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Table 1: Description of the GIuR2 residues interacting with FIW. We show the functional groups and distances of
the ligand to each amino acid in the binding pocket radius ranging from 2.0 to 10.0 A

(C2)02 9.94 10.0 -3.17(-3.04)
F659 ii(N3)H 6.78 7.0 -0.20(-0.22) Y700 ii(C4)04 10.0 10.0 -0.14(-0.17)
T685 ii(C5)F 6.90 7.0 0.25(0.22)

Residue Atomic Group d(A) r(A) Ecceawpa) Residue Atomic Group d(A) r(A) EcGA(LDA)
T480  i(C9)091; i(N8)H 1.84:196 2.0 -11.21(-20.08) G733 i(N8)H 6.80 7.0 -0.48(-0.49)
R485 i(C9)091;i(C9)092  1.75:1.88 2.0 -2429(-32.79) S403 ii(C5)F 747 75 -0.62(-0.65)
T655 ii(C2)02;ii(N3)H 1.95,2.38;1.90 2.0 -8.80(-19.94) D651 ii(N3)H 746 75 -0.62(-0.62)
E705  i(N8)H; ii(C4)04 1.95:1.99 20 -51.21(-63.95) V683 ii(C4)04 738 75 0.08(-0.02)
P478 i(N8)H 2.01 25 -13.97(-17.61) AB87 ii(C5)F 747 75  0.44(0.45)
$654 i(C9)092 2.01 25 -19.53(-28.77) F495 i(N8)H 772 80 0.02(-0.01)
L704 ii(C4)04 234 25 -495(-745) G499 ii(C4)04 754 80 -0.65(-0.68)
Y732 i(N8)H 237 25 -131(-4.22) M503 ii(C4)04  7.87 80 -4.38(-2.03)
Y450 i(N8)H 2.82,4.33 3.0 -15.60(-28.08) G648 ii(C4)04 789 80 -1.16(-1.19)
L479 i(C9)091 2.71 3.0 -10.28(-14.07) G689 ii(C4)04 768 8.0 0.01(0.01)
L650 ii(C5); ii(C4)04 295409 3.0 -10.36(-19.55) V690 ii(C5)F 7.89 80  0.05(0.06)
G653 i(C7)H 2.60 30 -12.83(-15.53)  L401 ii(C6)H 841 85 0.03(0.01)
T686 ii(C5)F 2.71 3.0 -0.98(-1.71) P404 ii(C5)F 8.44 85 0.06(0.04)
M708  ii(C6)H:; ii(C5)F 253:286 30 -596(-7.52) G448 i(C7)H 8.02 85 -0.30(-0.33)
E402 ii(C6)H 3.88 40 -733(7.73)  W460 i(C9)092 834 85 -0.26(-0.31)
K656 ii(C2)02 3.91;4.14 4.0 -6.07(-8.78) G462 i(C9)092 8.34 85 0.04(-0.01)
S652 i(CT)H 4.03 45 -363(-3.79) 1489 i(C9)091 830 85 0.12(0.15)
L703 ii(C4)04 4.46 45 -139(-148) R684 ii(C6)H 8.44 85 3.98(3.76)
1500 ii(N3)H 4.69 50 -056(-076) 1712 ii(C5)F 8.07 85 -0.08(-0.09)
T649 ii(N3)H 4.59 50 -2.38(-243) V445 i(C7)H 898 9.0 -0.93(-0.97)
Y702 ii(C4)04 4.61 50 1.76(-0.44)  N461 i(C9)092 875 9.0 0.14(0.06)
1400 i(C7)H 523 55 -1147(-1.31)  A475 i(C9)091 897 9.0  0.32(0.33)
G451 i(C9)092 5.32 55 1.91(1.88) V484 i(C9)092 852 9.0 -0.88(-0.89)
T482 i(C9)091 5.37 55 -0.82(-0.71)  M496 i(N8)H 850 9.0 -4.82(-2.47)
L498 i(N8)H 5.15 55  0.10(-0.03) 1502 ii(C4)04 895 90 -0.18(-0.21)
K730 i(C7)H 5.26 55  2.87(2.57) F682 ii(N3)H 856 9.0 -0.20(-0.24)
Y405 ii(C5)F 5.55 6.0  0.42(0.30) Y711 ii(C5)F 8.55 9.0 0.0003(-0.05)
M463 i(C9)091 5.54 6.0 -493(2.72) D728 ii(N3)H 8.83 9.0 -0.93(-0.93)
1481 i(C9)091 5.87 6.0 -1.26(-1.37) A735 i(C9)091 8.88 9.0 -0.41(-0.43)
E657 ii(C2)02 5.70 6.0 3.82(3.64) W767 ii(C5)F 859 9.0 -0.02(-0.02)
V464 i(C9)091 6.45 6.5 -168(-1.75)  C425 i(N8)H 941 95 -5.00(-2.80)
AA4T77 i(N8)H 6.17 6.5 1.04(1.07) M674 ii(N3)H 946 95 -0.04(-0.05)
F491 i(C9)091 6.23 6.5  0.10(0.06) E688 ii(C5)F 927 95 1.47(1.35)
S501 ii(C4)04 6.37 6.5 -0.16(-0.18)  ET710 ii(C5)F 903 95 -3.93(-3.97)
S706 ii(C4)04 6.37 6.5 -0.27(-0.35) L727 ii(N3)H 917 95 0.13(0.12)
T707 i(N8)H 6.30 6.5 -052(-073)  T399 i(N8)H 953 10.0 -0.30(-0.30)
N709 ii(C4)04 6.46 6.5 -267(-2.91) V406 ii(C6)H 9.98 10.0 0.06(0.06)
G731 i(N8)H 6.14 6.5 0.71(0.69)  R453 i(C9)092 957 100 -0.69(-0.64)
K449 i(CT)H 6.94 7.0  0.03(0.02) 1476 i(N8)H 954 10.0 0.78(0.81)
A452 i(C9)092 6.74 7.0 -1.30(-146)  S497 i(N8)H 9.61 10.0 -0.52(-0.50)
F658 ii(C2)02 6.63 7.0 -0.75(-0.83) R660 ii (-
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(




