SI Table 1. PDB identifiers of the target proteins. Cross-validation subsets are

denoted as Set #1 and Set #2.

Crystal

Set #1: 1a6vH, 1a6vl, 1b66A, 1b66B, 1bl4A, 1bl4B, 1c1lA, 1cxyA, 1d1gA, 1dg9A, 1djrE, 1djrF, 1djrG,
1djrH, 1dlwA, 1dm1A, 1dqeA, 1dqeB, 1dytB, 1dzmA, 1dzmB, 1dzpA, 1dzpB, leefD, leefE, leefF,
leefl, 1eefM, leefN, 1efiD, 1efiE, 1efiF, 1efiG, 1efiH, 1ejbA, 1ejbB, 1ejbC, 1ejbD, 1ejbE, 1lelwA, 1lelwB,
leqdA, letbB, 1f86A, 1f86B, 1fihA, 1fihB, 1fihC, 1fkhA, 1fldA, 1g5tA, 1g74A, 1g85A, 1g85B, 1g8iB,
1gnyA, 1gtlA, 1gtl1B, 1gt3A, 1gt3B, 1h97A, 1h97B, 1hgxA, 1hmrA, 1hmtA, 1hn2A, 1hn2B, 1hy7B,
1i014A, 1i01B, 1i9cA, 1i9cC, 1licmA, licnA, 1it2A, 1it2B, 1j3fA, 1j4rA, 1j4rB, 1j53A4A, 1jifA, 1jifB, 1jrOH,
1kbcA, 1kbcB, 1kgiD, 1kjrA, 1kpeB, 1kpfA, 1kqwA, 1ktpA, 111rA, 11fmA, 1l1fmB, 1licA, 1lidA, 1losC,
1llqvA, 1lqvB, 11t5D, 1It5E, 11t5F, 11t5G, 11t5H, 1m7gB, 1m7gD, 1maiA, 1md2E, 1mjhA, 1mjhB,
ImmgA4, 1mxiA, 1n2aB, 1n3zA, 1n71A, 1n71B, 1n71C, 1n71D, 1noxA, 1nquA, 1nquB, 1nquC, 1nquD,
InquE, 1ngxA, 1ngxB, 1ngxC, 1nqxD, 1ngxE, loauH, loau], 1low4A, 1ow4B, 1q91A, 1q92A, 1qipA,
1qipC, 1rdmB, 1rm8A, 1rnjA, 1robA, 1ruvA, 1rwxB, 1rzyA, 1sk7A, 1t68X, 1thqA, 1tuvA, 1tyrB, 1ullA,
1ullB, 1u21A, 1u21B, 1u29A, 1ufjA, 1uhiA, 1uhiB, lusnA, 1uxxX, 1v07A, 1v9gA, 1vhbA, 1vhbB,
1vhtC, 1wOhA, 1w4qA, 1w4qB, 1x3kA, 1y1dA, 1yohA, 1z07A, 1z4iA, 1z4mA, 1zn7A, 1zn7B, 1zn8A,
1zn8B, 1zp5A, 1zx8A, 2acoB, 2aiaA, 2aieP, 2aq6A, 2at5X, 2ateA, 2b77A, 2bk9A, 2c05A, 2¢8sA, 2ccjA,
2ccjB, 2cm4A, 2cmmA, 2cw9A, 2cxbA, 2cxbB, 2cxxA, 2cxxB, 2cxxC, 2d5aA, 2démA, 2d6mB, 2dykA,
2dykB, 2e27L, 2eb9A, 2ef2A, 2eg2A, 2f67A, 2f67B, 2f8iA, 2f8iB, 2fr5A, 2fr5B, 2fr5C, 2fr5D, 2fvvA,
2g78A, 2gabA, 2gabB, 2gf6A, 2gf6B, 2gf6C, 2gfoD, 2gj34A, 2gj3B, 2gspA, 2gudB, 2guiA, 2gwlA, 2h5cA,
2h88P, 2hkaB, 2hkaC, 2hlvA, 2hpsA, 2hu6A4, 2i024, 2i60A4, 2i7dA, 2i7dB, 2igb6A, 2igbA, 2igbB, 2iysA,
2iyvA, 2iyyA, 2j1tA, 2jaud, 2jawA, 2nn8A, 2nngA, 2051X, 2066C, 20904, 20KkIA, 20KkIB, 20zyA, 2p0eA,
2pa7A, 2pa7B, 2prbA, 2q5aA, 2q9pA, 2qeul, 2qeuB, 2qeuC, 2qgdA, 2qgdB, 2qjwB, 2qmmaA, 2qmmB,
2qqeA, 2qqeB, 2qsyA, 2qtlA, 2r01A, 2rbdB, 2rc3A, 2rc3B, 2rc3C, 2rc3D, 2rctA, 2ridA, 2ridB, 2ridC,
2uv4A, 2uv5A, 2uvmA, 2v1oA, 2v1oB, 2v1oC, 2v1oD, 2v1oE, 2v1oF, 2v5uA, 2v5uB, 2vheA, 2z09A4,
2z76A, 22984, 2za0A, 2zfoD, 3b6kA, 3b6kB, 3bd3B, 3bemA, 3bemB, 3bxuA, 3bxuB, 3¢85C, 3ckkA,
3cyrA, 3d97A4, 3fivA, 3fivB, 3stdA, 3stdB, 3stdC, 4gspA, 5stdA, 5stdB, 5stdC, 6stdA, 6stdB, 6stdC,
7stdA, 7stdB, 7stdC, 966cA

