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Fig. S1. Side-chain quality before and after resampling, a rotamer is considered correct if it is within 40 
degrees of the correct rotamer. A) Fraction correct χ1 before vs. after resampling; B) Fraction correct 
χ
1+2 before vs. after resampling; C) Box-and-whisker plots showing the distribution of fraction correct 
χ
1 for the complete set (all), the targets showing no improvement in model selection (no improvement), 

and targets showing improved selection (improvement) before and after resampling, respectively. The 
median is showed in red, the box represent the first and third quartiles and the whiskers extends to 1.5 of 
the interquartile range covering 99.3% of the data assuming normal distribution; D) Same as in C) but 
for χ1+2. The targets included in the no improvement and improvement sets are defined in Fig S2. 
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Fig. S3. Scatter plots of predicted scores for ProQM-resample, ProQM, Pcons and EVFOLD-MQAP vs 
TMscore for each of the 25 targets. The title of each scatter plot has correlation coefficient, R, the TMscore 
and the Z score for the top 1 model, and the TMscore and Z score for the best possible model. 

 
 

Fig. S2. Target selection per target as measured by the Z-score for the first ranked model for ProQM, ProQM-
resampling and the best possible selection, respectively. To analyze the reason for improvement targets were 
group into three sets, the excluded set for which no improvement is possible since the initial choice is already 
close to optimal, the improvement set, and no improvement set. Targets with Zbest-ZProQM<0.3 were put in the 
excluded set, marked by S:E after the target name on the x-axis, targets with  ZProQM-resampling-ZProQM=ΔZ>0.3, 
marked by S:+, are included in the improvement set, and targets with and abs(ΔZ )<0.3, marked by S:0, are in-
cluded in the no improvement set.  
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FIEF_ECOLI, R=0.55, Top1 (TM/Z)=0.580/1.255  Best (TM/Z)=0.630/1.880
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AQP4_HUMAN, R=0.37, Top1 (TM/Z)=0.496/1.673  Best (TM/Z)=0.513/1.917
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ADIC_SALTY, R=0.67, Top1 (TM/Z)=0.641/1.385  Best (TM/Z)=0.671/1.674
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SGLT_VIBPA, R=0.28, Top1 (TM/Z)=0.436/1.168  Best (TM/Z)=0.529/2.485
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C6E9S6_ECOBD, R=0.63, Top1 (TM/Z)=0.595/1.439  Best (TM/Z)=0.633/1.837
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O67854_AQUAE, R=0.52, Top1 (TM/Z)=0.542/1.513  Best (TM/Z)=0.576/1.841
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MSBA_SALTY, R=0.36, Top1 (TM/Z)=0.563/1.555  Best (TM/Z)=0.611/2.126
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Q8EKT7_SHEON, R=0.08, Top1 (TM/Z)=0.386/2.215  Best (TM/Z)=0.430/3.164
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ADRB2_HUMAN, R=0.41, Top1 (TM/Z)=0.559/1.477  Best (TM/Z)=0.669/2.602
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ADT1_BOVIN, R=0.35, Top1 (TM/Z)=0.443/2.202  Best (TM/Z)=0.509/3.285
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