Table 2: Description of the GIuR2 residues interacting with FIW. We show the functional groups and distances of

the ligand to each amino acid in the binding pocket radius ranging from 10.5 to 12.0 A

Residue Atomic Group d(A) r(A) EceA(LDA) Residue Atomic Group d(A) r(A) EGGA(LDA)
G465 i(C9)091 10.38 10.5 -0.71(-0.77) S729 i(N8)H 10.68 11.0 0.31(0.31)
L467 i(C9)091 10.23 10.5 -0.74(-0.75) Y424 i(N8)H 1119 15 -0.85(-0.89)
L483 i(C9)091 10.26 10.5 -1.82(-1.81) D447 i(C7)H 1122 115 0.87(0.75)
E486 i(C9)091 10.29 10.5 -6.16(-6.18) R661 i(C9)092 11.32 1.5 -2.68(-2.68)
P494 i(N8)H 10.07 105 0.47(0.47) M670 ii(N3)H 11.28 11.5 -0.06(-0.04)
W671 ii(N3)H 1043 10.5 -0.19(-0.15) AB691 ii(C4)04 1141 115 0.30(0.30)
V693 ii(C4)04 1042 10.5 -0.06(-0.10) E713 ii(C5)F 11.44 115 -1.37(-1.48)
1734 i(C9)091 10.12 105 -0.11(-0.11) M407 ii(C5)F 11.87 12.0 -0.09(-0.10)
T398 i(C9)091 10.75 11.0 -0.04(-0.04) L428 i(N8)H 11.77 12.0 0.78(0.85)
V681 ii(C4)04 10.9 11.0 -0.05(-0.08) V488 i(C9)091 11.74 12.0 0.25(0.28)
A701 ii(C4)04 10.84 11.0 -0.80(-0.86) Y647 ii(C4)04 11.54 12.0 -0.88(-0.86)
K722 ii(C4)04 1051 11.0 2.54(2.48) R692 ii(C4)04 11.82 120 -1.52(-1.58)
N726 ii(N3)H 10.92 11.0 0.27(0.26) K763 ii(C5)F 11.83 12.0 1.30(1.30)