Set #2: 15414, 1atlA, 1atlB, 1b1cA, 1bbhA, 1bbhB, 1bs4A, 1bs4B, 1bs4C, 1c6rA, 1cg54, 1cg5B, 1cqqA,
1cv8A, 1d4jA, 1dyhA, 1dyhB, 1dyjA, 1dyjB, leazA, 1ej24A, lepzA, lerbA, 1lex7A, 1femA, 1fjjA, 1flmA,
1flmB, 1fm4A, 1frwA, 1fwul, 1garB, 1gg6C, 1gmpA, 1gmpB, 1gn8A, 1gn8B, 1gnrA, 1gyxA, 1gyxB,
1gyyA, 1gyyB, 1h0sA, 1hbgA, 1hbpA, 1hpvA, 1htwA, 1htwB, 1htwC, 1hvkA, 1i1dA, 1i1dB, 1i1dD,
1id0A, lidaA, 1ix1A, 1ix1B, 1jaiA, 1jj0A, 1jolA, 1jolB, 1ljomA, 1juvA, 1kllA, 1kmvA, 1kt5A, 1kt7A,
1ktpB, 1kzkB, 113iA, 113iB, 113iC, 113iD, 113iE, 113iF, 11f7A, 1mqvA, 1mqvB, 1n5tB, 1nc9A, 1nmeB,
1nrjB, 1041A, 1044A, 10494, 104bA, 104gA, 104jA, 104kA, 104lA, 104pA, 104qA, 1o4rA, loaeA,
loaeB, 10od6A, 10h04A, 10h0B, 1p0zA, 1p0zB, 1p0zD, 1p0zF, 1p0zG, 1p0zl, 1p0z], 1p13A, 1p13B,
1pkkB, 1q54A, 1q54B, 1gstA, 1gxrA, 1gxrB, 1ralA, 1rxqD, 1s174, 1s3vA, 1s66L, 1s66U, 1s69A4, 1sdtB,
1sgcA, 1sjwA, 1snfA, 1snfB, 1snfC, 1sreA, 1sreB, 1srjA, 1srjB, 1su2A, 1su2B, 1swgA, 1swgB, 1swgC,
1sz3A, 1sz3B, 1tc6B, 1tu9A, 1uptA, 1uptC, 1uptE, 1uptG, 1usqB, 1usqD, 1vkfA, 1vkfC, 1vkfD, 1vp8A,
1wljA, 1wn64A, 1wn6B, 1wnzA, 1x3xB, 1x84A, 1x84B, 1x12B, 1xI5B, 1xwvA, 1xwvB, 1y52X, 1y52Y,
1y63A4A, 1yliA, 1yliB, 1yoaA, 2a4xB, 2a8gB, 2ai84, 2ai8C, 2aidA, 2aidB, 2aobA, 2aobB, 2aobC, 2aobD,
2ao0eB, 2b58A, 2bpyA, 2bt4A, 2bt4B, 2bt4C, 2bt4D, 2bt4E, 2bt4F, 2bt4G, 2bt4H, 2bt4l, 2bt4], 2bt4K,
2bt4L, 2bu3A, 2c41D, 2c41H, 2c4wA, 2cenB, 2cjfA, 2¢jfB, 2cjfC, 2¢jfD, 2¢jfE, 2cjfF, 2¢jfG, 2cjfH, 2cjfl,
2cjf], 2¢jfK, 2¢jfL, 2cnoB, 2cyhA, 2d37A, 2d5mA, 2ecud, 2ecuB, 2f01A, 2f01B, 2f99B, 2favB, 2fbdA,
2fbdB, 2fddA, 2fgvA, 2fgvB, 2fp2B, 2fxdA, 2g5rA, 2gclA, 2gclB, 2geyA, 2geyB, 2geyC, 2geyD, 2gh7A4,
2gh7B, 2gteA, 2gteB, 2h0uA, 2hboA, 2hc0A, 2hq94A, 2hq9B, 2hubA, 2hzqA, 2i6¢A, 2idwA, 2iekA,
2iimA, 2iteB, 2ixcA, 2ixcB, 2ixcC, 2ixcD, 2j804, 2j80B, 2nm3A, 201gB, 206pA, 206pB, 20lpA, 20lpB,
20vdA, 2p3aB, 2p6zA, 2p6zB, 2p8iC, 2plwA, 2pr6A, 2pr6B, 2psuA, 2psvA, 2ptmA, 2pwcA, 2q5KkB,
2qaal, 2qaaB, 2qd7B, 2qe94A, 2qe9B, 2qfnA, 2qfnB, 2qi6B, 2qrwA, 2qrwB, 2qrwC, 2qrwD, 2qrwk,
2qrwF, 2qrwG, 2qrwH, 2qrwl, 2qrw], 2qrwK, 2qrwlL, 2qtrA, 2qtrB, 2qtrC, 2rOhA, 2rOhB, 2rOhC,
2rOhD, 2uvOE, 2uvOF, 2uv0G, 2uvOH, 2vOuA, 2vebA, 2vulA, 2yveA, 2yveB, 2z6fA, 2z6wA, 2z6wB,




2zfoA, 2zfoB, 2zfoC, 2zozA, 2zozB, 3bc7C, 3bc7D, 3bjhA, 3bjkA, 3blnA, 3cb0A, 3cb0B, 3cjdA, 3cjdB,
3drcA, 3drcB, 3e104, 3e10B, 4gchgG, 4upjA

