
9 9.233 1206 1215 1218 rBV 293849 294425 8.95% 0.964%
10 9.504 1257 1261 1269 rVB 234303 207019 6.29% 0.678%
11 9.704 1290 1295 1305 rBV6 23951 59989 1.82% 0.196%

12 9.786 1305 1309 1317 rVB 1635883 1375066 41.78% 4.502%
13 10.369 1404 1408 1417 rVB 162277 144793 4._.40% 0.474%
14 10.574 1439 1443 1453 rBV 2288921 2052853 62.38% 6.722%
15 11.269 1557 1561 1565 rBV 1503749 1283514 39.00% 4_.203%

16 11.498 1596 1600 1605 rBV3 41958 57144 1.74% 0.187%
17 11.692 1620 1633 1634 rBV9 52269 143255 4 _.35% 0.469%
18 11.798 1648 1651 1659 rVB 365209 393431 11.96% 1.288%
19 11.904 1664 1669 1672 rBV6 22108 45292 1.38% 0.148%
20 12.151 1707 1711 1717 rVB2 53445 67442 2.05% 0.221%

21 12.316 1735 1739 1744 rBV 90468 106804 3.25% 0.350%
22 12.516 1769 1773 1777 rVB2 100773 107719 3.27% 0.353%
23 12.580 1781 1784 1793 rBV 98228 116400 3.54% 0.381%
24 12.851 1826 1830 1833 rBV 3174171 2844351 86.43% 9.313%

25 13.063 1862 1866 1868 rBV 53471 67653 2.06% 0.222%
26 13.086 1868 1870 1874 rVB 58171 47081 1.43% 0.154%
27 13.427 1922 1928 1933 rVB2 53205 69542 2.11% 0.228%
28 13.698 1971 1974 1978 rBV 38905 42634 1.30% 0.140%

29 13.745 1978 1982 1990 rVvV 574387 669549 20.35% 2.192%
30 13.904 2005 2009 2014 rVB 1073015 948560 28.82% 3.106%

31 14.068 2034 2037 2044 rBV 127204 137371 4_.17% 0.450%
32 14.380 2086 2090 2101 rBV 756188 898537 27.30% 2.942%
33 14.651 2133 2136 2137 rBV3 39807 44201 1.34% 0.145%
34 14.668 2137 2139 2148 rVV 160495 198295 6.03% 0.649%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022420\

Data File : BF119038.D

Aca On : 24 Feb 2020 23:27 Instrument :

Operator : CG/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : L1635-05 DUNR-TS002-01

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.739 2148 2151 2155 rVB 54016 53238 1.62% 0.174%

36 14.804 2159 2162 2171 rVV6 65789 128364 3.90% 0.420%
37 14.992 2189 2194 2196 rBV 216704 273015 8.30% 0.894%

38 15.015 2196 2198 2201 rVB 77987 89303 2.71% 0.292%
39 15.333 2247 2252 2259 rBV 777329 1142357 34.71% 3.740%
40 15.533 2283 2286 2291 rVB2 52744 74770 2.27% 0.245%

41 15.756 2320 2324 2328 rBVY 112686 157694 4._.79% 0.516%
42 15.809 2328 2333 2341 rVB 138888 251639 7.65% 0.824%
43 16.233 2401 2405 2408 rBV3 45914 73050 2.22% 0.239%
44 16.503 2447 2451 2457 rVB4 50044 85436 2.60% 0.280%
45 16.880 2509 2515 2524 rBV4 71455 158779 4.82% 0.520%

46 17.268 2574 2581 2589 rBVS 113934 286728 8.71% 0.939%
47 17.339 2589 2593 2602 rVB5 56508 138854 4.22% 0.455%
48 17.580 2629 2634 2641 rBV5 39101 95567 2.90% 0.313%
49 17.698 2648 2654 2667 rBV4 81734 284189 8.64% 0.931%
50 18.021 2702 2709 2728 rVBS8 91055 320626 9.74% 1.050%

