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Table S1: Percentages of sequence identities for UGT74B1 and its templates.  

Table S2: Percentages of sequence identities for UGT74B1 and its templates in the active site region. 

 

Figure S1 : Sequence alignment for UGT74B1 and its closest homologues. 

Figure S2 : 1H  and 13C NMR Spectra of compound 7. 

Figure S3 : HRMS Spectrum of compound 7. 

Figure S4 : 1H  and 13C NMR Spectra of compound 9. 

Figure S5 : HRMS Spectrum of compound 9. 

Figure S6 : 1H  and 13C NMR Spectra of compound 10. 

Figure S7 : HRMS Spectrum of compound 10. 
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 74B1 2VCE 3HBF 2C1Z 2PQ6 4WHM 2ACW 

74B1 100 85.65 87.53 88.12 86.55 86.61 84.47 

2VCE 25.83 100 83.7 84.01 84.99 82.56 87.09 

3HBF 23.26 24.58 100 91.09 85.14 87.88 83.17 

2C1Z 23.48 24.79 48.03 100 85.82 89.27 83.46 

2PQ6 25.93 28.01 23.86 22.82 100 84.4 83.53 

4WHM 26.09 22.71 39.65 42.98 21.99 100 82.99 

2ACW 22.15 29.79 23.44 22.8 24.27 20.86 100 

Table S1: Percentages of sequence identities obtained by a dual structure-sequence multiple 

sequence alignment (green) and structural similarity scores (blue) obtained using CATH-SSAP for 

UGT74B1 and its templates. The maximum possible structural similarity score is 100. 

 

Active site 74B1 2VCE 3HBF 2C1Z 2PQ6 4WHM 2ACW 

74B1 100 51.02 47.92 45.83 60.42 45.83 45.83 

2VCE  100 46.94 51.02 44.9 40.82 55.1 

3HBF   100 81.25 43.75 68.75 50 

2C1Z    100 45.83 64.58 45.83 

2PQ6     100 43.75 41.67 

4WHM      100 39.58 

2ACW      
 

100 

 

Table S2: Percentages of sequence identities obtained by a dual structure-sequence multiple 

sequence alignment for  UGT74B1 and its templates in the active site region. 
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Figure S1 (continued): Sequence alignment for UGT74B1 and its closest homologues using the 

TCOFFEE accurate mode. Secondary structures are highlighted in green for sheets and in yellow for 

helices. Secondary structure assignment for UGT74B1 is based on the homology model obtained 

using the MODELLER program.  
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Figure S2 : 1H (top) and 13C (bottom) NMR Spectra of compound 7. 
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Figure S3 : HRMS Spectrum of compound 7. 
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Figure S4: 1H (top) and 13C (bottom) NMR Spectra of compound 9. 
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Figure S5 : HRMS Spectrum of compound 9. 
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Figure S6 : 1H (top) and 13C (bottom) NMR Spectra of compound 10. 

  



10 
 

  

 

 

FigureS7 : HRMS Spectrum of compound 10. 

 

 