3A RMSD

Set #1: 1a6vl, 1a6vN, 1b66A, 1b66B, 1bl4A, 1bl4B, 1cl1lA, 1cxyA, 1d1gA, 1djrE, 1djrF, 1djrG, 1djrH,
1dlwA, 1dm1A, 1dqgeA, 1dgeB, 1dytA, 1dzmA, 1dzmB, 1dzpA, 1dzpB, leefD, leefE, leefF, leefl,
leefM, leefN, lefiD, 1lefiF, 1lefiG, 1lefiH, lejbA, 1ejbB, 1lejbC, 1ejbD, lejbE, lelwA, lelwB, leqdA,
letbB, 1f86A, 1f86B, 1fihA, 1fihB, 1fihC, 1fkhA, 1fldA, 1g5tA, 1g74A, 1g85A, 1g85B, 1gnyA, 1gtlA,
1gt1B, 1gt3A, 1gt3B, 1h97A, 1h97B, 1hgxA, 1hmrA, 1ThmtA, 1hn2A, 1hn2B, 1hy7B, 1i0lA, 1i01B, 1i9cA,
1i9¢C, licmA, licnA, 1it24, 1it2B, 1j3fA, 1j4rA, 1j4rB, 1j53A4, 1jifA, 1jifB, 1jrOF, 1kbcA, 1kbcB, 1kgiD,
1kjrA, 1kpeB, 1kpfA, 1kqwA, 1ktpA, 111rA, 11fmA, 11fmB, 1licA, 1lidA, 1losC, 1lqvA, 1lqvB, 11t5D,
11t5F, 11t5H, 1m7gB, 1m7gD, 1maiA, 1md2E, 1mjhA, 1mjhB, ImmqgA, 1mxiA, 1n2aB, 1n3zA, 1n71A,
1n71B, 1n71C, 1n71D, 1noxA, 1nquB, 1nqu(C, 1nquD, 1ngxA, 1ngxB, 1nqxD, 1ngxE, loauH, loau],
low4A, 1ow4B, 1q914A, 1q92A, 1qipA, 1qipC, 1rdmB, 1rm8A, 1rnjA, 1robA, 1ruvA, 1rwxB, 1rzyA,
1sk7A, 1t68X, 1thqgA, 1tuvA, 1ull1A, 1ullB, 1u21A, 1u29A, 1ufjA, 1uhiA, 1uhiB, 1usnA, 1uxxX, 1v07A,
1v9qA, 1vhbA, 1vhbB, 1vhtC, 1w0hA, 1w4qA, 1w4qB, 1x3kA, 1yohA, 1z07A, 1z4iA, 1z4mA, 1zn7A,
1zn7B, 1zn8A, 1zn8B, 1zp5A, 1zx8A, 2acoB, 2aiaA, 2aieP, 2aq64A, 2at5X, 2ateA, 2bk9A, 2c¢8sA, 2ccjA,
2ccjB, 2cm4A, 2cmmA, 2cw9A, 2cxbA, 2cxbB, 2cxxA, 2cxxB, 2cxxC, 2d5aA, 2démA, 2démB, 2dykA,
2dykB, 2e27L, 2eb9A, 2ef2A, 2eg2A, 2f67A, 2f67B, 2f8iA, 2fr5A, 2fr5B, 2fr5C, 2fr5D, 2fvvA, 2g78A4,
2gabA, 2gabB, 2gf6A, 2gf6B, 2gf6C, 2gj3A, 2gj3B, 2gspA, 2gudB, 2guiA, 2gwlA, 2h5cA, 2h88P, 2hkaB,
2hkaC, 2hlvA, 2hpsA, 2hu6A, 2i02A, 21604, 2i7dA, 2i7dB, 2igbA, 2igbA, 2igbhB, 2iysA, 2iyvA, 2iyyA,
2jauA, 2jawA, 2nn8A, 2nnqgA4, 2051X, 2066C, 20904, 20KIA, 20KIB, 20zyA, 2p0eA, 2pa7A4, 2pa7B, 2pjkC,
2prbA, 2q5aA, 2q9pA, 2qeul, 2qeuB, 2qeuC, 2qjwB, 2qmmA, 2qmmB, 2qqeA, 2qqeB, 2qsyA, 2qtlA,
2r01A, 2r4iB, 2rbdB, 2rc3A, 2rc3B, 2rc3C, 2rc3D, 2rctA, 2ridA, 2ridB, 2ridC, 2uv4A, 2uv5A, 2uvmaA,
2v10A, 2v1oB, 2v1oC, 2v1oD, 2v5uA, 2v5uB, 2vheB, 2z09A, 2z76A, 2z98A, 2za0A, 2zfoD, 3b6kA,
3b6kB, 3bd3B, 3bemA, 3bemB, 3bxuA, 3bxuB, 3ckkA, 3cyrA, 3d97A4, 3fivA, 3fivB, 3stdA, 3stdB, 3stdC,
4gspA, 5stdA, 5stdB, 5stdC, 6stdA, 6stdB, 6stdC, 7stdA, 7stdB, 7stdC, 966cA