Table 3: Description of the GluR2 residues interacting with HW. We show the functional groups and distances of

the ligand to each amino acid in the binding pocket radius ranging from 2.0 to 10.0 A

Residue Atomic Group d(A) r(A) EccapA) Residue Atomic Group d(A) r(A) EccA(LDA)
T480  i(C9)091; i(N8)H 190;215 2.0 -10.73(-18.67) G733 i(N8)H 6.69 7.0 -0.81(-0.83)
R485 i(C9)091;i(C9)092  1.81;1.84 20 -28.34(-36.44) S403 ii(C5)H 750 7.5 -0.57(-0.61)
T655 ii(C2)02;ii(N3)H 2.03,2.43;1.87 2.0 -10.37(-20.78) D651 ii(C2)02 743 7.5 0.92(0.96)
E705  i(N8)H: ii(C4)04 196,197 20 -47.77(-60.84) T685 ii(C5)H 710 7.5  0.41(0.37)
P478 i(N8)H 2.02 25 -14.51(-17.97) F495 i(N8)H 7.69 8.0 -0.002(-0.03)
S654 i(C9)092 2.06 25 -20.74(-28.10) G499 ii(C4)04 756 8.0 -0.76(-0.80)
L704 ii(C4)04 2.25 25 -470(-757)  M503 ii(C4)04 7.94 80 -4.60(-2.32)
M708  i(C7)H: ii(C5)H 253:238 25 -6.09(-8.93) V683 ii(C4)04 769 80 -1.29(-1.26)
L650  i(C7); ii(C4)0O4 215;415 25 -10.64(-19.76) ABS7 ii(C5)H 766 80 0.72(0.77)
Y450 i(N8)H 2.89,4.40 3.0 -14.00(-25.71) G689 ii(C4)04 7.82 8.0 0.30(0.32)
L479 i(C9)091 2.64 3.0 -9.45(-1325)  L401 ii(C6)H 839 85 -0.23(-0.24)
G653 i(C7)H 2.69 30 -15.36(-18.08) G448 i(C7)H 822 85 -0.20(-0.22)
T686 ii(C5)H 2.93 3.0 -0.19(-0.84) W460 i(C9)092 8.24 8.5 -0.32(-0.34)
Y732 i(N8)H 252 30 -1.94(-451) G462 i(C9)092 833 85 -0.18(-0.24)
E402 ii(C6)H 3.76 40 -855(-9.08) 1489 i(C9)091 829 85  0.19(0.23)
$652 i(CT)H 3.93 40 -6.00(-6.36) G648 ii(C4)04 802 85 -1.78(-1.84)
K656 ii(C2)02 4.00 40 -1.07(-2.44) V690 ii(C4)04 805 85 0.23(0.22)
L498 i(N8)H 475 50 -0.03(-0.18) 1712 ii(C5)H 836 85 -0.07(-0.01)
1500 ii(N3)H 47 50 -0.64(-0.84)  P404 ii(C5H 869 90 0.02(-0.01)
T649 ii(N3)H 467 50 -2.66(2.72)  N461 i(C9)092 891 9.0  1.34(1.34)
Y702 ii(C4)04 4.56 50 -1.70(-0.59) V484 i(C9)092 867 9.0 -0.91(-0.93)
L703 ii(C4)04 452 50 -1.30(-1.36) M496 i(N8)H 858 9.0 -5.02(-2.75)
1400 i(C7)H 5.31 55 -156(-1.69) 1502 ii(C4)04 897 90 -0.17(-0.19)
G451 i(C9)092 5.3 55  2.28(2.30) F682 ii(N3)H 867 9.0 -0.41(-0.44)
T482 i(C9)091 5.41 55 0.07(024)  R684 i(C7)H 851 90 6.75(6.67)
K730 i(CT)H 545 55 1.94(1.63) Y711 ii(C5)H 8.80 9.0 0.30(0.37)
Y405 ii(C5)H 5.76 6.0  0.48(0.37) D728 ii(N3)H 891 9.0 -0.81(-0.81)
M463 i(C9)091 558 6.0 -548(-3.35) A735 i(C9)091 894 90 -0.52(-0.53)
1481 i(N8)H 5.92 6.0 -1.25(-1.34) W767 ii(C5)H 8.78 9.0 -0.01(-0.02)
E657 ii(C2)02 5.8 6.0 5.17(5.07) V445 i(CT)H 9.07 95 -0.14(-0.13)
T707 i(N8)H 5.75 60 112(1.03)  A475 i(C9)091 9.00 95  0.29(0.28)
V464 i(C9)091 6.44 6.5 -2.32(-2.36) E688 ii(C5)H 9.46 9.5 1.53(1.49)
AATT i(N8)H 6.19 65  1.26(1.32) E710 ii(C4)04  9.09 95 -4.14(-4.14)
F491 i(C9)091 6.33 65  0.20(0.17) L727 ii(N3)H 927 95  0.07(0.06)
S501 ii(C4)04 6.32 65 -0.06(-0.08)  T399 i(N8)H 9.57 10.0 -0.76(-0.77)
S706 ii(C4)04 6.37 65 -0.10(-0.15) V406 ii(C6)H  9.96 10.0 -0.04(-0.05)
N709 ii(C4)04 6.36 65 -1.95-2.07) C425 i(N8)H 9.51 10.0 -5.14(-2.97)
G731 i(N8)H 6.29 65 036(0.34) R453  i(C9)092 9.65 10.0 -1.67(-1.69)
K449 i(C7)H 6.99 70 -0.04(-0.08) 1476 i(N8)H 9.64 10.0 0.57(0.58)
A452 i(C9)092 6.81 70 -267(-2.84)  S497 i(N8)H 9.93 10.0 -0.41(-0.39)
F658 ii(C2)02 6.71 70 -0.58(-065) M674 ii(N3)H  9.86 10.0 -0.01(-0.02)
F659 ii(N3)H 6.83 7.0 -0.21(-0.23)




