Mar. Drugs 2016, 14, 41 S1 of S8

Supplementary Materials: Bisdioxycalamenene:
A Bis-Sesquiterpene from the Soft Coral Rhytisma
fuloum fulvum

Yuval J. Trifman, Maurice Aknin, Anne Gauvin-Bialecki, Yehuda Benayahu, Shmuel Carmeli
and Yoel Kashman

Table of Contents
Figure S1. 1H NMR of Bisdioxycalamenene (1) in CDCI3 S2
Figure S2. 13C NMR of Bisdioxycalamenene (1) in CDCl3 S3
Figure S3. HSQC Spectrum of Bisdioxycalamenene (1) in CDCI3 S4
Figure S4. HMBC Spectrum of Bisdioxycalamenene (1) in CDCI3 S5
Figure S5. COSY Spectrum of Bisdioxycalamenene (1) in CDCI3 S6
Figure 56. HRMS of Bisdioxycalamenene (1) 57

Figure S7. Image of Rhytisma fulvum fulvum S8




Mar. Drugs 2016, 14, 41 S2 of S8

v

auauswe|easxolpsig

e

{wdd]

8 [rel]

Figure S1. IH NMR of Bisdioxycalamenene (1) in CDCl3.
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Figure S2. 13C NMR of Bisdioxycalamenene (1) in CDCl3.
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Figure S3. HSQC Spectrum of Bisdioxycalamenene (1) in CDCl3.
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Figure S4. HMBC Spectrum of Bisdioxycalamenene (1) in CDCl3.
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Figure S5. COSY Spectrum of Bisdioxycalamenene (1) in CDCl3.
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Elemental Composition Report

Single Mass Analysis L
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0 //W_Wn__ox<nm_93m=m:m
Element prediction: Off = 0

Number of isotope peaks used for i-FIT = 3 m_u

Monoisotopic Mass, Odd and Even Electron lons

29 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:20-40 H:20-50 O:0-10

TCNM-163-AB2 Yuval trifman KASHMAN 146 82 (4.143)
TOF MS APPI+
6.35¢+004
- 478.3080
479.3194
O\OI.
] 480.3283
" 477.5042 4781289 | 478 5366  479.1144)479.5450479.6870 | 480.6002 4813204 4816508 4893313 482951 4832505 483.6995483.8603 4pases3 8480
[ RS S T v BN TR T LS R e e W e A e e R B R . e L R e i e i i i L R S A T d B S
478.00 479.00 480.00 481.00 482.00 483.00 484.00 485.00
Minimum: -1.5
Maximum: Bl 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
478.3080  478.3083 0.3 ~0.6 11.0 167.7 0.0 C31 H42 O4

Figure S6. HRMS of Bisdioxycalamenene (1).



Mar. Drugs 2016, 14, 41 S8 of S8

Figure S7. Image of Rhytisma fulvum fulvum. The soft coral (yellow) depicted on a sponge.