51 18.233 2740 2745 2757 rVB5 65262 162822 4_.95% 0.533%

Sum of corrected areas: 30540250
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF119038.D
3500000
3000000
6.91
5.38
2500000 640
2000000 732
1500000
6.75
1000000

500000

4.97

L B L B

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF119038.D

3500000
12.85

3000000

2500000 1057
2000000
9.79

1500000{  go3 127

1000000

500000 9.23 gsp 11.80
(X 10/L37 11, 5011.6%11.90 12,162,32125%8 1RO

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF119038.D

3500000

3000000

2500000

2000000

1500000

1000000

500000
14284 17.88.70 18.0218 23

13.43 13.10 : N . . 16.23 16.50 16.88
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 10

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

9.23 4.28 ng 294425 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 64
2 Metacetamol 151 C8HONO2 000621-42-1 58
3 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 53
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 43
5 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 38

Abundance Scan 1214 (9.227 mln) BF119038.D (-1206) (-) m/z 109.10 100.00%
43 109
151
5000
% 8.80 'é'ob'Ag' 20 9.40 9.60
123 137 169 - - - - -
0...,....'||.'."|' |||. "||'.ﬁ.6|..']|1'.|'...'.,..!.,....1|8.2...|....| m/z 43.00 89 _30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 RSN AR U A
8.80 9.00 9.20 9.40 9.60
57 69 85 m/z 151.10 61.05%
169
ol 15 P ,.|| el .||. ..|. LAl T~ 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
8.80 9.00 9.20 9.40 9.60
5000 151 m/z 41.05 20.61%
43
80
ol 15 27 54 65 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline
109 8.80 9.00 9.20 9.40 9.60
m/z 85.00 18.32%
5000
151
0 15 27 41 53 65 M 92 | 122136 |
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl10.37 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.11 ng 144793 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 50
2 Metacetamol 151 C8H9NO2 000621-42-1 43
3 (7.7-Dimethvl-2-oxobicvclol2.2.1... 250 C10H15CI03S 1000194-76-1 43
4 Acetaminophen 151 C8H9NO2 000103-90-2 43
5 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 38
Abundance Scan 1408 (10.369 min): BF119038.D (-1404) (-) m/z 109.10 100.00%
43 109
5000 151 213
69 85 SN N
| Ll | | || | 10.00 10.20 10.40 10.60
) S .'l.'.'.“ll'.l.l.':'l.': m/z _ 43.00 86.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 RN
10.00 10.20 10.40 10.60
69 gg m/z 213.10 48 .30%
15 29 | 56 d | 109 100 211
0 "'I""I ...|.|.'.."|I..'.. i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109
10.00 10.20 10.40 10.60
5000 151 m/z 151.10 46.40%
43
14 27 65 0 94 | 122135
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101702: (7,7-Dimethyl-2-oxobicyclo[2.2.1]hept-1-yl)-metha... e e
109 10.00 10.20 10.40 10.60
m/z 85.00 26 .52%
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Longifolenaldehyde Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.23 ng 143255 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolenaldehvde 220 C15H240 019890-84-7 64
2 D-Homoandrostane. (5.alpha..l13.a... 274 C20H34 054482-31-4 50
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 45
4 Androstan-17-one. (5.alpha.)- 274 C19H300 000963-74-6 44
5 5-Bromo-4-o0xo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 42
Abundance Scan 1633 (11.692 min): BF119038.D (-1620) (-) m/z 69.10 100.00%
0 o5 123
205
5000 41 149 189 273
163 247
20 287392 L AL DL BN B
11.40 11.60 11.80 12.00
0 m/z 123.10 90.21%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77531: Longifolenaldehyde