Set #2: 15414, 1atlA, 1atlB, 1b1cA, 1bbhA, 1bbhB, 1bs4A, 1bs4B, 1bs4C, 1c6rA, 1cg5A, 1cg5B, 1cqqA,
1cvBA, 1d4jA, 1dyhA, 1dyhB, 1dyjA, 1dyjB, leazA, 1ej2A, lerbA, 1lex7A, 1femA, 1fjjA, 1flmA, 1flmB,
1fm4A, 1frwA, 1garB, 1gmpA, 1gmpB, 1gn8A, 1gn8B, 1gnrA, 1gyxA, 1gyyB, 1h0sA, 1hbgA, 1hbpA,
1hpvA, 1htwA, 1htwB, 1htwC, 1hvkA, 1i1dA, 1i1dB, 1i1dD, 1id0A, 1lidaA, 1ix14A, 1ix1B, 1jaiA, 1jj0A,
1jolA, 1jolB, 1jomA, 1juvA, 1KklIIA, 1kmvA, 1kt54A, 1kt7A, 1ktpB, 1kzkB, 113iA, 113iB, 113iC, 113iD, 113iE,
113iF, 11f7A, 1mqvA, 1mqvB, 1n5tB, 1nc9A, 1nmeB, 1nrjB, 1nu4A, 1041A, 1044A, 1049A, 104bA,
lo4gA, 104jA, 104KkA, 1o4qA, loaeA, loaeB, 10od6A, 10h0A, 10h0B, 1p0zA, 1p0zB, 1p0zD, 1p0zF,
1p0zG, 1p0zl, 1p0z], 1p13A, 1p13B, 1pkkB, 1q0nA, 1q54A, 1q54B, 1qgstA, 1qgxrA, 1qgxrB, 1ralA,
1rxqD, 1s17A, 1s3vA, 1s66L, 1s66U, 1s69A, 1sdtB, 1sgcA, 1sjwA, 1snfA, 1snfB, 1snfC, 1sreA, 1sreB,
1srjA, 1srjB, 1suZA, 1su2B, 1swgA, 1swgB, 1swgC, 1sz3A, 1sz3B, 1tc6B, 1tu9A, 1uptA, 1uptC, 1uptE,
luptG, lusqD, 1vkfA, 1vkfC, 1vkfD, 1vp8A, 1wljA, 1wn6A, 1wn6éB, 1wnzA, 1x3xB, 1x84A, 1x84B,
1x12B, 1x15B, 1xwvA, 1xwvB, 1y52X, 1y52Y, 1y63A4, 1yliA, 1yliB, 1yoaA, 2a4xB, 2a8gB, 2ai8A, 2ai8C,
2aidA, 2aidB, 2aobA, 2aobB, 2aobD, 2aoeB, 2asfA, 2b58A, 2bt4A, 2bt4B, 2bt4C, 2bt4D, 2bt4E, 2bt4F,
2bt4G, 2bt4H, 2bt4l, 2bt4], 2bt4K, 2bt4L, 2bu3A, 2c4wA, 2cenB, 2cjfA, 2cjfB, 2¢jfC, 2cjfD, 2¢jfE, 2¢jfF,
2cjfG, 2cjtH, 2cjfl, 2cjf], 2¢jfK, 2¢jfL, 2cnoB, 2cyhA, 2d37A, 2d5mA, 2ecul, 2ecuB, 2f01A, 2f01B, 2f99A,
2f99B, 2favB, 2fbdA, 2fbdB, 2fddA, 2fgvA, 2fgvB, 2fp2B, 2fxdA, 2gclA, 2gclB, 2geyA, 2geyB, 2geyC,
2geyD, 2gh7A, 2gh7B, 2gteA, 2gteB, 2h0uA, 2hboA, 2hc0A, 2hl0A, 2hq94A, 2hq9B, 2hzgA, 2i6cA,
2idwA, 2iekA, 2iimA, 2iteB, 2ixcA, 2ixcB, 2ixcC, 2ixcD, 2j80A, 2nm3A4A, 201qB, 206pA, 206pB, 20lpA,
20lpB, 20vdA, 2p3aB, 2p6zA, 2p6zB, 2p8iC, 2plwA, 2pr6A, 2pr6B, 2psul, 2psvA, 2ptmA, 2pwcA,
295kB, 2qaaA, 2qaaB, 2qd7B, 2qe94A, 2qe9B, 2qfnA, 2qfnB, 2qi6B, 2qrwA, 2qrwB, 2qrwC, 2qrwD,
2qrwkE, 2qrwkF, 2qrwG, 2qrwH, 2qrwl, 2qrw], 2qrwK, 2qrwlL, 2qtrA, 2qtrB, 2qtrC, 2rOhA, 2rOhB,
2rOhC, 2rOhD, 2uvOE, 2uvOF, 2uv0G, 2uvOH, 2vOuA, 2vebA, 2vulA, 2yveA, 2yveB, 2z6fA, 2z6wA,
2z6wB, 2zfoA, 2zfoB, 2zfoC, 2zozA, 2zozB, 3bc7C, 3bc7D, 3bjhA, 3bjkA, 3blnA, 3cb04, 3cb0B, 3cjdA,
3cjdB, 3drcA, 3drcB, 3e104, 3e10B, 4gchG, 4upjA

6A RMSD

Set #1: 1a6vH, 1a6vl, 1b664A, 1bl4A, 1cllA, 1cxyA, 1djrF, 1djrG, 1djrH, 1dlwA, 1dm1A, 1dqgeA, 1dqgeB,
1dzmA, 1dzmB, 1dzpA, 1dzpB, 1leefE, leefl, leefN, 1lejbA, 1ejbB, 1lejbC, 1lejbD, 1lejbE, lelwA, lelwB,




