Table 2: Values of Ry (as a percentage; upper value in each cell) and -LLg.. (lower value) obtained for a

matrix of value pairs of Wrg;,, and Wy.,y relative to the respective global minimum values of Ry and -LLj.

(0.2071 and 7421.9) for the 2UV4 data. The global minimum in Rg.. is located at Wgi, = 0.29, W,y =

0.95, and the global minimum in -LLg is located at Wgis, = 0.17, Wx oy = 1.40.

Wxray = | 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 | 20| 22 24 2.6 2.8 3.0
Weise =0.01 | 025 | 0.11 | 0.08 | 0.08 | 0.06 | 0.06 | 0.09 | 0.09 | 0.11 | 0.10 | O0.11 | 0.13 | 0.14 | 0.15
102 | 4.7 3.0 2.8 23 2.7 33 38 40 | 45 4.7 52 59 6.3

0.05 | 020 | 0.09 | 0.06 | 0.06 | 0.05 | 0.06 | 0.07 | 0.08 | 0.10 | 0.10 | 0.11 | 0.13 | 0.13 | 0.15
75 3.8 22 1.8 1.4 1.4 2.0 2.6 3.1 34 3.9 43 4.6 5.6

0.09 | 0.16 | 0.08 | 0.05 | 0.04 | 0.03 | 0.03 | 0.04 | 0.06 | 0.07 | 0.08 | 0.09 | 0.11 | 0.12 | 0.13
73 3.1 1.5 0.8 06| 07 1.4 24 2.7 33 3.4 4.0 4.3 4.9

0.13 | 0.15 | 0.07 | 0.02 | 0.03 | 0.03 | 0.02 | 0.03 | 0.04 | 0.05 | 0.06 | 0.07 | 0.08 | 0.09 | 0.11
74 3.0 09| 05 0.3 0.3 1.1 22 23 2.8 3.5 3.8 4.3 53

0.17 | 0.15 | 0.06 | 0.01 | 0.03 | 0.02 | 0.02 | 0.01 | 0.03 | 0.04 | 0.03 | 0.04 | 0.06 | 0.06 | 0.08
7.7 3.8 12 06| 02| 00| 05 1.6 1.9 22 3.0 3.7 3.8 44

021 | 0.15 | 0.06 | 0.01 | 0.01 | 0.03 | 0.02 | 0.02 | 0.03 | 0.03 | 0.03 | 0.03 | 0.03 | 0.04 | 0.06
8.4 39 19 06| 04| 02| 07 12 1.6 2.0 23 2.8 34 4.2

025 | 0.14 | 0.06 | 0.00 | 0.00 | 0.02 | 0.03 | 0.01 | 0.02 | 0.03 | 0.02 | 0.02 | 0.02 | 0.04 | 0.07
89 | 43 1.5 0.5 06| 03 0.1 0.8 1.6 22 1.9 2.6 32 33

029 | 0.13 | 0.06 | 0.00 | 0.00 | 0.01 | 0.01 | 0.02 | 0.02 | 0.02 | 0.02 | 0.02 | 0.03 | 0.05 | 0.06
94 | 47 22 1.1 0.7 04| 05 0.8 1.1 1.7 2.1 25 32 24

033 | 0.13 | 0.06 | 0.01 | 0.00 | 0.01 | 0.02 | 0.02 | 0.02 | 0.03 | 0.02 | 0.03 | 0.03 | 0.05| 0.06
10.1 52 22 1.2 12| 09| 04| 07 1.5 1.8 23 25 1.7 2.5

037 | 0.14 | 0.07 | 0.02 | 0.01 | 0.02 | 0.02 | 0.02 | 0.03 | 0.04 | 0.03 | 0.02 | 0.03 | 0.03 | 0.05
10.7 59 2.8 1.7 1.5 1.0 09 1.3 14 2.0 2.3 53 55 6.1

041 | 0.13 | 0.09 | 0.04 | 0.02 | 0.02 | 0.02 | 0.02 | 0.03 | 0.05 | 0.06 | 0.04 | 0.04 | 0.04 | 0.05
114 6.2 33 23 1.5 1.5 1.0 1.3 1.9 53 4.8 5.6 5.7 6.4

045 | 0.14 | 0.10 | 0.03 | 0.03 | 0.03 | 0.04 | 0.03 | 0.05 | 0.08 | 0.06 | 0.05| 0.05 | 0.04 | 0.05
12.2 7.0 34 24 1.9 1.8 1.5 1.9 4.9 52 5.4 5.6 6.0 6.7

049 | 0.16 | 0.09 | 0.04 | 0.04 | 0.04 | 0.04 | 0.04 | 0.08 | 0.09 | 0.07 | 0.07 | 0.06 | 0.05 | 0.06
12.8 72| 41 3.0 23 23 22| 47 54 5.6 5.8 6.1 6.4 6.7

0.53 | 0.15 | 0.10 | 0.06 | 0.05 | 0.05 | 0.06 | 0.08 | 0.09 | 0.10 | 0.07 | 0.07 | 0.06 | 0.06 | 0.06
13.2 7.8 4.8 34 29 2.8 52 5.0 5.6 6.0 6.1 6.6 6.5 7.1