AL

11.40 11.60 11.80 12.00
m/z 109.10 89.95%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 95
41 81 239 LA B e e B
11.40 11.60 11.80 12.00
5000 11 149 274 m/z 81.00 88.56%
217
177
0 201
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... R A R o e SE
4 a1 95 11.40 11.60 11.80 12.00
m/z 95.05 78.35%
123
5000
55 147 218
175 203
- MIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.80 6.13 ng 393431 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68
Abundance Scan 1651 (11.798 min): BF119038.D (-1648) (-) m/z 73.00 100.00%
73
60
43
5000 129
97 213 TP T
‘| M' o | 1107171185 0, 256 11,40 11.60 11.80 12.00 12.20
S | m/z 60.00 72.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 A PR O R

11,40 11,60 11.80 12.00 12.20
m/z 43.00 63.21%

213
143 157171 185 199

ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance
43 60 73
R AR AL A e
11.40 11.60 11.80 12.00 12.20
5000 m/z 41.00 52.37%
29
129
87 115 171 214
101 143157 | 185
0 198
AR B B o R B e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50053: Undecanoic acid R e Bl
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 57.10 51.64%
50001 o9
129
143
‘ ‘ 101 115 186
I gl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 E-14-Hexadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 14.12 ng 669549 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 95
2 9-Eicosene. (B)- 280 C20H40 074685-29-3 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 1981 (13.739 min): BF119038.D (-1978) (-) m/z 83.05 100.00%
57
41
5000
139 163 181196 221237 13.40 13.60 13.80 14.00
Obr bt m/z 97.05 87.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92510: E-14-Hexadecenal
48
5000
13.40 13.60 13.80 14.00
m/z 69.00 85.10%

0 126 154 182 210 238
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 83
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

4 13.40 13.60 13.80 14.00
5000 m/z 57.05 84 _.79%

111
oL 25 126 153 181196 223 252 280
B R N R R R R A REE AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol B B L B

55 13.40 13.60 13.80 14.00
m/z 55.05 84 .57%
5000
29 139
o 1l 167182 210 238 264280 308
rer e A i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 1360 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Sulfurous acid, dodecyl 2-p...

Concentration Rank 12

Relative to ISTD R.T.

R.T. EstConc Area
14 .07 2.90 ng 137371
Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

1 Sulfurous acid. dodecvl 2-propvl...
2 Methoxvacetic acid. 2-tetradecvl...
3 Sulfurous acid. 2-propvl tridecyv...
4 Heptacosane. 1l-chloro-

5 Sulfurous acid, butyl tetradecyl...

292 C15H3203S
286 C17H3403
306 C16H3403S
414 C27H55CI
334 C18H3803S

1000309-12-3 91
1000282-04-8 91
1000309-12-4 91
062016-79-9 87
1000309-18-1 86

Abundance Scan 2037 (14.068 min): BF119038.D (-2034) (-)
7 71
43
5000
113
. . 127141155169183 197211225239
R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
43

57

5000 71

2 ‘ h |

85

T 13127 169 203

#137569: Sulfurous acid, dodecyl 2-propyl ester

233

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
43 57

71
5000

29 85

0 99 113127141155 173 197

Wﬁwmmwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

243

Abundance #149373: Sulfurous acid, 2-propyl tridecy! ester
43
57
71
5000 85
29 ‘ ‘ ‘ 113
o otk L P HBtranss 182

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 57.05 100.00%

13.80 14.00 14.20 14.40

m/z 71.10 92 .96%

13.80 14.00 14.20 14.40

m/z 85.05 70.32%

13.80 14.00 14.20 14.40

m/z 43.00 65.27%

1.0

13. 80 14. 00 14. 20 14. 40

m/z 69.05 35.40%

11

13 80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14._.38 18.95 ng 898537 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Cyclopentadecane 210 C15H30 000295-48-7 93
Abundance Scan 2090 (14.380 min): BF119038.D (-2086) (-) m/z 57.10 100.00%