leqdA, letbB, 1fihA, 1fihB, 1fihC, 1fkhA, 1fldA, 1g5tA, 1g74A, 1g85A, 1g85B, 1gnyA, 1gtlA, 1gtlB,
1gt3A, 1gt3B, 1h97A, 1h97B, 1hgxA, 1hmrA, 1ThmtA, 1hn2A, 1hn2B, 1hy7B, 1i0lA, 1i01B, 1i9cA, 1i9cC,
licmA, licnA, 1it2A4, 1it2B, 1j3fA, 1j4rA, 1j4rB, 1j53A4, 1jifB, 1jrOH, 1kbcA, 1kbcB, 1kgiD, 1kjrA, 1kpfA,
1kqwA, 1ktpA, 1l1rA, 11fmB, 1licA, 1lidA, 1losC, 1l1qvB, 1m7gB, 1m7gD, 1md2F, 1mdcA, 1mjhA,
1mmgA, 1mxiA, 1n2aB, 1n71A, 1n71B, 1n71C, 1noxA, 1nquA, 1nquB, 1nqu(C, 1nquD, 1nquE, 1ngxA,
1ngxB, 1nqxD, loauH, loau], 1q91A, 1q924A, 1qipA, 1qipC, 1rdmB, 1rm8A, 1rnjA, 1rwxB, 1ryaA,
1ryaB, 1rzyA, 1sk7A, 1t68X, 1tuvA, 1ul1A, 1ul1B, 1u29A, 1ufjA, 1uhiA, 1uhiB, 1usnA, 1uxxX, 1v07A,
1v9qA, 1vhbA, 1vhbB, 1vhtC, 1w0hA, 1x3kA, 1yohA, 1z07A, 1z4iA, 1z4mA, 1zn7A, 1zn7B, 1zn8A,
1zn8B, 1zp5A, 1zx8A, 2aiaA, 2aieP, 2aq64A, 2at5X, 2ateA, 2bk9A, 2c05A, 2¢8sA, 2ccjA, 2ccjB, 2cm4A,
2cmmA, 2cw9A, 2cxbA, 2cxbB, 2cxxB, 2cxxC, 2d5aA, 2d6mA, 2d6mB, 2dykB, 2eb9A, 2ef2A, 2eg2A,
2f67A, 2f67B, 2fr5A, 2fr5B, 2fr5C, 2fr5D, 2fvvA, 2g784, 2gf6A, 2gf6D, 2gj3A, 2gj3B, 2gspA, 2gudB,
2guiA, 2gwlA, 2hkaB, 2hkaC, 2hlvA, 2hpsA, 2hu6A, 21024, 2i604, 2i7dA, 2i7dB, 2ig6A, 2igbA, 2igbB,
2iysA, 2iyyA, 2jauA, 2jawA, 2nn8A, 2nngA, 2051X, 20904, 20KkIA, 20KIB, 2p0eA, 2pa7A, 2pa7B, 2prbA,
2q5aA, 2q9pA, 2qeul, 2qeuB, 2qeuC, 2qmmA, 2qmmB, 2qt1A, 2rc3A, 2rc3B, 2rc3C, 2rc3D, 2rctA,
2ridA, 2ridB, 2ridC, 2uv4A, 2uv5A, 2uvmA, 2v1o0A, 2v1oB, 2vloC, 2vloD, 2v1oE, 2v1oF, 2v5uA,
2v5uB, 2z76A, 22984, 2za04, 2zfoD, 3b6kA, 3bd3B, 3bemA, 3bemB, 3bxuA, 3bxuB, 3ckkA, 3cyrA,
3d97A, 3fivA, 3fivB, 3stdA, 3stdB, 3stdC, 4gspA, 5stdA, 5stdB, 5stdC, 6stdA, 6stdB, 6stdC, 7stdB,
7stdC, 966¢cA

Set #2: 15414, 1atlA, 1atlB, 1b1cA, 1bbhA, 1bbhB, 1bs4A, 1bs4B, 1bs4C, 1c6rA, 1cg5A, 1cg5B, 1cqqA,
1cvBA, 1d4jA, 1dyhA, 1dyhB, 1dyjA, 1dyjB, leazA, 1ej2A, lerbA, 1femA, 1fjjA, 1flmA, 1flmB, 1fm4A,
1frwA, 1gg6C, 1gmpA, 1gmpB, 1gn8A, 1gn8B, 1gyxB, 1h0sA, 1hbgA, 1hbpA, 1hpvA, 1htwA, 1htwB,
1hvkA, 1i1dB, 1i1dD, 1id0A, lidaA, 1ix1A, 1ix1B, 1jaiA, 1jjOA, 1jolA, 1jolB, 1ljomA, 1juvA, 1KIIA,
1kmvaA, 1kt54A, 1kt7A, 1ktpB, 1kzkB, 113iA, 113iB, 113iC, 113iD, 113iE, 113iF, 11f7A, 1mqvA, 1mqvB,
1n5tB, 1nc9A, 1nrjB, 1nu4A, 10494, 104bA, 104kA, 104qA, loaeA, 1oaeB, 1od6A, 10h0A, 10h0B,
1p0zA, 1p0zB, 1p0zD, 1p0zF, 1p0zG, 1p0zl, 1p0z], 1p13A, 1p13B, 1pkkB, 1q54A, 1q54B, 1qgstA,
1gxrA, 1qxrB, 1ralA, 1rxkA, 1rxkB, 1rxqD, 1s17A, 1s3vA, 1s694A, 1sdtB, 1sgcA, 1sjwA, 1snfA, 1snfB,
1snfC, 1sreA, 1sreB, 1su2A, 1su2B, 1swgA, 1swgB, 1swgC, 1sz3A, 1sz3B, 1tc6B, 1tu94, 1uptA, 1uptC,
luptE, 1uptG, 1vkfC, 1vp8A, 1wn6A, 1wn6B, 1x3xB, 1x84A, 1x84B, 1x12B, 1xI5B, 1xwvA, 1y52X,
1y52Y, 1y63A, 1yliB, 1yoaA, 2a4xB, 2a8gB, 2ai84, 2ai8C, 2aidA, 2aidB, 2aobB, 2aobC, 2aobD, 2aoeB,
2b58A, 2bt4A, 2bt4B, 2bt4C, 2bt4D, 2bt4E, 2bt4F, 2bt4G, 2bt4H, 2bt4], 2bt4], 2bt4K, 2bt4L, 2bu3A,
2c4wA, 2cenB, 2cjfA, 2cjfB, 2cjfC, 2cjfD, 2cjfE, 2¢jfF, 2¢jfG, 2¢jfH, 2¢jfl, 2cjf], 2cjfK, 2¢jfL, 2cyhA, 2d37A4,
2d5mA, 2ecuB, 2f01A, 2f01B, 2favB, 2fbdB, 2fddA, 2fgvA, 2fgvB, 2fp2B, 2fxdA, 2gclA, 2gclB, 2geyA,
2geyB, 2geyC, 2geyD, 2gh7A, 2gteA, 2gteB, 2h0uA, 2h61E, 2hboA, 2hc0A, 2hq9A, 2hq9B, 2hzgA,
2i6¢A, 2idwaA, 2iekA, 2iteB, 2ixcA, 2ixcC, 2ixcD, 2j80A, 2j80B, 2nm3A, 201qB, 20lpA, 20lpB, 2ovdA,
2p3aB, 2p6zA, 2p6zB, 2plwA, 2pr6A, 2pr6B, 2psuA, 2psvA, 2ptmA, 2pwcA, 2q5kB, 2qaaA, 2qaaB,
2qd7B, 2qe94, 2qfnA, 2qfnB, 2qi6B, 2qrwA, 2qrwB, 2qrwC, 2qrwD, 2qrwE, 2qrwF, 2qrwG, 2qrwH,
2qrwl, 2qrw], 2qrwkK, 2qrwlL, 2qtrA, 2qtrB, 2qtrC, 2r0hA, 2r0hB, 2r0hC, 2r0hD, 2uv0E, 2uvO0F, 2uv0G,
2uvO0H, 2v0uA, 2vebA, 2vgdA, 2vulA, 2z6fA, 2z6wA, 2z6wB, 2zfoA, 2zfoB, 2zfoC, 2zozA, 2z0zB, 3bc7D,
3bjhA, 3¢cb0A, 3cb0B, 3cjdA, 3cjdB, 3drcA, 3drcB, 3e10A, 3e10B, 4upjA