Table 4: Description of the GIuR2 residues interacting with H1¥. We show the functional groups and distances of
the ligand to each amino acid in the binding pocket radius ranging from 10.5 to 12.0 A

Residue Atomic Group d(A) r(A) EGGA(LDA) Residue Atomic Group d(A) r(A) EccA(LDA)

G465 i(C9)091 1043 10.5 -0.17(-0.18) D447 i(C7)H 1134 115  1.80(1.62)
L467 i(C9)091  10.34 105 -0.69(-0.74)  M670 ii(N3)H 1137 115  -0.04(-0.04)
L483 i(C9)091 1039 105 -2.12(-212) V681 ii(C4)04  11.07 115 -0.03(-0.03)
E486 i(C9)091 1042 105 -6.92(-6.99) N726 ii(N3)H 11.07 1.5  0.37(0.35)
P494 i(N8)H 1003 105 0.41(0.42)  S729 i(N8)H 11 115  0.32(0.32)
R660 ii(C2)02 1015 105 -4.60(-4.55)  R661 i(C9)092 1152 12 -3.21(-3.19)
V693 ii(C4)04 1047 10.5  0.10(0.06) L428 i(N8)H 11.83 12 0.64(0.68)
Y700 ii(C4)04 1012 105 -0.11(-0.12) V488 i(C9)091  11.87 12 0.29(0.33)
K722 ii(C4)04 1047 105 252(2.44)  S492 i(N8)H 11.97 12 -0.17(-0.19)
1734 i(C9)091 102 105 -0.15(-0.16) Y647 ii(C4)04 1164 12 -1.42(-144)
T398 i(C9)091  10.85 11  0.05(0.05)  A691 ii(C4)04 1153 12 0.28(0.28)
W671 ii(N3)H 1072 11 -0.01(-0.001) E713 ii(C5)H 1167 12 -1.76(-1.76)
A701 ii(C4)04 1093 11  -057(-0.60) K763 ii(C5)H 11.99 12 1.63(1.61)
Y424 i(N8)H 1116 115 -0.61(-0.63)