5000

14.00 14.20 14.40 14.60

167 196 224 250 283 308 397

355

0 m/z 83.05 98.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 7
5000
125 14.00 14.20 14.40 14.60
m/z 97.10 94 .31%
o 29 | | 4 158 181 209 236 264 292 320 350 378
i L A T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
14.00 14.20 14.40 14.60
5000 11 m/z 69.05 86.28%
29 139
o 167 195 222 250 280 308 336
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #202424: Nonadecy! trifluoroacetate R T
57 7 14. OO 14. 20 14. 40 14. 60

m/z 43.10 78 .53%

5000
125
29 153 266 311
J ] l I JL \I .182 210 238 | 3423§2

R e a ST o Cirui A e e

m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF022020-M Tue Feb 25 15:09:34 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Triacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .67 3.47 ng 198295 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2139 (14.668 min): BF119038.D (-2137) (-) m/z 57.10 100.00%
57
85
5000
1BMl Mmmmmmmm
169 197 1239

ol L LA U7y 10007, 07 m/z 71.10 90.89%

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
85

5000
14140 1460 14.80 1500
m/z 85.05 65.92%

113
0 29‘ | d AH 169,197 225 253 281 309 337 365 393 422
RN At e S e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

14. 40 14.60 14.80 15.00

85

5000 m/z 43.05 54 _.13%
29 113
o 141 169 197 225 253 296
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane R S e R e
57 14. 40 14. 60 14. 80 15. 00

m/z 99.10 23.20%

5000 85
113
o ZQJ L Lkt 169, 211 239 267 205 323 352
S ' O L

m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF022020-M Tue Feb 25 15:09:35 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Octadecanal Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
1480 2.25ng 128364  Perylene-di2 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecanal 268 C18H360 000638-66-4 74
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 68

3 2-Cvclohexen-1-one. 4.4-dimethvl- 124 C8H120
4 T1.1"-Bicvclohexvl1-4-carboxvlic... 418 C28H5002

001073-13-8 35
102714-86-3 27

5 4-Piperidinamine, N,1-dimethyl- 128 C7H16N2 073579-08-5 25
Abundance Scan 2161 (14.798 min): BF119038.D (-2159) (-) m/z 82.00 100.00%
43 8p
57
97
5000
182 201 221 284
14. 40 14.60 14.80 15.00 15.20
0! m/z 43.00 87 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal
43 57 82
96
5000 TT T T[T T I T [T T T T[T T TT[TT
14. 40 14 60 14. 80 15. 00 15 20
0
110124138 rpp 250 m/z 81.10 85.72%
152166180194208:
ol 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a1 55 82
9 14.40 14.60 14.80 15.00 15.20
5000 m/z 71.05 80.91%
111
. 2 125 152166180194208222236250 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 J
Abundance #10559: 2-Cyclohexen-1-one, 4,4-dimethyl- B B o i
82 14.40 14.60 14.80 15.00 15.20
m/z 57.00 76.66%
124
5000 & | 96
41 r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00 15.20

8270-BF022020-M Tue Feb 25 15:09:35 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.99 4.78 ng 273015 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2194 (14.992 min): BF119038.D (-2189) (-) m/z 57.10 100.00%
57
5000
99 L S o] b
41 183 905 14.60 14.80 15.00 15.20 15.40
Olprrrdy ...ll.h,t....,....,2??.2.9,5....,.... R — m/z 71.10 88.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 AR U SRR R BN
mmmmmmmmmm
99 m/z 85.05 69.46%
o , 141 183 225 267 309 367
miz--> 0 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
14,60 14.80 15.00 15.20 15.40
5000 m/z 43.00 59.60%
99
o 28 e s e s e 42
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e EEmEmEEE
57 14.60 14.80 15.00 15.20 15.40
m/z 55.05 25.19%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14 60 14. 80 15. OO 15 20 15. 40

