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Table S1. Selected bond lengths [A] and angles [°] for 1.7

Ca(1)-0(2) Ca(1)-02W)
Ca(1)-O(1W)

0(2)-Ca(1)-0(2a) 0(2)-Ca(1)-0(2W)
0(2)-Ca(1)-O(1W)#1 O(1Wa)-Ca(1)-O2W)
0(2)-Ca(1)-O(1W) O(1W)-Ca(1)-0(2W)
0(2a)-Ca(1)-O(1W) 0(2)-Ca(1)-0(2Wa)

O(1Wa)-Ca(1)-O(1W) 0(2W)-Ca(1)-0(2Wa)

@ Symmetry codes: (a) -X,-y,-z.

Table S2 Selected bond lengths [A] and angles [°] for 2.4
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Ca(1)-0Q2)#1
Ca(1)-O(1W)
Ca(1)-0(2W)
Ca(1)-O(1P)

0(2)#1-Ca(1)-0(1W)
O(2)#1-Ca(1)-0(2W)
O(1W)-Ca(1)-0(2W)
0(2)#1-Ca(1)-O(1P)
O(1W)-Ca(1)-O(1P)
O(2W)-Ca(1)-O(1P)
0(2)#1-Ca(1)-O(5P)
O(1W)-Ca(1)-O(5P)
0(2W)-Ca(1)-O(5P)
O(1P)-Ca(1)-O(5P)
O(Q2)#1-Ca(1)-0(2)
O(1W)-Ca(1)-0(2)
0(2W)-Ca(1)-0(2)
O(1P)-Ca(1)-0(2)
O(5P)-Ca(1)-0(2)

Symmetry codes: #1 -X,-y,-z

Ca(1-0(5P)  2.521(3)
Ca(1)-0(2) 2.540(3)
Ca(1)-N(3) 2.555(3)
Ca(1)-0(6P)  2.722(4)

0(2)#1-Ca(1)-N(3)
O(1W)-Ca(1)-N(3)
0(2W)-Ca(1)-N(3)
O(1P)-Ca(1)-N(3)
O(5P)-Ca(1)-N(3)
0(2)-Ca(1)-N(3)
0(2)#1-Ca(1)-O(6P)
O(1W)-Ca(1)-O(6P)
0(2W)-Ca(1)-O(6P)
O(1P)-Ca(1)-O(6P)
O(5P)-Ca(1)-O(6P)
0(2)-Ca(1)-0(6P)
N(3)-Ca(1)-O(6P)
Ca(1)#1-0(2)-Ca(1)

Table S3 Selected bond lengths [A] and angles [°] for 3.«

Ca(1)-0(2)
Ca(1)-O(1W)
Ca(1)-0(2W)

0(2)-Ca(1)-0(1W)
0(2)-Ca(1)-0(2W)
O(1W)-Ca(1)-02W)
0(2)-Ca(1)-0(21)#1

O(1W)-Ca(1)-0(21)#1
0(2W)-Ca(1)-0(21)#1

0(2)-Ca(1)-0(21)
O(1W)-Ca(1)-0(21)

a Symmetry codes: #1 #1 -x,-y,-z+1

Ca(1)-0(21)
Ca(1)-N31)
Ca(1)-CI(1)

0(2W)-Ca(1)-0(21)
0(21)#1-Ca(1)-0(21)
0(2)-Ca(1)-N(31)
O(1W)-Ca(1)-N31)
O(2W)-Ca(1)-N(31)
O(21)#1-Ca(1)-N(31)
0(21)-Ca(1)-N(31)




Table S4 Selected bond lengths [A] and angles [°] for 4.

Ca(1)-0(3)
Ca(1)-03W)
Ca(1)-0(2)

Ca(1)-0(3'1)
Ca(1)-0(4W)
Ca(1)-O(1W)
Ca(1)-0(2W)
Ca(1)-0(2'1)