Table 5: Description of the GIuR2 residues interacting with BrWW. We show the functional groups and distances of
the ligand to each amino acid in the binding pocket radius ranging from 2.0 to 10.0 A

Residue Atomic Group d(A) r(A) EceAwpA) Residue Atomic Group d(A) r(A) EccA(Lba)
T480  i(C9)091: i(N8)H 188:211 20 -1003(1721) G733 i(N8)H 654 7.0 -0.87(0.16)
R485 (C9)091:i(C9)092 168174 20 -2591(-32.97) P404 ii(C5Br 750 7.5 0.11(0.09)
T655 ii(C2)02;ii(N3)H 2.03,2.39;1.91 2.0 -10.92(-19.82) K449 i(C7)H 703 7.5 -1.31(0.30)
E705 i(N8)H; ii(C4)04 1.84;2.00 2.0 -51.24(-65.84) D651 ii(C2)02 733 75 -3.37(-2.15)
P478 i(N8)H 2.09 25 -13.47(-15.47) R661 ii(C202 743 75 -577(-3.85)
$654 i(C9)092 2.04 25 -18.36(-23.79) F495 i(N8)H 764 80 0.01(-0.02)
L704 ii(C4)04 227 2.5 -8.55(-12.80) G499 ii(C4)04 753 8.0 -0.61(-0.64)
Y732 i(N8)H 2.27;2.90 25 -412(-544) M503 ii(C4)04 7.77 8.0 23.09(10.16)
Y450 i(N8)H 3.00; 4.56 3.0 -16.13(-24.32) G648 ii(N3)H 799 8.0 -3.55(-2.90)
L479 i(C9)091 2.63 3.0 -19.16(-18.65) V683 ii(C4)04 765 8.0 -0.57(0.78)
G653 i(C9)092 2.66 3.0 -22.78(-26.35) T685 ii(C5)Br 752 8.0 -0.42(0.86)
T686 ii(C5)Br 2.93 30 -3.99(-369)  A687 ii(C5)Br  7.78 8.0 -0.59(0.48)
L650  i(C7); ii(C4)04 305427 35 -13.13(-19.85) G689 ii(C4)04 7.80 80 -0.55(0.20)
M708 ii(C5)Br 3.09 35 25.80(8.45) V690 ii(C5)Br 790 8.0 -1.04(0.28)
$652 i(CT)H 3.99 40 -655(-461) Y711 ii(C5Br  7.81 80 -0.24(-0.27)
K656 ii(C2)02 3.99 40 -723(-924) WT767 ii(C5)Br  7.82 80 -3.70(-0.71)
E402 ii(C6)H 4.07 45 745(-808) 1712 ii(C5Br 791 85 -0.17(-0.17)
Y405 ii(C5)Br 485 50 -655(-092) G448 i(CT)YH 819 85 -0.95(-0.19)
L498 i(N8)H 455 50 -0.12(-0.28) W460 i(C9)092 845 85 -1.17(-1.26)
1500 ii(N3)H 4.87 50 -0.60(-078) G462  i(C9)092 825 85 -0.73(-0.79)
T649 ii(N3)H 4.54 50 -411(-3.07) 1489 i(C9)091 827 85 -1.32(0.26)
Y702 ii(C4)04 463 50 -151(-137)  L401 ii(C6)H 880 90 -2.66(-1.04)
L703 ii(C4)04 457 50 -116(-127) V445 i(CT)H 899 90 -1.90(-0.53)
1400 i(CT)H 5.36 55 329(-185)  N461 i(C9)092 873 90 1.50(1.53)
G451 i(C9)092 528 55 1.15(1.88) A475 i(C9)091 896 9.0 -0.93(-0.08)
T482 i(C9)091 5.21 55 -0.72(0.66) V484 i(C9)092 859 9.0 -1.36(0.09)
K730 i(N8)H 577 6.0 177(3.17)  M496 i(N8)H 856 9.0 25.66(11.44)
M463 i(C9)091 573 6.0 27.20(12.58) F682 ii(N3)H 8.62 9.0 -3.63(-1.21)
1481 i(N8)H 578 6.0 -375(-221) R684 i(CT)YH 853 90 3.62(5.56)
E657 ii(C2)02 577 6.0 1.12(2.64) E710 ii(C5)Br 864 9.0 -3.91(-3.94)
V464 i(C9)091 6.44 6.5 -292(-300) D728 i(C8)H 900 90 -3.11(-1.75)
A4T7 i(N8)H 6.25 6.5 -051(0.42)  A735 i(C9)091 882 9.0 -1.48(-0.56)
F491 i(C9)091 6.07 6.5 -0.09(-015)  C425 i(N8)H 943 95 27.20(12.13)
S501 ii(C4)04 6.37 65 -013(-0.15) 1502 ii(C4)04 938 95 -0.12(-0.14)
S706 ii(C4)04 6.33 6.5 0.31(0.27) L727 ii(N3)H 929 95 -1.79(-0.15)
T707 ii(C5)Br 6.20 6.5 -042(-083)  T399 i(N8)H 986 10.0 -2.12(-0.87)
N709 ii(C5)Br 6.48 6.5 -091(-1.00) V406 ii(C5Br 979 10.0 -0.06(-0.06)
G731 i(N8)H 6.19 6.5 053(1.26)  R453 i(C9)092 961 10.0 -2.86(-0.84)
S403 ii(C5)Br 6.65 70 -0.88(-093) 1476 i(N8)H 968 100 -1.19(0.36)
A452 i(C9)092 6.66 70 -1.83(-093)  S497 i(N8)H 982 10.0 -0.36(-0.37)
F658 ii(C2)02 6.67 7.0 -2.96(-0.48) R660 ii(C2)02 9.99 10.0 -5.08(-3.07)
F659 ii(N3)H 6.83 70 -307(-072) E688 ii(C5Br 979 10.0 -1.02(0.67)




