
S1 

 

Supporting Information 

Design, Synthesis, and Biological Evaluation of Substituted 4,6-

Dihydrospiro[[1,2,3]triazolo[4,5-b]pyridine-7,3'-indoline]-2',5(3H)-dione Analogues as 

Potent NS4B Inhibitors for the Treatment of Dengue Virus Infection 

 

Jimin Xu,
†,‖

 Xuping Xie,
‡,‖

 Na Ye,
†
 Jing Zou,

‡
 Haiying Chen,

†
 Mark A. White,

‡,§ 
Pei-Yong 

Shi,
‡,§,

* and Jia Zhou
†,§,

* 

 

†
Chemical Biology Program, Department of Pharmacology and Toxicology, 

‡
Department of 

Biochemistry and Molecular Biology, and 
§
Sealy Center for Structural Biology and Molecular 

Biophysics, University of Texas Medical Branch, Galveston, Texas 77555, United States 

 

 

 

 

 

Table of Contents 

Copies of 
1
H and 

13
C NMR spectra……………………………………………………..S2-S65 

Table S1. Crystal Data for compound 7……………………………………………..……..S66 

  



S2 

 

Copies of 
1
H and 

13
C NMR Spectra  

 
 

 



S3 

 

 
 

 

 

 



S4 

 

 
 

 

 

 



S5 

 

 
 

 

 

 



S6 

 

 

 
 

 

 



S7 

 

 
 

 

 

 



S8 

 

 
 

 

 

 



S9 

 

 
 

 

 

 



S10 

 

 
 

 

 

 



S11 

 

 
 

 

 
 



S12 

 

 

 
 

 

 



S13 

 

 
 

 

 



S14 

 

 
 

 

 

 



S15 

 

 
 

 

 

 



S16 

 

 
 

 

 

 



S17 

 

 

 
 

 

 



S18 

 

 
 

 

 

 



S19 

 

 
 

 

 

 



S20 

 

 
 

 

 

 



S21 

 

 
 

 

 

 



S22 

 

 
 

 

 

 



S23 

 

 
 

 

 

 



S24 

 

 

 
 

 

 



S25 

 

 
 

 

 
 



S26 

 

 
 

 

 
 



S27 

 

 
 

 

 
 



S28 

 

 
 

 
 



S29 

 

 
 

 

 

 



S30 

 

 
 

 

 

 



S31 

 

 
 

 

 

 



S32 

 

 
 

 

 

 



S33 

 

 
 

 

 

 



S34 

 

 
 

 

 

 



S35 

 

 
 

 

 

 



S36 

 

 
 

 

 

 



S37 

 

 
 

 

 

 



S38 

 

 
 

 

 

 



S39 

 

 
 

 

 

 



S40 

 

 
 

 

 

 



S41 

 

 
 

 

 



S42 

 

 
 

 

 

 



S43 

 

 
 

 

 

 



S44 

 

 
 

 

 

 



S45 

 

 
 

 

 

 



S46 

 

 
 

 

 

 



S47 

 

 
 

 

 

 



S48 

 

 
 

 

 

 



S49 

 

 
 

 

 

 



S50 

 

 
 

 

 

 



S51 

 

 
 

 

 

 



S52 

 

 
 

 

 

 



S53 

 

 
 

 

 

 



S54 

 

 
 

 

 

 



S55 

 

 
 

 

 

 



S56 

 

 
 

 

 

 



S57 

 

 
 

 

 

 



S58 

 

 
 

 

 

 



S59 

 

 
 

 

 



S60 

 

 
 

 

 
 



S61 

 

 

 

 
 

 



S62 

 

 

 
 

 

 



S63 

 

 
 

 

 
 



S64 

 

 
 

 



S65 

 

 
 

 

 
 



S66 

 

Table S1. Crystal Data for Compound 7
a
     

 

 
CCDC 1830521 

Compound 7 

Bond precision C-C = 0.0049 Å 

Wavelength 1.54178 

Cell a = 8.2709 (8); b = 11.8565 (11); c = 22.060 (2) 

 alpha = 90; beta = 90; gamma = 90 

Temperature 100 K 

Volume 2163.3 (4) 

Space group P 21 21 21 

Hall group P 2ac 2ab 

Moiety formula C21H17N5Cl2O2, CH4O 

Sum formula C22H21 Cl2N5O3 

Mr 473.33 

Dx, g cm
-3

 1.453 

Z  4 

Mu (mm
-1

)  3.004 

F000  980.0 

h, k, lmax  10, 14, 27 

Nref  4081 

Tmin, Tmax  0.823, 1.000 

Data completeness  1.66 / 0.95 

Theta (max)  72.545 

R (reflections) 0.0483 (4036) 

wR2 (reflections)  0.1153 (4081) 

S 1.313 

Npar 297 

a
The crystal data for compound 7 is based upon the checkCIF/PLATON report (http://checkcif.iucr.org/). 

 