9A RMSD

Set #1: 1a6vH, 1bl4A, 1bl4B, 1cllA, 1djrG, 1dlwA, 1dm1A, 1dgeA, 1dgeB, 1dzmA, 1dzmB, 1dzpA,
1dzpB, leefN, 1efiD, 1lejbA, 1ejbB, 1lejbC, lejbD, 1lejbE, leqdA, 1fihA, 1fihB, 1fihC, 1fkhA, 1fldA,
1g74A, 1g85A, 1g85B, 1gnyA, 1gtlA, 1gtl1B, 1gt3A, 1gt3B, 1h97A, 1h97B, 1hgxA, 1hn2A, 1hn2B,
1hy7B, 1i01B, 1i9cC, 1licnA, 1it24, 1it2B, 1j3fA, 1j4rA, 1j4rB, 1j53A4, 1jifB, 1kbcA, 1kbcB, 1kjrA, 1kqwaA,
1ktpA, 111rA, 1licA, 1lidA, 1lqvB, 1m7gB, 1m7gD, 1mjhB, 1mmqgA, 1n2aB, 1n3zA, 1n71A, 1n71B,
1nquA, 1nquB, 1nquD, 1nquE, 1ngxA, 1nqxC, 1nqxD, 1loauH, 1low4A, 1ow4B, 1q92A, 1rdmB, 1rm8A,
1rnjA, 1robA, 1ryaA, 1sk7A, 1t68X, 1thgA, 1ullB, 1u29A4, 1ufjA, 1uhiB, 1v07A, 1v9qA, 1vhbA, 1vhbB,
1vhtC, 1wOhA, 1x3kA, 1yohA, 1z4iA, 1z4mA, 1zn7A, 1zn7B, 1zn8B, 1zp5A, 1zx8A, 2acoB, 2aiaA,
2aieP, 2aq64, 2at5X, 2ateA, 2bk9A, 2c8sA, 2ccjA, 2ccjB, 2cm4A, 2cmmA, 2cw9A, 2cxxA, 2d5aA,
2d6mA, 2d6mB, 2dykA, 2eb9A, 2f67A, 2f67B, 2fr54A, 2fr5B, 2fr5C, 2fr5D, 2gf6A, 2gj3A, 2gj3B, 2gspA,
2guiA, 2hkaB, 2hlvA, 2hu6A, 21024, 2i7dA, 2i7dB, 2ig6A, 2igbA, 2igbB, 2iysA, 2iyyA, 2jaul, 2nn8A,
2051X, 2066C, 20KIA, 20KIB, 2p0eA, 2pa7B, 2q5aA, 2qmmaA, 2r01A, 2rc3A, 2rc3B, 2rc3C, 2rc3D, 2rctA,
2ridA, 2ridB, 2uv5A, 2uvmA, 2v1oA, 2v1oB, 2v1oC, 2v1oD, 2v1oE, 2v5uA, 2vheA, 2vheB, 2z09A4,
27764, 22984, 2za0A, 3b6kB, 3bemA, 3bxuA, 3bxuB, 3¢85C, 3ckkA, 3cyrA, 3d97A4, 3fivA, 3fivB, 3stdA,