0(3')-Ca(1)-0(3W)
0(3')-Ca(1)-0(2")
O(3W)-Ca(1)-0(2")
0(3')-Ca(1)-0(3'1)
O(3W)-Ca(1)-0(3'1)
0(2')-Ca(1)-0(3'1)
0(3')-Ca(1)-0(4W)
O(3W)-Ca(1)-0(4W)
0(2')-Ca(1)-0(4W)
0(3'1)-Ca(1)-0O(4W)
0(3')-Ca(1)-O(1W)
O(3W)-Ca(1)-0(1W)
0(2')-Ca(1)-O(1W)
0(3'1)-Ca(1)-O(1W)
O(4W)-Ca(1)-O(1W)
0(3')-Ca(1)-0(2W)
O(3W)-Ca(1)-0(2W)
0(2')-Ca(1)-0(2W)
0(3'1)-Ca(1)-02W)
O(4W)-Ca(1)-0(2W)
O(1W)-Ca(1)-0(2W)
0(3')-Ca(1)-0(2'1)
O(3W)-Ca(1)-0(2'1)
0(2')-Ca(1)-0(2'1)
0(3'1)-Ca(1)-0(2'1)
O(4W)-Ca(1)-0(2'1)
O(1W)-Ca(1)-0(2'1)
0(2W)-Ca(1)-0(2'1)

Ca(2)-0(7TW)
Ca(2)-O(8W)
Ca(2)-0(5W)
Ca(2)-0(312)
Ca(2)-0(2'3)
Ca(2)-0(6W)
Ca(2)-0(3'3)
Ca(2)-0(22)

O(7TW)-Ca(2)-0O(5W)
O(8W)-Ca(2)-O(5W)
O(7W)-Ca(2)-0(3'2)
O(8W)-Ca(2)-0(312)
O(5W)-Ca(2)-0(32)
O(7W)-Ca(2)-0(2'3)
O(8W)-Ca(2)-0(2'3)
O(5W)-Ca(2)-0(2'3)
0(3'2)-Ca(2)-0(2'3)
O(7W)-Ca(2)-O(6W)
O(8W)-Ca(2)-O(6W)
O(5W)-Ca(2)-O(6W)
0(3'2)-Ca(2)-O(6W)
0(2'3)-Ca(2)-O(6W)
O(7W)-Ca(2)-0(3'3)
O(8W)-Ca(2)-0(3'3)
O(5W)-Ca(2)-0(3'3)
0(3'2)-Ca(2)-0(3'3)
0(2'3)-Ca(2)-0(3'3)
0(6W)-Ca(2)-0(3'3)
O(7W)-Ca(2)-0(2'2)
O(8W)-Ca(2)-0(212)
O(5W)-Ca(2)-0(212)
0(3'2)-Ca(2)-0(2'2)
0(2'3)-Ca(2)-0(2'2)
0(6W)-Ca(2)-0(212)
0(3'3)-Ca(2)-0(2'2)
O(7W)-Ca(2)-O(8W)
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Table S5 Selected bond lengths [A] and angles [°] for 5.

Ca(1)-0(3W)
Ca(1)-O(1W)
Ca(1)-0(2'1)
Ca(1)-0(2W)
Ca(1)-0(2)

Ca(1)-O(4W)
Ca(1)-0(3)

Ca(1)-0(3'1)

O(3W)-Ca(1)-O(1W)
O(BW)-Ca(1)-0(2'1)
O(1W)-Ca(1)-0(2'1)
O(3W)-Ca(1)-0(2W)
O(1W)-Ca(1)-0(2W)
0(2'1)-Ca(1)-02W)
O(3W)-Ca(1)-0(2")
O(1W)-Ca(1)-0(2")
0(2'1)-Ca(1)-0(2')
O(2W)-Ca(1)-0(2")
O(3W)-Ca(1)-0(4W)
O(1W)-Ca(1)-O(4W)
0(2'1)-Ca(1)-O(4W)
0(2W)-Ca(1)-0(4W)
0(2')-Ca(1)-0(4W)
O(3W)-Ca(1)-0(3")
O(1W)-Ca(1)-0(3")
0(2'1)-Ca(1)-0(3")
0(2W)-Ca(1)-0(3")
0(2')-Ca(1)-0(3')
O(4W)-Ca(1)-0(3")
O(3W)-Ca(1)-0(3'1)
O(1W)-Ca(1)-0(3'1)
0(2'1)-Ca(1)-0(3'1)
0(2W)-Ca(1)-0(3'1)
0(2')-Ca(1)-0(3'1)
O(4W)-Ca(1)-0(3'1)
0(3')-Ca(1)-0(3'1)

2.386(2)

Ca(2)-0(6W)
Ca(2)-0(2'3)
Ca(2)-O(7TW)
Ca(2)-0(5W)
Ca(2)-0(22)
Ca(2)-O(8W)
Ca(2)-0(32)
Ca(2)-0(3'3)