Table 6: Description of the GIuR2 residues interacting with BrW. We show the functional groups and distances of
the ligand to each amino acid in the binding pocket radius ranging from 10.5 to 12.0 A

Residue Atomic Group d(A) r(A) EGGA(LDA) Residue Atomic Group d(A) r(A) EccA(LDA)

G465 i(C9)092 1025 105 -1.26(-1.34)  S729 i(N8)H 10.84 11.0 -1.36(-0.25)
L467 i(C9)091  10.31 105 -1.01(-1.07)  M407 ii(C5)Br 1146 115 -0.08(-0.08)
L483 i(C9)091  10.18 105 -432(2.67) M670 ii(N3)H 127 115 -0.01(-0.01)
E486 i(C9)091  10.32 105 -10.29(-8.67)  AB91 ii(C4)04 1144 115  -0.27(0.76)
P494 i(N8)H 10.09 105 0.17(0.14)  E713 ii(C5Br  11.07 115 -1.71(-1.83)
W671 ii(N3)H 1049 105  0.02(0.02)  N726 ii(C4)04 1106 115  0.16(0.16)
M674 ii(N3)H 10.03 105  0.04(0.04) K763 ii(C5Br 1128 115  0.44(2.18)
V693 ii(C4)04  10.31 105 -1.12(0.30)  L428 i(N8)H 1166 12.0  0.32(0.39)
Y700 ii(C4)04 1012 105 -3.03(-054) D447  i(C9)092 1129 12.0  -1.00(0.36)
K722 ii(C4)04 1019 105  202(1.93) V488 i(C9)091 1167 120 -1.21(0.25)
1734 i(C9)091 1017 105 -1.98(-042)  S492 i(N8)H 11.91 120 -0.44(-0.48)
T398 i(C9)091  10.89 11.0 -1.76(-052) Y647 ii(N3)H 1164 120 -4.51(-2.02)
Y424 i(N8)H 10.95 11.0 -0.92(-095)  R692 ii(C4)04 1198 120 -2.53(-0.56)
V681 ii(C4)04 1093 11.0 -1.38(-0.09) R715 ii(C5Br 1176 12.0  3.68(3.66)
A701 ii(C4)04 1091 1.0 -1.67(-0.79)