3stdB, 3stdC, 4gspA, 5stdA, 5stdB, 5stdC, 6stdB, 6stdC, 7stdA, 7stdB

Set #2: 1541A, 1atlA, 1atlB, 1b1cA, 1bbhB, 1bs4A, 1bs4B, 1bs4C, 1c6rA, 1cg5A, 1cg5B, 1cqqA, 1cv8A,
1d4jA, 1dyhA, 1dyhB, 1dyjA, 1dyjB, 1ej2A, lerbA, 1femA, 1fjjA, 1flmB, 1fm4A, 1frwA, 1gmpA, 1gmpB,
1gn8A, 1gn8B, 1gnrA, 1hbgA, 1hbpA, 1hpvA, 1htwA, 1hvkA, 1i1dA, 1id0A, 1idaA, 1ix1A, 1ix1B, 1jaiA,
1jjOA, 1jolA, 1jolB, 1jomA, 1juvA, 1kmvA, 1kt5A, 1kt7A, 1ktpB, 113iB, 113iC, 113iD, 1I3iE, 113iF,
1mqvB, 1n5tB, 1nc9A, 1nmeB, 1nrjB, 1nu4A, 1041A, 1044A, 10494, 104bA, 1o4gA, 1o4pA, 1044A,
loaeA, 1oaeB, 1od6A, 10h0A, 10h0B, 1p0zA, 1p0zB, 1p0zD, 1p0zF, 1p0zG, 1p0zl, 1p0z], 1pkkB,
1q54A, 1q54B, 1gxrA, 1qxrB, 1ralA, 1s17A, 1s3vA, 1s69A, 1sgcA, 1snfA, 1snfB, 1sreB, 1su2A, 1su2B,
1swgA, 1swgB, 1sz3A, 1tc6B, 1tu9A, 1uptA, 1uptE, 1uptG, 1vkfA, 1vkfC, 1vkfD, 1wljA, 1wn6B, 1wnzA,
1x84A, 1x84B, 1x15B, 1xwvA, 1y52Y, 1yliA, 1yliB, 1yoaA, 2ai8A, 2ai8C, 2aidA, 2aobA, 2aobB, 2aobC,
2asfA, 2b58A, 2bpyA, 2bt4A, 2bt4D, 2bt4E, 2bt4F, 2bt4G, 2bt4H, 2bt4l, 2bt4L, 2c4wA, 2cenB, 2¢jfA,
2¢jfB, 2jfC, 2cjfD, 2¢jfF, 2cjfG, 2cjfH, 2cjfl, 2cjf], 2¢jfK, 2cjfL, 2cnoB, 2cyhA, 2d37A, 2d5mA, 2f01A4,
2f99C, 299D, 2favB, 2fbdB, 2fgvA, 2fgvB, 2fxdA, 2gclA, 2geyA, 2geyB, 2geyC, 2geyD, 2gh7A, 2gteA,
2gteB, 2hboA, 2hc0A, 2hq94, 2hq9B, 2hzqA, 2idwaA, 2iekA, 2iteB, 2ixcA, 2ixcB, 2ixcC, 2ixcD, 2j80A4,
2j80B, 201qgB, 206pA, 206pB, 20lpA, 20vdA, 2p6zB, 2p8iC, 2plwA, 2pré6A, 2pr6B, 2psvA, 2ptmA,
2pwcA, 2q5KkB, 2qaaB, 2qd7B, 2qe9B, 2qfnA, 2qfnB, 2qi6B, 2qrwA, 2qrwB, 2qrwC, 2qrwG, 2qrwH,
2qrwkK, 2qrwl, 2qtrA, 2qtrB, 2qtrC, 2rOhA, 2rOhB, 2rOhC, 2rOhD, 2uvOE, 2uvOF, 2uv0G, 2uvOH,
2v0uA, 2vebA, 2vgdA, 2yveA, 2yveB, 2z6wA, 2z6wB, 2zfoA, 2zfoB, 2zfoC, 2z0zB, 3bc7D, 3bjhA, 3cb0A,
3cb0B, 3cjdB, 3drcA, 3drcB, 3e104, 3e10B, 4gchG, 4upjA

chunk-TASSER

Set #1: 1a6vH, 1a6vl, 1a6vN, 1b66A, 1b66B, 1bl4A, 1bl4B, 1c1lA, 1cxyA, 1d1qgA, 1dg9A, 1djrE, 1djrF,
1djrG, 1djrH, 1dlwA, 1dm1A, 1dqeA, 1dqeB, 1dytB, 1dzmA, 1dzmB, 1dzpA, 1dzpB, leefD, leefE,
leefF, leefL, 1eefM, leefN, 1efiD, 1efiE, 1efiF, 1efiG, 1efiH, 1ejbA, 1ejbB, 1ejbC, 1ejbD, 1ejbE, lelwA,
lelwB, leqdA, letbB, 1f86A, 1f86B, 1fihA, 1fihB, 1fihC, 1fkhA, 1fldA, 1g5tA, 1g74A, 1g85A, 1g85B,
1g8iB, 1gnyA, 1gt1A, 1gt1B, 1gt3A, 1gt3B, 1h97A, 1h97B, 1hgxA, 1hn2A, 1hn2B, 1hy7B, 1i0lA, 1i0IB,
1i9cA, 1i9¢cC, licmA, licnA, 1it2A, 1it2B, 1j3fA, 1j4rA, 1j4rB, 1j53A4, 1jifA, 1jifB, 1kbcA, 1kbcB, 1kgiD,
1kjrA, 1kpeB, 1kpfA, 1kqwA, 1ktpA, 1l1rA, 1lfmA, 11fmB, 1licA, 1losC, 1lgvA, 1lqvB, 11t5D, 11t5E,
11t5F, 11t5G, 11t5H, 1m7gB, 1m7gD, 1md2E, 1mdcA, 1mjhA, 1mjhB, 1ImmqgA, 1mxiA, 1n2aB, 1n3zA,
1n714A, 1n71B, 1n71C, 1n71D, 1noxA, 1nquA, 1nquC, 1nquD, 1ngx4A, 1ngxC, 1nqxD, loauH, loau],
low4A, 1ow4B, 1q92A, 1qipA, 1rdmB, 1rm8A, 1rnjA, 1robA, 1ruvA, 1rwxB, 1ryaA, 1ryaB, 1rzyA,
1sk7A, 1t68X, 1tuvA, 1ullA, 1ullB, 1u21A, 1u21B, 1u29A, 1ufjA, lusnA, luxxX, 1v07A, 1v9qA,
1vhbA, 1vhbB, 1vhtC, 1wOhA, 1w4qA, 1w4qB, 1x3kA, 1yohA, 1z07A, 1z4iA, 1z4mA, 1zn7A, 1zn7B,
1zn8A, 1zn8B, 1zp5A, 2acoB, 2aiaA, 2aieP, 2aq6A, 2at5X, 2ateA, 2bk9A, 2c054, 2c¢8sA, 2ccjA, 2ccjB,
2cm4A, 2cmmA, 2cnoA, 2cw9A, 2cxbA, 2cxbB, 2cxxA, 2cxxB, 2cxxC, 2d5aA, 2d6émA, 2d6mB, 2dykA,
2dykB, 2e27L, 2eb9A, 2ef2A, 2eg2A, 2f67A, 2f67B, 2f8iB, 2fcjC, 2fr5A, 2fr5B, 2fr5C, 2fr5D, 2fvvA,
2g78A, 2gf6A, 2gf6B, 2gf6C, 2gfoD, 2gj3A, 2gj3B, 2gspA, 2gudB, 2guiA, 2gwlA, 2h5cA, 2h88P, 2hkaC,
2hlvA, 2hpsA, 2hu6A, 2i024, 2i60A, 2i7dA, 2i7dB, 2igbA, 2igbA, 2igbB, 2iysA, 2iyvA, 2iyyA, 2jaul,
2jawA, 2nn8A, 2051X, 2066C, 20904, 20KklA, 20KkIB, 20zyA, 2p0eA, 2pa7A, 2pa7B, 2pjkA, 2pjkC, 2prbA,
2qg5aA, 2qeuB, 2qeuC, 2qgdB, 2qjwB, 2qmmA, 2qmmB, 2qsyA, 2qtlA, 2r01A, 2rbdB, 2rc34, 2rc3B,
2rc3C, 2rc3D, 2rctA, 2ridA, 2ridB, 2ridC, 2uv4A, 2uv5A, 2v1oA, 2v1oB, 2v1oC, 2v1oD, 2v1oE, 2v1oF,
2v5uA, 2v5uB, 2vheA, 2vheB, 2z09A, 2z76A, 2z98A, 2za0A, 2zfoD, 3b6kA, 3b6kB, 3bd3B, 3bemA,
3bemB, 3bxuB, 3ckkA, 3cyrA, 3d97A4, 3fivA, 3fivB, 3stdA, 3stdB, 3stdC, 4gspA, 5stdA, 5stdB, 5stdC,
6stdA, 6stdB, 6stdC, 7stdA, 7stdB, 7stdC, 966cA