0(6W)-Ca(2)-0(2'3)
0(6W)-Ca(2)-O(7W)
0(2'3)-Ca(2)-O(7TW)
0(6W)-Ca(2)-O(5W)
0(2'3)-Ca(2)-0(5W)
O(7W)-Ca(2)-0O(5W)
0(6W)-Ca(2)-0(2'2)
0(2'3)-Ca(2)-0(22)

O(7W)-Ca(2)-0(2'2)
O(5W)-Ca(2)-0(2'2)
0(6W)-Ca(2)-O(8W)
0(2'3)-Ca(2)-O(8W)
O(7W)-Ca(2)-O(8W)
O(5W)-Ca(2)-O(8W)
0(2'2)-Ca(2)-O(8W)
0(6W)-Ca(2)-0(312)
0(2'3)-Ca(2)-0(32)

O(7W)-Ca(2)-0(3'2)
0(5W)-Ca(2)-0(32)
0(2'2)-Ca(2)-0(3'2)

O(8W)-Ca(2)-0(32)
0(6W)-Ca(2)-0(3'3)
0(2'3)-Ca(2)-0(3'3)

0(7W)-Ca(2)-0(3'3)
O(5W)-Ca(2)-0(3'3)
0(212)-Ca(2)-0(3'3)

O(8W)-Ca(2)-0(3'3)
0(3'2)-Ca(2)-0(3'3)

2.416(2)

sS4



Table S6 Selected bond lengths [A] and angles [°] for 6.

Ca(1)-0(21)
Ca(1)-0O(5W)
Ca(1)-O(1W)
Ca(1)-0(3)

Ca(1)-03W)
Ca(1)-O(4W)
Ca(1)-0(2W)
Ca(1)-0(2)

0(21)-Ca(1)-0(5W)
0(21)-Ca(1)-0(1W)
O(5W)-Ca(1)-O(1W)
0(21)-Ca(1)-0(3")
O(5W)-Ca(1)-0(3")
O(1W)-Ca(1)-0(3")
0(21)-Ca(1)-O(3W)
O(5W)-Ca(1)-0(3W)
O(1W)-Ca(1)-0(3W)
0(3')-Ca(1)-0(3W)
0(21)-Ca(1)-0(4W)
O(5W)-Ca(1)-0(4W)
O(1W)-Ca(1)-0O(4W)
0(3')-Ca(1)-0O(4W)
O(3W)-Ca(1)-0(4W)
0(21)-Ca(1)-0(2W)
O(5W)-Ca(1)-0(2W)
O(1W)-Ca(1)-0(2W)
0(3')-Ca(1)-0(2W)
O(3W)-Ca(1)-0(2W)
O(4W)-Ca(1)-0(2W)
0(21)-Ca(1)-0(2")
O(5W)-Ca(1)-0(2")
O(1W)-Ca(1)-0(2")
0(3')-Ca(1)-0(2)
O(3W)-Ca(1)-0(2")
O(4W)-Ca(1)-0(2")
O(2W)-Ca(1)-0(2")

Ca(2)-0(3'1)
Ca(2)-0(11W)
Ca(2)-0O(9W)
Ca(2)-O(7TW)
Ca(2)-O(8W)
Ca(2)-0(10W)
Ca(2)-0(2'1)
Ca(2)-0(6W)

0(3'1)-Ca(2)-O(11W)
0(3'1)-Ca(2)-0(9W)
O(11W)-Ca(2)-O(9W)
0(3'1)-Ca(2)-O(7TW)
O(11W)-Ca(2)-O(7W)
O(9W)-Ca(2)-O(7TW)
0(3'1)-Ca(2)-O(8W)
O(11W)-Ca(2)-O(8W)
O(9W)-Ca(2)-O(8W)
O(7W)-Ca(2)-O(8W)
0(3'1)-Ca(2)-O(10W)
O(11W)-Ca(2)-O(10W)
O(9W)-Ca(2)-O(10W)
O(7W)-Ca(2)-O(10W)
O(8W)-Ca(2)-O(10W)
0(3'1)-Ca(2)-0(2'1)
O(11W)-Ca(2)-0(2'1)
O(9W)-Ca(2)-0(2'1)
O(7TW)-Ca(2)-0(2'1)
O(8W)-Ca(2)-0(2'1)
O(10W)-Ca(2)-0(2'1)
0(3'1)-Ca(2)-O(6W)
O(11W)-Ca(2)-O(6W)
O(9W)-Ca(2)-O(6W)
O(7W)-Ca(2)-O(6W)
O(8W)-Ca(2)-O(6W)
O(10W)-Ca(2)-O(6W)
0(2'1)-Ca(2)-O(6W)
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Table S7. Hydrogen bonds for 1 [A and °].«

