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Figure S1. HR ESI-TOF MS spectrum of compound 1
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Figure S2. IR spectrum of compound 1
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Figure S3. UV spectrum of compound 1
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Figure S4. '"H NMR (600 MHz, DMSO-ds) spectrum of compound 1
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Figure S5. 3C NMR (100 MHz, DMSO-ds) spectrum of compound 1
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Figure S6. HSQC (600 MHz, DMSO-ds) spectrum of compound 1
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Figure S8. NOESY spectrum (600 MHz, DMSO-ds) of compound 1
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Figure S10. HR ESI-TOF MS spectrum of compound 2
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Figure S17. NOESY spectrum (600 MHz, DMSO-ds) of compound 2
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Figure S23. 3C NMR (100 MHz, DMSO-ds) spectrum of compound 2a
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Figure S24. HSQC (600 MHz, DMSO-de) spectrum of compound 2a
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Figure S26. NOESY (600 MHz, DMSO-ds) spectrum of compound 2a
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Figure S29. *C NMR (100 MHz, DMSO-ds) spectrum of the hexitol
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Figure S30. HR ESI-TOF MS spectrum of compound 3
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Sample : ZLH-13-2-1-2

' Frequency Range : 3999.64 - 400.157 Measured on : 2014-4-28

Technique : Sample form

[ Resolution : 2 o Instrument : EQUINOX55

I Sample Scans : 16

| Zerofilling:2 | Acquisition : Double Sid_e_d,Fo['_

Figure S31. IR spectrum of compound 3

SPECTRUM / MEASURE << Current Data
580.8 nm -0.084 A
A 1808 5 S — S—
|
0,794 = i
0.588
a.
0.176
0.030 T S T P T T Tt = £, T
: 208.0 300.0 4069 500.0
%
B2
> Set sample then precss [Start Secan].
cEnlarge/Reduce File (SP) Rec, Qutput Set Parametars Start Scan
NO, ABSCISSA PEAK HEIGHT ABSCISSA VALLEY HE [GHT
1 243.6 0.8851 0.4818 219.8 0.5767 -0,2684
2 206.2 e.821% 0.,2406

Figure S32. UV spectrum of compound 3
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Figure S34. *C NMR (100 MHz, DMSO-de) spectrum of compound 3
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Figure S36. HMBC (600 MHz, DMSO-ds) spectrum of compound 3
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Figure S37. CD spectrum of compound 3 in CHsCN
Mass Spectrum Molecular Formula Report
Analysis Infio DAData\ 201411 14CEYANG\ZLH-13-2-1-2-CW d

Analysis Mame Acquisition Date

Method 20131026_ceyang.m Operator
Sample Name ZLH-13-2-1-2-CW
Comment

11/14/2014 4:23:32 PM

micrOTOF-Q
Instrument / Ser# Bruker Customer 125

Acquisition Parameter

Source Type ESI lon Polarty Puositve Set Nebulizer 0.3 Bar
Focas Auctive Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset 500V Zet Dry Gas 4.0 Vmin
Scan End 3000 miz Set Collision CellRF 200.0 Vpp Set Divert Valve Waste
Generate Molecular Formula Parameter
Formada, min. C18H2B02Na
Formauta, max.
Measured m'z 275189 Tolerance 5 pEm Charge 1
Check Valence no Minimum 0 Maximum 0
Mirogen Ruls no Electron Configuration both
Filter HIC Ratio no Minimum o Maximum 3
Estimate Carbon yES
Intens. *ME, D 1min &
wlod

1.0

na

0.6

0.4

2751985
0.2 J
0.0 J. lIJ_J.ADI 11 IJ. L IAJJ.lllleIIJAJIllIJAIA lJll.ll [
250 255 260 265 27 75 280 285 280 285 miz
Sum Formula Sigma miz  Emr[ppm] Mean Ermrppm] Err[mDa] rdb NRule &
CIOHIIMNa 102 0.0 710,106, -3 6.6 036 250 ok even

Figure S38. HR ESI-TOF MS spectrum of compound 3a
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Wavenumber cm-1
[ Sample : ZLH-13-21-2 | Frequency Range : 3999.64 - 400.157 _ Measured on - 2015-4-29
Technique : Sample form | Resolution : 2 Instrument : EQUINOX55 | Sample Scans - 16
| Customer : Default Zerofilling : 2 Acquisition : Double Sided,For
Figure S39. IR spectrum of compound 3a
SPECTRUM / MEASURE <L Current Data >> =5
800.0 nm -0.044 A
A S
1.800 - :
0.704 | . ,,!
!
0.588 ; }
0.382 .
0.176 e
0.030 |le==-—=—-- \._\.‘_‘%‘ i R e i.-- {nm
Gl 400.0 660.0 800.0
> Set sample then press [Start Scan]. . .
cEnlarge/Reduce File (SP) Rec. Output Set Parameters Start Scan
NO, ABSCISSA PEAK HEIGHT ABSCISSA  VALLEY HEIGHT
1 240.5 0.4090 8.1768 306.5 0.0217 -0.0117
2 219.0 0.3124 -0,0927

