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Table S1  Crystal Data, Collection and Data Processing 

Statistic Thaumatin + Thioflavin T Thaumatin + xylene cyanol 

 

Space Group 

Cell dimensions in A 

Temperature 

Mother liquor 

pH 

Crystallization method 

X-ray source / wavelength 

Detector 

Number of crystals 

Runs per crystal 

Rotation ranges 

Rotation angle 

Time per frame 

Resolution of collection 

Resolution outer shell 

Number unique reflections 

CC1/2 

Rmerge 

Rmeas 

Rpim 

Completeness 

Multiplicity 

I / sigma 

 

P41212 

a= 58.48, b=58.48, c=151.71 

298°C 

20% PEG 3350, 0.1M citrate 

6.5 

Sitting drop/vapor diffusion 

Rigaku RU-200 / 1.5416 Å 

CCD 

1 

2 

360° 

1.00° 

30 seconds 

550.0 Å – 2.2 Å 

(2.29 Å – 2.2 Å) 

12,192 (247) 

0.999 (0.887) 

0.067 (0.187) 

0.071 (0.247) 

0.021 (0.159) 

88.1 (20.4) 

9.5 (1.3)  

23.1 (2.9) 

 

P41212 

a= 58.48, b=58.48, c=151.71 

298°C 

20% PEG 3350, 0.1M citrate 

6.5 

Sitting drop/vapor diffusion 

Rigaku RU-200 / 1.5416 Å 

CCD 

1 

2 

360° 

1.00° 

30 seconds 

52.0 - 2.23 

2.3 - 2.23 

12,161 

0.999 (0.933) 

0,048  (0.069) 

0,048  (0.069) 

0.015  (0.088) 

89.7  (20.1) 

9.6 (1.5) 

24.2 (3.1) 
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Table S2  Structure Refinement Statistics 

   

Statistic Thaumatin + Thioflavin T Thaumatin + xylene cyanol 

 

Number unique reflections used 

Free R test set count / % 

R working 

R free 

R work + free 

Mean B overall 

Ramachandran outliers 

Sidechain outliers 

Clash score 

RMS bond length 

RMS bond angles 

RMS chiral volume 

 

11,534 

600 / 4.9% 

0.130 

0.167 

0.132 

30.04 A2 

0 

1 

7 

0.0108 Å 

1.42° 

0.079 A3 

 

11,496 

578 / 5.03% 

0.125 

0.164 

0.129 

28.5 

1 

0 

6 

.011 

1.52° 

0.084 

 

 