D-H..A d(H...A) d(D..A)  <(DHA)

O(IW)-H(IW1)..021)#2  1.870(14) 2.807(5)  170(4)
O(1W)-H(IW2)..NG1)#3  1.879(19) 2789(5)  159(4)

OQW)-HQW1)..0QD#3  1.92(3) 2775(5)  149(5)
O(2W)-H(2W2)...0(3W) 1.80(4) 2.646(7)  147(6)
N(D)-H(1)...0QW)#1 2.38 3.170(6) 152.1
N(4)-H(4A)...0(21) 2.15 3.008(7) 172.1
N(4)-H(4B)...O(4P1)#4 2.19 3.02(2) 163.0
N(11)-H(11)..N(3) 1.96 2.823(6) 177.1
N(41)-H(41A)...0(3P1)#5 2.28 2.934(16) 1333
N(41)-H(41B)...0(2P1) 2.09 2.942(17) 1692
N(41)-H(41B)...0(2P) 2.32 3.136(12) 1578

@ Symmetry transformations used to generate equivalent atoms:
#1 -X,-y,-z #2 x,ytl,z #3 -x+l,-y-1,-z #4x)y,z-1 #5 -x+1,-y-2,-
z+1

Table S8 Hydrogen bonds in 27 [A and °].¢

D-H-A d(H-A) d(D~A) <(DHA)

O(IW)-H(IW1)..O(TP}#2  2.06(3)  2.895(5)  145(5)
O(IW)-H(1W2)..0(6P)#3  2.50(3)  3.383(5)  155(5)
OQW)-HQW1)..O(8P)#1  2.18(4)  3.033(5)  148(5)
OQW)-H(2W2)..0(5Py#2  2.16(2)  3.108(5)  171(6)

N(1)-H(1)...0(2P)#4 2.16 2.969(5) 1572
N(4)-H(4A)...O(1P) 223 3.0005)  149.1
N(4)-H(4B)...O(4P)#5 2.39 3.118(6) 1423

@ Symmetry codes: #1 -x,-y,-z #2x-1,y,z #3 -x,-y,-z+1 #4x)y,z-1
#5 -x+1,-y+1,-z

Table S9 Hydrogen bonds in 32 [A and °].¢

D-H-A d(H-A) d(D-A) <(DHA)

O(IW)-H(IWD)..CI2#2  2214(19) 3.1554)  170(6)
O(1W)-H(1W2)...CI(2) 2.145(14)  3.098(4)  178(7)
OQW)-HQWI)..CIQ#1  2242)  3.1654)  165(5)
OQW)-HQW2)..CI()#3  2.258(18) 3.193(4)  168(5)

N(1)-H(1)...CI(1) 2.63 3.427(4)  153.9
N(@4)-H(4A)...CI(1 #4 277 3.601(5) 1622
N(11)-H(11)...0Q2)#1 2.09 2.855(5) 1482
N(11)-H(11)..N3)#1 2.40 3.179(5) 1514
N(@1)-H(41A)...CI(1) 2.66 3472(5) 1585
N(41)-H(41B)..CI2#%5  2.51 3346(4) 1648

@« Symmetry codes: #1 -x,-y,-z+1 #2 -X,-y,-z #3 -x,-y+1,-z+1
#4 x-1,y,z #5x+t1,y,z.
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Table S10. Hydrogen bonds for 5 [A and °].«