Figure S40. UV spectrum of compound 3a
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Figure S41. 'H NMR (600 MHz, DMSO-ds) spectrum of compound 3a
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Figure S42. 3C NMR (100 MHz, DMSO-ds) spectrum of compound 3a
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Figure S43. HSQC (600 MHz, DMSO-ds) spectrum of compound 3a
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Figure S44. HSBC (600 MHz, DMSO-ds) spectrum of compound 3a
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Figure S45. CD spectrum of compound 3a in CHsCN
ZLH-13-2-1-3 150 (1.131) 1:TOF MS ES+
5. 441.2452 (0.3 mDa) 3.25e5
100
305.1567 (0.3 mDa)
5‘9'_ 123.0915 (0.2 mDa)
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2831744 (0.7 mDeQl 457.2180 (0.9 mDa) 939‘2892 (4.4mDa) — 899.4079
0 ”I II‘ I LR L5 ) ‘l ‘I‘ IAI T ol T T | i T T |ﬂ'I/Z
100 200 300 400 500 600 700 800 900 1000 «
m/z 441.2452 [M+ Na] *

Figure S46. HR ESI-TOF MS spectrum of compound 4
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Figure S47. IR spectrum of compound 4
SPECTRUM / MEASURE IS Current Data >
o 400.0 o —0,060 &
L < e iRty
& 1,088 T\ = _"_ W
% % o
0.794 : S\VHWW..“ . S —— g
'\\‘ :
2,176 s e e
l B a2
-0,029 lemmmo-ooocmcemcmcones = o 400 ,A
260,08 300.0 ’
AN 13243 .
» Gpt gample then press [wtart oCani., = Shardl Boan
zEnlarge/Reduce File (&P) Fec, Cutput Set Faransters REATY ¥

RO ARECISSA PEAK HEIGHT ARSCISEA YALLEY HEIGHT
1 507.2  1.8099  0.4306

Figure S48. UV spectrum of compound 4
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Figure S50. *C NMR (100 MHz, DMSO-ds) spectrum of compound 4
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Figure S51. HSQC (600 MHz, DMSO-ds) spectrum of compound 4
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Figure S52. HMBC (600 MHz, DMSO-ds) spectrum of compound 4
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Figure S53. NOESY spectrum (600 MHz, DMSO-ds) of compound 4
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Figure S54. CD spectrum of compound 4 in CHsCN

31



peiyuehu

A H-145-21-0403 788 [5.882 1:TOF MSES+
1001 286 3108 4.1%4
- 2771814

3092072

102103 3563415 4133932
537U

1110045000 ggp 771643 200 11342211186 2774704 tsam 47833

74 8226
mz
60 80 100 120 140 100 180 200 220 240 280 280 300 320 M40 0 0 400 420 440 460 480 O

'.?

mlz 277.1814 [M+Na] +

Figure S55. HR ESI-TOF MS spectrum of compound 5
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| Technique : Sample form Resolution : 2 | Instrument : EQUINOX55 Sample Scans : 16

_Customer : Default Zerofilling : 2. | Acquisition : Double Sided,For

Figure S56. IR spectrum of compound 5
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> Set sample then press [Start Scanl,
2Enlarge/Reduce File (SP) Rec, Output Set Parameters Start Scan
2 e
NO, ABS(_JISSA PEAK HEIGHT ABSCISSA  VALLEY HEIGHT
1 203.2 0.4280 0.1380 261.0 0.3024  -G.0561
Figure S57. UV spectrum of compound 5
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Figure S58. 1H NMR (600 MHz, DMSO-ds) spectrum of compound 5
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Figure S59. 3C NMR (100 MHz, DMSO-ds) spectrum of compound 5
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Figure S60. HSQC (600 MHz, DMSO-de) spectrum of compound 5
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Figure S61. HMBC (600 MHz, DMSO-ds) spectrum of compound 5
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Figure S62. NOESY spectrum (600 MHz, DMSO-ds) of compound 5
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Figure S64. HR ESI-TOF MS spectrum of compound 6
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Figure S65. IR spectrum of compound 6
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2Enlarge/Reduce File {SP) Rec. Cutput Set Parameters Start Scan

=) - 122-1-6-
NO.  ABSCISSA  PEAK HEIGHT ABSCISSA  VALLEY HEIGHT
1 205,90 0.9165 [,4830

Figure S66. UV spectrum of compound 6
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Figure S68. *C NMR (100 MHz, DMSO-ds) spectrum of compound 6
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Figure S70. HMBC (600 MHz, DMSO-ds) spectrum of compound 6
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Figure S71. NOESY spectrum (600 MHz, DMSO-ds) of compound 6
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Figure S72. HR ESI-TOF MS spectrum of compound 7
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Figure S74. UV spectrum of compound 7
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Figure S75. TH NMR (600 MHz, DMSO-ds) spectrum of compound 7
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Figure S76. °C NMR (100 MHz, DMSO-de) spectrum of compound 7
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Figure S77. HSQC (600 MHz, DMSO-ds) spectrum of compound 7
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Figure S78. HMBC (600 MHz, DMSO-ds) spectrum of compound 7
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Figure S79. NOESY spectrum (600 MHz, DMSO-ds) of compound 7
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Figure S80. 'H NMR (400 MHz, DMSO-ds) spectrum of 2 isolated from the modified
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Figure S81. 3C NMR (100 MHz, DMSO-ds) spectrum of 2 isolated from the modified

medium No.2
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