Table 7: Description of the GIuR2 residues interacting with 7W. We show the functional groups and distances of the
ligand to each amino acid in the binding pocket radius ranging from 2.0 to 10.0 A

Residue  Atomic Group d(A) r(A) Eceawpa) Residue Atomic Group d(A) r(A) Ecea(Lpa)
T480  i(C9)091;i(N8)H 1.87;217 2.0 -7.38(-14.93) N709 ii(C4)04 651 7.0 -2.33(-3.36)
R485 i(C9)091;i(C9)092 1.71;1.78 2.0 -23.47(-31.72) G733 i(N8)H 661 7.0 -1.22(-0.98)
E705  i(N8)H:ii(C4)04 1.78;2.15 2.0 -53.80(-68.47) F659 ii(N3)H 738 75 -2.42(-137)
P478 i(N8)H 200 25 -16.29(-20.02) W767 ii(C5)l 746 7.5 -1.48(-0.001)
S654 i(C9)092 202 25 -1537(-22.46) G448 i(CT)H 7.82 80 -0.46(-0.16)
T655  ii(C2)02:ii(N3)H 2.03:214 25 -9.88(-16.82) F495 i(N8)H 755 8.0 0.82(-0.64)
L704 ii(C4)04 242 25 -453(-720) G499 ii(C4)04 7.77 80 0.02(-0.50)
Y732 i(N8)H 218 25 -424(-785) M503 ii(C4)04 766 80 21.37(7.85)
Y450 i(N8)H 3.00,455 3.0 -16.05(-26.76) D651 ii(C2)02 7.85 8.0 -2.41(-1.96)
L479 i(C9)091 2.69 3.0 -27.27(-28.73) V683 ii(C4)04 7.72 8.0 0.68(1.35)
G653 i(C7)H 257 30 -759(-873) T685 ii(C4)04:ii(C5) 7.74:7.74 80 -0.27(0.38)
M708 ii(C5)l 276 30 24826.28)  ABS7 ii(C5)l 789 80 -0.35(0.26)
L650 ii(C4);ii(C4)04  3.34;5.75 35 -7.29(-10.69) V690 ii(C4)04 7.91 8.0 -0.91(-0.19)
T686 ii(C5)l 336 35 -3.95(-4.14) Y711 ii(C5)l 753 8.0 0.43(-1.01)
E402 ii(C6)H 400 40 -7.32(-935) 1712 ii(C5)l 761 80 -021(-1.12)
K656 ii(C2)02 3.99 4.0 -4.39(-3.79) W460 i(C9)092 8.24 8.5 0.79(-0.90)
Y702 ii(C4)04 397 40 045(-156) G462 i(C9)092 818 85 -0.65(-1.18)
Y405 ii(C5)l 412 45 -0.09(-161) 1489 i(C9)091 836 85 -0.62(0.15)
S652 i(C7)H 4.29 45 -2.06(-1.69) M496 i(N8)H 8.50 8.5 25.65(10.57)
L498 i(N8)H 457 50 083(-0.13) G648 ii(N3)H 834 85 -1.71(-1.54)
G451 i(C9)092 522 55 4.04(464) G689 ii(C4)04 812 85 -0.25(0.15)
T482 i(C9)091 526 55 -062020) L4071 ii(C5)l 853 9.0 -1.93(-1.03)
1500 ii(N3)H 527 55 -0.05(-1.11) C425 i(N8)H 875 9.0 26.07(10.55)
T649 ii(N3)H 506 55 -3.00(-2.46) V445 i(CT)H 8.86 9.0 -0.58(0.15)
L703 ii(N3)H 502 55 -038(-1.37) N461 i(C9)092 878 90 1.62(0.83)
T707 ii(CH)l 5.38 55 -2.29(-3.88) A475 i(C9)091 8.99 9.0 -0.55(-0.26)
K730 i(C7)H 539 55 363(370) V484 i(C9)092 8.88 9.0 0.45(1.52)
1400 i(CT)H 561 60 -300(-243) R684 i(C7)H 900 9.0 549(6.12)
M463 i(C9)091 5.72 6.0 25.09(9.83) E710 ii(C4)04 8.77 9.0 -4.93(-5.86)
1481  i(C9)091:i(N8)H 5.81:581 60 -3.80(-3.20) D728 i(C8)H 8.83 9.0 -2.86(-2.19)
E657 ii(C2)02 598 60 1.00(1.72)  T399 i(N8)H 950 95 -1.49(-1.03)
S403 ii(C5)l 6.21 6.5 0.28(-0.24) V406 ii(CS)l 9.01 9.5 0.53(-0.10)
A452 i(C9)092 6.48 65 -0.06(0.33) 1502 ii(C4)04 947 95 0.26(-0.62)
A477 i(N8)H 615 65 -0020043)  F682 ii(N3)H 911 95 -2.85-1.92)
F491 i(C9)091 6.29 6.5 1.70(0.35) A735 i(C9)091 9.03 9.5 -0.67(-0.29)
S706 ii(C4)04 6.27 6.5 -0.69(-1.44) R453 i(C9)092 9.72 10.0 -1.06(-0.28)
G731 i(N8)H 636 65 -0.28(0.001) 1476 i(N8)H 961 10.0 -1.03(-0.26)
P404 ii(C5)l 694 70 055-026) P494 i(N8)H 999 100 0.67(-0.17)
K449  i(C9)092:i(C7)H 6.85.6.85 7.0 -0.68(0.17)  S497 i(N8)H 971 100 0.16(-0.31)
V464 i(C9)091 668 7.0 -0.88(-158)  L727 ii(N3)H 957 10.0 -1.67(-0.98)
S501 ii(C4)04 689 7.0 040(-022)  E688 ii(C4)04 10.0 100 -1.15(-0.27)
F658 ii(C2)02 675 7.0 -2.37(-1.37)