8270-BF022020-M Tue Feb 25 15:09:36 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 12 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.76 2.76 ng 157694 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2325 (15.762 min): BF119038.D (-2320) (-) m/z 57.05 100.00%
5000
197 15.40 15.60 15.80 16.00
o 209281 m/z 71.10  92.03%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 L AR DAL BRI U B
mmmmmmmm
99 m/z 85.05 77 .40%
o , 141 183 225 267 309 367
miz--> 0 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
15.40 15.60 15.80 16.00
5000 m/z 43.00 49 .94%
99
0 141 183 225 267 338
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R AR EEEEE T
57 15.40 15.60 15.80 16.00
m/z 99.10 28.17%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L N R S IS8

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15.60 15.80 16.00

8270-BF022020-M Tue Feb 25 15:09:36 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.81 4.41 ng 251639 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 53
2 n-Tetracosanol-1 354 C24H500 000506-51-4 53
3 Behenic alcohol 326 C22H460 000661-19-8 43
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 38
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 38
Abundance Scan 2333 (15.809 min): BF119038.D (-2328) (-) m/z 83.05 100.00%
>0 i ML
111
| T o e W e SSEREEERLE
ob bl e S e e m/z 97.05 79.73%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 AR B BRI SURBLA I
125 1540 15.60 15.80 16.00 16.20
m/z 69.05 63.18%
o 29 L1§3,181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
15.40 15.60 15.80 16.00 16.20
5000 11 m/z 57.10 51.40%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol L B B
83 15.40 15.60 15.80 16.00 16.20
m/z 55.00 46.82%
5000 1
0 l\ y ” H ‘L ‘L J\ n 167 196 224 252 280 308
m/z--> 100 150 200 250 300 350 1540 15.60 15.80 16.00 16.20

8270-BF022020-M Tue Feb 25 15:09:37 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 2- Chloropropionic acid, pe... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.88 2.78 ng 158779 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 83
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 74
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 74
4 1-Heptacosanol 396 C27H560 002004-39-9 68
5 Cyclopentadecane 210 C15H30 000295-48-7 64
Abundance Scan 2515 (16.880 min): BF119038.D (-2509) (-) m/z 83.05 100.00%
57
5000 11
16.60 16.80 17.00 17.20
0’ — T m/z 57.00 94 .26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159663: 2- Chloropropionic acid, pentadecy! ester
57 83
5000 111 AR R PR B
16.60 16.80 17.00 17.20
29 m/z 69.05 94 .12%
140 182 210 ogg
0 "L“f' L J'lq"'l” LB DU SRR WU
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 16.60 16.80 17.00 17.20
5000 m/z 97.05 93.30%
111
29 139 169 19 238 o,
O T e e T T e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester A o Al BRRmsma
57 16.60 16.80 17.00 17.20
83 m/z 55.00 81.36%
5000 111
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
m/z--> 50 100 150 200 250 300 350 400 16,60 16.80 17.00 17.20

