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7 APPENDICES

7.1 Appendix A
The Structures of All 4—Dimethyl Marine Sterols Reported

to the Beginning of 1977.

Each sterol is given a unique number which is used in
subsequent discussions in the text.

The molecular weight (M* and common trivial name are given
for each sterol.

The nuclei all possess alternating trans-anti
stereochemistry at the ring junctures, except the 5* stanols
(farthest right hand column) which possess a cis-A,B ring fusion.

The number of carbon atoms in the side chains is indicated
along the left hand border.

See p. 102a for Appendix |.
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7.2 Appendix B
Sources of Sterol Mass Spectra.

Sterol: names listed on the following two pages
indicate spectra that were obtained from the old mass
spectral files of Prof. Carl Djerassi. The spectra are
divided into two groups: (1) sterols that are known to
occur in marine sources, i.e. "4-demethyl marine sterol
mass spectra" and (2) all other sterol mass spectra from
those files grouped under "4-demethyl synthetic sterol mass
spectra". The original CD number is given. These spectra
were incorporated in the National Institutes of Health MSSS
mass spectral data bank, which is available internationlly
to researchers employing mass spectral identifications
systems. See: S. R. Heller, Biomed. Mass., 1, 207 (1974).

All other mass spectra listed in Appendix 1 have been
obtained by running mass spectra of authentic samples
provided by researchers from around the world. The samples
were either pure compound or mixtures requiring subsequent
purifications here. I would,therefore, like to join Professor
Djerassi in thanking these researchers.

 

- Dr. Aringer Dr. J. Mathieu
(Karolinska Siukhuset, Stockholm) (Roussel-UCLAF Research

Laboratories)

'Dr. J. T. Baker and Dr. R. J. Wells
(Roche Research Institute of Dr. P. J. Scheuer
Pha rmacology, Australia) (University of Hawaii)

Dr. M. Barbier Dr. F. J. Schmitz
(Institut de Chimie des Substances (University of Oklahoma)
Naturelles, France)

Dr. R. H. Thomson

Dr. L. J. Goad (University of Aberdeen)
(University of Liverpool, England)

Dr. A. J. Weinheimer
Dr. A. Kanazawa (University of Oklahoma)
(University of Kagoshima, Japan)

Dr. B. A. Knights .
(University of Glasgow, Scotland)

Dr. M. Kobayashi
(Hokkaido University, Japan)

I would also like to thank Willian A. Dow, Stanford University,
for samples of aplysterol 90 and didehydroaplysterol 77 which
he isolated from Verongia fistularis.
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U=DEMETHYL SYNTHETIC STEROL MASS SPECTRA FROM THE FILES OF

