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Figure S1. Selected COSY and HMBC correlations exhibited by compound 1.
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2. '"H-NMR Spectra of Rapa-31-OTMS and Rapa-31, 42-OTMS
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Figure S2. 'H-NMR spectra of Rapa-31-OTMS.
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3. 1D, 2D NMR, LCMS and IR Spectra of Compound 1-11

Solvent: DMSO
Temp. 27.0 C / 300.1 K

PULSE SEQUENCE: presat
Relax. delay 1.000 sec
Pulse 32.4 degrees
Ac:. time 2.671 sec
Width 11998.4 Hz

32 repetitions

08S 1 9.6369909 MHz

DATA PROCESST
Line broadening 0.1 Hz
FT size 262144

Total time 1 min, 57 sec
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File: 6013659 _c
Solvent:
Temp. 27.0 C / 300.1 K

PULSE SEQUENCE

Relax. delay 0.010 sec
Pulse 21.1 degrees

Acqg. time 0.800 sec
Width 39860.0 Hz

6720 repetitions

BS C13, 150.7764636 MHz
DEC H1, 599.5238642 MHz
Power 44 dB

on during acquisition
off during delay
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Total time S hr, 39 min
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Figure S4. "H-NMR of compound 1.

bl

S3

. e . ——r—rr SR M U T U —r
12 11 ) 9 8 7 Rmg oYY I AR b A sor S ppm
-3 sl ~n UT - W 09 OV OGO 0 NN U e SO0
s S OSSYSST R oUSTmNSSNE S R oamw
& ointd  cie eees 28 S 2 Gvkio- b 1 & sy
I
A £ Pt e A e e o D R S N e S A T R LA TP Y
2% R S80GSR 88hNSSReIa8 RS0 88Y20 RS8R IR SN RS I ReNaNIRssSRs2A0s RSy
B T B B Pk B Dt e P B o e e e
- o o COOMTNNNNNONNNOITDONANNNONODLNVTTT T T
b~ bt 4o 0 Bt o Bt B RS B3 DO NONNNONONNNNNNNNN -

e

T

L

e

g

|- i

L e

RALELELE B e

TrTTTT T

LB B e

T

T

T

T
140 60 40

T T
160 120 100 80

20

ppm



Molecules 2014, 19

C8-2-16
6013659

Sample directory:
Pulse Sequence: gchsqc

Figure S6. HSQC of compound 1.
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Sample directory: nosave
Pulse Sequence: gHMBC

Figure S7. HMBC of compound 1.
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Figure S8. COSY of compound 1.
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CS-2-16
6013659

Sample directory:

Figure S10. TOCSY of compound 1.
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Figure S12. IR of compound 1.
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Figure S13. 'H-NMR of compound 2
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Figure S14. **C-NMR of compound 2.
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Figure S15. MS of compound 2.
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Figure S16. IR of compound 2.
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Figure S17. "H-NMR of compound 3.
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Figure S18. *C-NMR of compound 3.
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Figure S19. MS of compound 3.
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Figure S20. IR of compound 3.
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Relax. delay 1.000 sec
Pulse 32.4 degrees
Acq. time 2.656 sec
width 7126.9 Hz

082 repetitions

NMR Laboratory
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P. R. China
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Figure S21. *H-NMR of compound 4.
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S12

Figure $22. **C-NMR of compound 4.
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Figure S23. MS of compound 4.
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Figure S24. IR of compound 4.
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Figure S25. *H-NMR of compound 5.
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Figure S26. *C-NMR of compound 5.

Sample_id =(S-3-22

Pt = 0533-10,jdf CH.CI
Creation_time =23-DEC-2013 16:48:55 3
Site =ECA400 F

Experiment =single_pulse_dec

X_domain = IS(é el

Scans =520

Temp_get = 18.9{dC]

Solvent = CHLOROFORM-D

T - v T T
2200 2100 2000 1900  180.0

214.41
208.35

Figure S27. MS of compound 5.
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Figure S28. IR of compound 5.
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Figure $29. 'H-NMR of compound 6
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Spectrometer: 'ncba600"
VARIAN INOVA 600
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Figure S30. *C-NMR of compound 6.
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Figure S31. MS of compound 6.
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Figure S32. IR of compound 6.
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Figure $33. 'H-NMR of compound 7.
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Figure S34. *C-NMR of compound 7.
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Figure S36. HMBC of compound 7.
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Figure S38. ROESY of compound 7.
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Figure S40. MS of compound 7.
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Figure S42. 'H-NMR of compound 8.
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Figure S43. *C-NMR of compound 8.
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Figure S44. MS of compound 8.
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Figure S46. *H-NMR of compound 9.
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Figure S48. MS of compound 9.
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Figure S50. *H-NMR of compound 10.
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Figure S52. MS of compound 10.
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Figure S55. *C-NMR of compound 11.

l J MM@JWUMMMMJL_

h
se_dec

Temp. 27.0 C / 300.1 K
Road,

DNSO
()
Te1:86-10-66931443
Fax:86-10-68186281
S-3-40
0556-5.5df

ina
=23-DEC-2013 17:18:49

ECA400

= 185[dC]
= CHLOROFORM-D

inj

1
it
=520

Relax. delay 1.000 sec

File: 6012221
PULSE SEQUENCE: presat
National Center of
Biomedical Analysis
in
A1,

Solvent:
NMR Laboratory

27 Tai

Bei

P.
bbbl

Molecules 2014, 19

0s°srl

1091
$6'P91
SE°691

wue



Molecules 2014, 19 S29

Figure S56. MS of compound 11.
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