Set #2: 15414, 1atlA, 1atlB, 1b1cA, 1bbhA, 1bbhB, 1bs4A, 1bs4B, 1bs4C, 1c6rA, 1cg54A, 1cg5B, 1dyhA,
1dyhB, 1dyjA, 1dyjB, 1leazA, 1ej2A, lerbA, 1femA, 1fjjA, 1flmA, 1flmB, 1fm4A, 1frwA, 1garB, 1gg6C,
1gmpA, 1gmpB, 1gn8A, 1gn8B, 1gnrA, 1h0sA, 1hbgA, 1hbpA, 1htwA, 1htwB, 1htwC, 1i1dA, 1i1dB,
1i1dD, 1id0A, lidaA, 1lix1A, 1ix1B, 1jaiA, 1jolA, 1jolB, 1ljomA, 1ljuvA, 1kllA, 1kmvA, 1kt54A, 1kt7A,
1ktpB, 113iA, 113iB, 113iC, 113iD, 113iE, 113iF, 11f7A, 1mqvA, 1mqvB, 1n5tB, 1nmeB, 1nrjB, 1041A,
1044A, 10494, 104bA, 104gA, 104jA, 104KkA, 104lA, 104pA, 1o4qA, 1o4rA, loaeA, loaeB, 10d6A,
10h0A, 10h0B, 1p0zA, 1p0zB, 1p0zD, 1p0zF, 1p0zG, 1p0zl, 1p0z], 1p13A, 1p13B, 1pkkB, 1q54A,
1q54B, 1qgstA, 1gxrA, 1gxrB, 1ralA, 1s3vA, 1s66L, 1s66U, 1s694, 1sjwA, 1snfA, 1snfB, 1snfC, 1su2A,
1su2B, 1swgC, 1sz3A, 1sz3B, 1tc6B, 1tu9A, 1uptA, 1uptC, 1uptE, 1uptG, 1lusqB, lusqD, 1vkfA, 1vkfC,
1vkfD, 1vp8A, 1wljA, 1wn6A, 1wn6B, 1wnzA, 1x3xB, 1x84A, 1x84B, 1xwvA, 1xwvB, 1y634A, 1yliA,
1yliB, 1yoaA, 2a4xB, 2aidB, 2aobA, 2aobB, 2aob(, 2aobD, 2asfA, 2b58A, 2c41D, 2c41H, 2c4wA, 2cyhA,




2d37A, 2d5mA, 2ecuB, 2f99B, 2f99D, 2favB, 2fbdA, 2fbdB, 2fp2B, 2gc1A, 2gc1B, 2geyA, 2geyB, 2geyC,
2geyD, 2gteA, 2gteB, 2h0uA, 2hboA, 2hq94, 2hq9B, 2hubA, 2hzgA, 2i6cA, 2iekA, 2iimA, 2iteB, 2ixcA,
2ixcB, 2ixcC, 2ixcD, 2j80A4, 2j80B, 2nm3A4, 201qB, 206pA, 206pB, 20lpA, 20lpB, 20vdA, 2p6z4A, 2p62zB,
2plwA, 2pr6A, 2pr6B, 2ptmA, 2qaal, 2qaaB, 2qe9A, 2qe9B, 2qfnA, 2qfnB, 2qrwA, 2qrwB, 2qrwC,
2qrwD, 2qrwE, 2qrwF, 2qrwG, 2qrwH, 2qrwl, 2qrw], 2qrwK, 2qrwL, 2qtrA, 2qtrB, 2qtrC, 2rOhA,
2rOhB, 2rOhC, 2rOhD, 2uvOE, 2uvOF, 2uv0G, 2uvOH, 2vOuA, 2vulA, 2yveA, 2yveB, 2z6fA, 2z6wA,
2z6wB, 2zfoA, 2zfoB, 2zfoC, 2zozA, 2zozB, 3bc7C, 3bc7D, 3bjhA, 3bjkA, 3blnA, 3cb04, 3cb0B, 3cjdA,
3cjdB, 3drcA, 3drcB, 3e104, 3e10B, 4upjA




