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Sosnowska et al. **

Present Model Kar et al. [34] Kovarich et al. * [35] [36]
Endpoint hTTR binding hTTR binding hTTR binding RPF

affinity affinity affinity
In vitro assay ANSA -based[42] RLBA [40] RLBA [40] ;LT3 Low
Method LDA LDA kNN DTC
Dataset size 121 24 19 44
Training set size 82 16 10 33
Test set size 39 8 9 11
Numper of 4 3 5 5
descriptors
SN training 0.92 1 0.831 0.96
SN test 0.88 1 1 1
SP training 0.84 0.83 0.751 1
SP test 0.80 1 0.751 0.50
ACC training 0.89 0.94 0.901 0.97
ACC test 0.85 1 0.90:1 0.91
P training 0.90 0.91 N/A 1
P test 0.88 1 N/A 0.90
AUC training 0.85 0.95 N/A N/A
AUC test 0.85 1 N/A N/A
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Sosnowska et al.
Sosnowska et al

This Model Kar et al. [34] [36]

[36] Approach 1 Approach 2 *
Endpoint RP IC50 RPF RPF
Method MLR MLR MLR MLR
In vitro assay ANSA -based[42] RLBA [40] RLBA [40] ;2?3 Low
Dataset size 63 15 35 35
Training set size 43 10 24 25
Test set size 20 5 11 10
Number of 3 2 3 45
descriptors
Ratio training seF size/ 5 8 516.3
number of descriptors
Re2 0.81 0.86 0.77 N/A
R2ext 0.77 0.64 N/A N/A
MAE 1r 0.30 N/A 0.43 N/A
MAE test 0.26 0.11 0.40 0.3410.54
Q?00 0.77 0.73 0.77 0.76:0.82
Q%s 0.82 N/A 0.81 0.76:0.82
R2vs 0.07 N/A 0.13 N/A
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