8270-BF022020-M Tue Feb 25 15:09:37 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 _gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.27 5.02 ng 286728 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 91
2 _beta.-Sitosterol 414 C29H500 000083-46-5 87
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 42
4 17-(1.5-DimethvlhexvI)-10.13-dim... 414 C29H500 1000210-86-9 38
5 5._alpha.-Stigmast-9(11)-en-3.bet... 414 C29H500 077794-81-1 32
Abundance Scan 2581 (17.268 min): BF119038.D (-2574) (-) m/z 43.10 100.00%
43 o5
5000 303 329
69 381 414
17.00 17.20 17.40 17.60
oLl m/z 95.05  79.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 LI B UM UL UL
17.00 17.20 17.40 17.60
m/z 81.10 68.56%
ol
m/z-->
Abundance
43
17.00 17.20 17.40 17.60
5000 m/z 145.10 67.15%
81 107 414
145 213 555, 303 329
. 173 233°7°275 354 381
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- AN mEEE
43 17.00 17.20 17.40 17.60
m/z 91.00 66.46%
5000 268
81 107
‘ 15 329 414
oL u,‘.HLMHwJHJbﬂhdﬂi91?19?2%? ,?ﬁi,%?? | hll L R —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF022020-M Tue Feb 25 15:09:38 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknownl7.34 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.34 2.43 ng 138854 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1-Benzopvran-4-one. 3.7-dihvd... 300 C16H1206 057396-72-2 27
2 7-Hvdroxv-3-(1H-imidazol-4-vI)-4... 300 C15H16N203Si 1000331-93-3 27
3 Silane. dimethvldi(2.5-dimethvlp... 300 C18H2402Si 1000347-30-4 11
4 5.9b-Etheno-9bH-benzlalindol-2(1... 285 C20H15NO 104155-83-1 11
5 Coronene 300 C24H12 000191-07-1 11
Abundance Scan 2593 (17.339 min): BF119038.D (-2589) (-) m/z 204.20 100.00%
2 285
5000
409
355 | 17.00 17.20 17.40 17.60
o} I e m/z 285.15 97 .01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #144344: 4H-1-Benzopyran-4-one, 3,7-dihydroxy-2-(3-hydroxy...
285
5000 A 1'7'350' '1'7'2'0' 17.40 '1'7h'e'o' -
257 : : : :
120 o0y 229 m/z 300.15  93.40%
39 63 84 151
o 173
m/z--> 50 100 150 200 250 300 350 400
Abundance
300
h B A SURIURE B SRR
17.00 17.20 17.40 17.60
5000 m/z 133.05 80.06%
73
ol 15 45 99 121142 175 209931 257
m/z--> 50 100 150 200 250 300 350 400
Abundance #144831: Silane, dimethyldi(2,5-dimethylphenoxy)- R e EEAER R
300 17.00 17.20 17.40 17.60
m/z 55.05 70.16%
5000
105 178 267
s 77| ) | ooz | |
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF022020-M Tue Feb 25 15:09:38 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 _beta.-Amyrin trimethylsily... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.70 4.98 ng 284189 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin trimethvilsilvl ether 498 C33H580Si 001721-67-1 53
2 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 53
3 5H-Oxazolol3.2-alpvridine-8-carb... 218 C12H14N202 1000337-58-3 50
4 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 49
5 (1S,6R,95)-5,5,9,10-Tetramethylt. .. 218 C16H26 1000298-97-8 47
Abundance Scan 2654 (17.698 min): BF119038.D (-2648) (-) m/z 218.20 100.00%
5000
3 17.40 17.60 17.80 18.00
0 A m/z 203.10 68.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235120: .beta.-Amyrin trimethylsilyl ether
218
5000 L DR SRR SN B
17,40 17.60 17.80 18.00
190 m/z 189.10 22 .79%
o Iunfﬁaiii}el 243 279304 337 365393 498
m/z--> 150 200 250 300 350 400 450 500
Abundance
218
41 17.40 17.60 17.80 18.00
0
5000 o7 175 m/z 69.05 20.83%
% 135
L S U U L W UL UL S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75645: 5H-Oxazolo[3,2-a]pyridine-8-carbonitrile, 6-ethyl-... e R BRREs RS
203 17.40 17.60 17.80 18.00
m/z 219.15 20.79%
5000
175
o 77 106 145
m/z--> 50 100 1%0 200 250 300 350 400 450 500 17.40 17.60 17.80 18.00

8270-BF022020-M Tue Feb 25 15:09:39 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Hop-22(29)-en-3.beta.-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.02 5.61 ng 320626 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 83
2 1-Naphthalenepropanol. .alpha.-e... 308 C20H3602 000515-03-7 49
3 1.5-Cvcloundecadiene. 9-(l1l-methv... 190 C14H22 062338-55-0 44
4 2.6.10.10-Tetramethvlbicvclol7.2... 204 C15H24 136296-37-2 41
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 38
Abundance Scan 2709 (18.021 min): BF119038.D (-2702) (-) m/z 95.00 100.00%

5000

|“ ﬁﬂ 283 31|5 355 42|6 17.80 18.00 18.20 18.40
ol I S S < & m/z 189.10 83.39%
m/z--> 50 100 150 200 250 300 350 400