D-H.A d(H...A) d(D..A) <(DHA)
O(IW)-H(IW1)...CI(1)#3 2.39(3) 3.177(2)  140(4)
O(1W)-H(1W2)...0(9W) 1.902(16) 2.821(3)  164(4)
OQW)-HQWI)..CI(1)#32.288(13)  3.229(2)  167(4)
OQ2W)-H(2W2)...0(22)#11.94(2) 2.826(3)  152(3)
O(BW)-H(3W2)..0(23)#41.832(15)  2.757(3)  164(4)
O(@W)-H(4W1)..0(2) 1.867(19) 2.768(3)  155(3)
O(@AW)-H(EW2)..CI(2)  2.50(2) 3.384(2)  154(3)
O(3')-H(3A)..0(21)  1.854(11) 2.809(3)  178(4)
O(5')-H(5'A)...0(10W)  1.90 2.706(4)  168.6
N(4)-H(4A)...CI(1}#5 2.59 3.393(3)  155.8
N(4)-H(4B)...CI(3)#6 2.30 3.152(3)  169.4
O(2')-H(2A)..N(32)#1 1.829(14) 2768(3)  167(4)
0(3'1)-H(31A)...0(12W) 1.835(18) 2.749(3)  159(4)
O(5'1)-H(5')...0(10W)#7 1.98 2736(4)  152.4
N(41)-H@1B)..CI3)#8  2.41 3233(3)  159.7
O(2'1)-H(21A)...N(33)#41.758(13) 2.7093)  170(4)
O(SW)-H(5W1)..0(23) 1.92(3) 2784(3)  149(4)
O(BW)-H(5W2)..0(15W)2.162(15)  3.120(10)  175(5)
O(6W)-H(6W1)...CI(2)#2 2.38(2) 3.242(2)  149(3)
O(6W)-H(6W2)...0(2)#21.817(16) 2743(3)  163(4)
O(TW)-H(TW1)..CI(1)#92.362(14)  3.306(2)  169(3)
O(TW)-H(TW2)..0(1TW)#102.02(3)  2.843(4)  144(4)
O(8W)-H(8W1)...0(21)#92.03(3) 2.885(3)  148(4)
O(8W)-H(8W2)..0(1 TW#102.07(2)  2.943(4)  152(4)
0(3'2)-H(32A)...0(13W) 1.842(15) 2.788(6)  168(4)
0(5'2)-H(5'2)...C12) 2.50 3.306(4)  168.5
N(42)-H(42B)...CI(4)#11  2.51 3319(3)  158.0
0(2'2)-H(22A)..N(3)#2 1.800(16) 2.734(3)  163(4)
0(3'3)-H(33A)...0(22) 1.913(16) 2.837(3)  163(4)
O(5'3)-H(5'3)...0(12W)#2  1.97 2781(4) 1727
N(43)-H(43A)...0(OW)#9 2.09 2.933(4)  166.7
N(43)-H(43B)...0(52)#7  2.05 2.892(4)  164.8
0(2'3)-H(23A)..N(31)#91.845(17) 2762(3)  162(4)
O(OW)-HOW1)...O(6W)#122.082)  2.980(3)  157(4)
O(OW)-H(OW2)..CI(4)  2.18(2) 3.088(3)  159(4)
O(10W)-H(101)...CI(1) 2.268(19) 32193)  168(7)
O(11W)-H(111)...0(14W)2.24(3) 3.132(11)  153(5)
O(11W)-H(112)...CI(4) 2.168(19) 3.126(4)  168(6)

Symmetry transformations used to generate equivalent atoms:

#1 x+tly,z #2x-1y,z #3 x+l,y+1,z+1
#7 x,y+1,z+1
#11 x-1,y-1,z-1

#5 x+1y,z+1  #6
#Ix,y,z+1  #10 x
#12 x+1,y+1,z

x,y-1,z-1
-Ly-1,z

Table S11. Hydrogen bonds for 6 [A and °].«

#4 x,y,z-1
#8 x-1,y,z-1

D-H..A d(H..A)  d(D..A) <(DHA)
O(2)HQA)..O(IP#1  1.752)  2.6293) 152(3)
O0(3)-HBA)..OBPM#2  1.732)  2.609Q2) 151(4)
O(3'1)-HB1A)..OGPW#3 1.773)  2.577(3)  140(4)
N(4)-H(4A)...O(6P)#4 2.10 2.9433)  167.0
N(4)-H(4B)...O(I5W)#5  2.05 2.892(4)  167.6
N(41)-H(41B)...0O(12W)#6 2.08 2917(3)  163.0
N(41)-H@1A)..O(1P#7  2.07 2.899(3) 1622

Symmetry transformations used to generate equivalent atoms:

#1 x,y-1/2,-z+1
#4 x,y,z+1
#7 x+1,y,z

#5 -x+1,y-1/2,-z+1

#2 -x,y+1/2,-z+1

#3 -x+1,y-1/2,-z
#6 -x+1,y+1/2,-z+1