CARL DJERASSI JAN, 7, 1976
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SO# . CATA COR MW NS FORMULA STEROL

Wot 05203 276 CEC~103 C19H320 SALPHA*ANDROSTAN@3BETA*OL

>» 99 16309 300 AEI=MS9 C21H320 (17(20)Z)=PREGNA#5,17(20)=DIEN=3BETA#OL

m221 99999 302 MATCH4 C2LH340 PREG=SwEN=3BETA=OL

219 Q9576 316 AET#MS9 C2ea2Hs4uo 23, 24~*DINOR=CHOL=20"EN=3BETA=OL,

mmm Udit 328 U C23H340 2UeNORMCHOLA*5, 22°DIEN=SRETA*OL

S673 20636 342 U C24H380 (C22E)-CHOLA#5,22=DIEN@=3BETA*OL

5672 20637 342 Uo=t«; C24H380 (22Z)=CHOLA=5,22e«DIEN=3BETA=0L

78 {8697 346 AEIT-MS9 C24Hu20 SBETA=CHOLAN=3BETA~Ol,

76 18743 346 U C24Ha2ed SBETA@CHOLAN@=3ALPHA#OL

S671 ° 20644 356 U C25H400 (222) "26, 27*DINOR=CHOLESTA"5S, 22=DIEN@SRETAROL

5670 20639 356 V C25H400 (226) %26,27*DINOR=CHOLESTA#5, 22-01 EN@3BETAROL

5669 20659 370 U C26H420 (222) =2UeNOR@CHOLESTA=S,2e~DIEN=3BETAWOL

5345 99690 370 U C26H420 2U~NORACHOLESTA=S;,eS"°DIEN=3BETA*OL

53ugq 99691 370 VU C26H420 Z4UeNORWCHOLESTA=S,23=DIEN=3BETA=OL

Y69{ 18661 382 MAT=CHA C2e7H420 CHOLESTA#5,20C21),24nTRIEN@SBETA@OL,

4692 {18659 382 MAT*CHU C27H420 (1 7C20)E)=CHOLESTA=5,17(20), 2UnTRIEN@3BETA=OL

- §667 20525 384 U C27H440 (22Z) 27H NOR=24@eNETHYLCHOLESTA=S,22-D1LEN=3BETA=OL

4693 {8803 384 MAT*CH4 C27H440 (20 (22) E)sCHOLESTA=5,20(22) =DIEN=3BETA= OL

&o98 $8723. 384 VW Ce7H440 CHOLESTA#S,20(24)"*DIEN=3BETA#OL

3299 99812 366 U C27H4b0 CHOLEST=8(14) =EN=3BETA=OL

234 06032 398 cEc=103 C28K460 2UeMETHYLCHOLESTA#5, 24025) =DIEN@SBETAWOL

234 09180 400 MAT*CHU C28H480 24~eMETHYLCHOLEST@B(14)=EN@=3BETA#OL

3518 {19479 410 U C29H460 22,23"™METHYLENE@2U™METHYLCHOLESTA=5,24(28)=DIEN@38-o

4785 19336 -dle MATCH C29H480 (22E) #24=DIMETHYLCHOLESTA#5,22=DIEN@3BETA*OL

SR# s SAMPLE BOX NUMBER

CATH » TABLET CATALOG NUMBER won

COOK = CARL DJERASSI MASS SPECTRUM NUMBER » indicates that spectrum has C

MW = MOLECULAR WEIGHT subsequently been moved to the ee

MS 3 MASS SPECTROMETER Marine file. R

CALL SPECTRA RECORDED AT 7O0EV)
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UeDEMETHYL MARINE STEROL MASS SPECTRA

CARL DJERASS!I

FROM THE FILES OF

JAN, 7, 1976

CALL SPECTRA RECORDED AT TOEYV)

CATH co # MW MS FORMULA STEROL

5666 20660 370 U C26H420 2UmNOR=CHOLESTA#5S,227DIENwSBRETASOL

5339 18380 372 AET@MS9 C2bH4do 2yaNOR@CHOLEST*S™EN=3BETAROL

4739 99754 372 U C26Hu40 + (22E) = 9=NOR@SALPHA, 1 OBETASCHOLEST#22eEN=SBETA@OL

100 {6746 384 AEI=MS9 C27H4AD CHOLESTA=5, 7#0IEN@3BETA*OL

es7 05570 364 MATCHA C27HUdo CHOLESTA@S, 2UDTEN@3BETA=O0L

$03 $6793 384 AET=MS9 C27Ha4a PSALPHA~CHOLESTA=7,9C1 1) “DIEN*3SBETA*OL

473e 17657 486 UO, C27H460 CHOLES T=S"EN@SRETAOL

104 16778 386 AEY*MS9 C27HU60 SALPMApCHOLEST=7=EN=3BETA*OL

2509 18633 388 U C27H480 SALPHA=CHOLESTAN@3BETA“OL

406 05557 386 CECH#103 C27HUAO0 SALPHA*CHOLESTAN=3BETA=OL

4748 20063 398 AET=MS9 C28H460 (22£) ~24eMETHYLCHOLESTA=5, 22¥OTEN@3BETAROL

e455 {Seid 398 U C28H460 (22£) w2UeMETHYLCHOLESTA@S, 22-DIEN@3BETA@OL

232 06060 398 MAT*CH4 C2aHdb0 24mHE THLYCHOLESTA*S, 24(28) sOLEN@3BETAWOL

233 09125 398 MAT*CHY C28HN60 (22E) n2UeMETHYL = SALPHASCHOLESTA=7,22"DIEN@3BETA=O
L

3503 15281 uj2 AET*M39 C29HUB0 (22E) = 2URETHYLCHOLESTA=S, 22eD0IEN@SBETA*OL

2454 14916 “ie Vy) C29H480 (22E) «24HETHYLCHOLESTAW5S, 22-DIEN@3BETA*OL

236 06052 u{2 MATCH4 C29Hu80 (DOE) e2UeETHYL*SALPHAWCHOLESTAN7,
22-DIEN@SBETAMOL

2438 12489 a\2 U C29H480 C2UE) @STIGMASTA@S, 24 (28) *DIENWSBETA=OL

-3U06 $1257 a{2 AEI=4S9 C29HUA0 (2UE)@STIGMASTA=5, 24 (28) =OLEN=3BETAWOL

a7ue 99752 4ie2 U C29H4aod C2UE)@STIGMASTAWS, 24 (2B) =DIEN@SBETAWOL

238 06237 ie AETHHS9 C29HURO (2UE)“STIGHASTA#=5, 24 (28) -DIEN=3f-ol

4738 14100 Yi16 U C29HS20 2 UmETHYL@SALPHA=CHOLES TAN~3BE
TA*OL

2450 13915 Y26 AET#HS9 C30HK500 GORGOSTEROL

4733 17659. 426 U- C30HS00 GORGOSTEROL ,

u7ug 19975 426 U C30HSO00 (247) ©24*PROPYL I DENECHOLEST#S~EN=3BETA=OL

Spa = SAMPLE BOX NUMBER » indipates spectrum has been moved »

CATH = TABLET CATALOG NUMBER
Oo e synthetic file

Cox © CARL DJERASSI MASS SPECTRUM NUMBER «“_.” indicates spectrum has subsequently —

MW = KOLECULAR WEIGHT been deleted because of poor quality.

MS 2 A
S
O

MASS SPECTROMETER |
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