Abundance #221200: Hop-22(29)-en-3.beta.-ol

9

17.I80 18.IOO 18.I20 18.I40
m/z 81.00 80.23%

5000

344 378 411

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
41 81
109 N B B !
17.80 18.00 18.20 18.40
137 191 257 0
5000 m/z 93.00 78.53%
161
ol b Il b T L
m/z--> 50 100 150 200 250 300 350 400
Abundance #53186: 1,5-Cycloundecadiene, 9-(1-methylethylidene)- N B B !
41 93 17.80 18.00 18.20 18.40
67 121 m/z 121.05 69.60%
5000
147 175
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119038.D

Aca On : 24 Feb 2020 23:27

Operator : CG/JU

Sample : L1635-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Stigmast-4-en-3-one Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.23 2.85 ng 162822 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 90
2 Testosterone cvpionate 412 C27H4003 000058-20-8 50
3 Testosterone 288 C19H2802 000058-22-0 38
4 (Z2.2)-3-Methvl-3H-cvclonona(def)... 230 C18H14 110823-80-8 38
5 Thiophene-2-sulfonic acid, (3-fl... 271 C11H10FNO2S2 1000311-21-1 38
Abundance Scan 2745 (18.233 min): BF119038.D (-2740) (-) m/z 124.05 100.00%
124
229
5000

175 207 18.00 18.20 18.40 18.60

m/z 229.10 57 .44%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

124

5000
18.00 18.20 18.40 18.60

m/z 147 .05 43.92%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 124 147
R N R N EEERE RS
18.00 18.20 18.40 18.60
5000 79 m/z 43.05 42 .93%
230
185 2 370 412
o 103 207 | 251 327
e A o B e e E L oo o o o e e e a ERA
m/z--> 50 100 150 200 250 300 350 400
Abundance #134627: Testosterone B REEREESEET

18.00 18.20 18.40 18.60
m/z 57.00  37.58%

5000

I I T T
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\

Data File : BF119038.D

Acq On : 24 Feb 2020 23:27 Instrument :
Operator : CG/JU BNA_F

Sample - L1635-05 ClientSampleld :
Misc : DUNR-TS002-01
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2,4,7,9-Tetrameth. .. 9.23 4.3 ng 294425 3 9.79 1375070 20.0
unknown10.37 10.37 2.1 ng 144793 3 9.79 1375070 20.0
Longifolenaldehyde 11.69 2.2 ng 143255 4 11.27 1283510 20.0
n-Hexadecanoic acid 11.80 6.1 ng 393431 4 11.27 1283510 20.0
E-14-Hexadecenal 13.74 14.1 ng 669549 5 13.90 948560 20.0
Sulfurous acid, d... 14.07 2.9 ng 137371 5 13.90 948560 20.0
1-Heptacosanol 14.38 18.9 ng 898537 5 13.90 948560 20.0
Triacontane 14.67 3.5 ng 198295 6 15.33 1142360 20.0
Octadecanal 14.80 2.3 ng 128364 6 15.33 1142360 20.0
Hexacosane 14.99 4.8 ng 273015 6 15.33 1142360 20.0
Tetracosane 15.76 2.8 ng 157694 6 15.33 1142360 20.0
n-Tetracosanol-1 15.81 4.4 ng 251639 6 15.33 1142360 20.0
2- Chloropropioni... 16.88 2.8 ng 158779 6 15.33 1142360 20.0
-.gamma.-Sitosterol 17.27 5.0 ng 286728 6 15.33 1142360 20.0
unknownl17 .34 17.34 2.4 ng 138854 6 15.33 1142360 20.0
-beta.-Amyrin tri... 17.70 5.0 ng 284189 6 15.33 1142360 20.0
Hop-22(29)-en-3.b... 18.02 5.6 ng 320626 6 15.33 1142360 20.0
Stigmast-4-en-3-one 18.23 2.9 ng 162822 6 15.33 1142360 20.0
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