Table 8: Description of the GIuR2 residues interacting with 777. We show the functional groups and distances of the
ligand to each amino acid in the binding pocket radius ranging from 10.5 to 12.0 A

Residue Atomic Group d(A) r(A) EceA(LDA) Residue Atomic Group d(A) r(A) EGGA(LDA)

Y424 ii(C5) 10.28 10.5 -0.75(-2.33) Y700 ii(C4)04 10.58 11.0 -1.91(-0.87)
G465 i(C9)092 10.34 10.5 0.50(0.19) N726 ii(N3)H 10.85 11.0 0.47(-0.30)
L467 i(C9)091 10.21 10.5 -0.39(-1.15) R661 i(C9)092 11.08 1.5 -4.11(-3.23)
L483 i(C9)091 10.31 10.5 -3.59(-2.81) V681 ii(N3)H 1146 1.5 -1.15(-0.54)
E486 i(C9)091 10.30 10.5 -9.88(-9.08) A701 ii(C4)04 1143 115 -1.13(-1.32)
R660 ii(C2)02 10.03 10.5 -4.63(-3.65) E713 ii(C5)l 11.25 1.5 -2.50(-3.50)
W671 ii(C2)02 10.49 105  1.28(-0.39) S729 i(N8)H 11.03 1.5 -1.73(-1.19)
K722 ii(C4)04 10.17 10.5 2.90(2.05) K770 ii(C5)l 11.02 115 5.64(4.94)
1734 i(C9)091 10.27 10.5 -1.80(-1.09) L428 i(N8)H 11.59 12.0 1.29(0.73)
K763 ii(C5)l 10.49 10.5 1.52(2.47) V488 i(C9)091 11.71 120 -0.53(0.35)
T398 i(C9)091 10.78 11.0 -1.05(-0.57) $492 i(N8)H 11.99 12.0 0.34(-0.30)
M407 ii(C5) 10.62 11.0  0.13(-0.46) M670 ii(N3)H 11.81 12.0 -0.08(-0.64)
D447 i(C9)092 10.88 11.0 -0.87(-0.24) AG91 ii(C4)04 11.60 12.0 -0.13(0.40)
M674 ii(N3)H 10.62 11.0 -0.17(-0.68) R715 ii(C5)I 11.54 12.0 7.00(6.03)
V693 ii(C4)04 10.70 11.0 -0.87(-0.13)




