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Table S1 Selected bond lengths (A) and angles (°) for 1 and 2.

1

Tbl—O1' 2318(4)  O1I'—Tbl—O11  148.99(15) 0O4—Tbl—09  80.25(15)
Tb1—O06 2347(4)  06—Tbl—O11  86.74(17) O11—Tbl—09  57.12(14)
Tb1—O010" 2307(4)  O10"—Tbl—O11 81.54(16) 03—Tbl—O9 72.95(14)
Tb1—O04 2391(4)  O10"—Tbl—O4  83.17(14) OI'—Tbl—O05  74.65(14)
Tbl—O11 2423(4)  O4—Tbl—OI11  122.40(15) 0O6—Tbl—O05  58.43(14)
Tb1—O03 24194)  O1'—Tbl—O03 80.63(15) 010—Tb1—O05  80.14(15)
Tb1—09 2.458(4)  06—Tbl—O03 77.31(14)  O4—Tbl—O05 152.90(15)
Tb1—O5 2461(4)  O10"—Tbl—O03  139.63(15) O11—Tbl—O5  76.00(14)
O1—Tb!' 2.318(4)  04—Tbl—O03 58.05(14) O3—Tbl—O05 129.84(14)
010—Tb1" 2307(4)  O11—Tbl—O03  126.95(15) 09—Tbl—O05 126.16(14)

O01'—Tb1—06 86.37(16)  O1'—Tb1—09 153.27(15) O1'—Tbl—04  82.48(14)
O1'—Tb1—O10"  83.82(16) 06—Tbl—O09 91.62(15)  06—Tbl—O04 135.13(14)
06—Tb1—010"  138.55(15) O10—Tb1—09  113.98(15)

2
Tb1—O5' 2432(4) OlI"'—Tb2—06  71.31(12) O3—Tb2—O0I12  85.49(13)
Tb1—O7" 2441(4)  Ol1—Tb2—O06  134.97(12) O1"—Tb2—012 124.38(12)
Tb1—O19 2.593(4)  O18—Tb2—06  107.96(12) O11—Tb2—012 152.89(12)
Tb1—O6™ 2.608(4)  OI2—Tb2—O06  53.99(11) O18—Tb2—012 77.31(14)
Tb2—O2" 2.446(3)  OI13—Tb2—O06  75.83(12) 02" —Tb2—O013 150.78(11)
Tb2—O03 2.469(3)  02"—Tb2—02  69.61(14) 0O3—Tb2—O013  132.87(11)
Tb2—O1" 2511(4)  03—Tb2—02 70.05(12)  O1"—Tb2—013  83.32(12)
Tb2—O11 2.515(4)  O1'—Tb2—02  67.61(11) O11—Tb2—O013 70.81(12)
Tb2—O18 2.556(4)  O11—Tb2—02  53.99(11) OI18—Tb2—O013 54.33(11)

Tb2—012 2.587(4) 018—Tb2—02 118.54(12) OI12—Tb2—O13 91.89(14)
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Tb2—O13 2.628(4)  O12—Tbh2—02  146.21(13) 0O2'—Tb2—06  77.60(11)
Tb2—06 2.663(3)  06—Tb2—02 131.84(10) 03—Tb2—06 133.75(13)
Tb2—02 2.682(4)  OlI"'—Tb2—018  134.64(13) 02" —Tb2—018 148.50(13)
Tb3—023A 2.282(8)  0O10'—Tb3—023 67.9(2) S3—O01—Tbh2"  133.5(2)
Tb3—O17" 2497(4)  023A—Tb3—09 78.6(2) S1—02—Tb2"  150.6(2)
Tb3—010" 2.542(4)  O17"—Tb3—09  125.17(13) S1—O2—Tb2 96.30(16)
Tb3—023 2.583(10)  O10'—Tb3—09  156.90(12) Tb2"—02—Tb2  110.39(14)
Tb3—O21A" 2.588(9)  O23A—Tb3—04 96.3(2) S3—03—Tb2 142.3(2)
Tb3—09 2.592(4)  O17"—Tb3—04  79.41(13)  S2—04—Tb3 100.08(19)
Tb3—04 2.601(4)  O10'—Tb3—04  126.52(12) S1—O5—Tbl"  136.5(3)
Tb3—O016 2.614(4)  023—Tb3—04  106.1(2)  S5—06—Tbl 99.65(19)
Tb3—O14 2.644(4)  010'—Tb3—O016 74.64(12) S5—06—Tb2 97.80(15)
Tb3—O024A" 2.735(12) 02" —Tb2—O11  123.06(12) Tbl—O6—Tb2  126.77(14)
Tb3—O021 2.747(14)  09—Tb3—016  116.79(14) S3—O07—Tbl"  153.4(2)
05—Tbl—O5"  103.05(19) 04—Tb3—016  54.16(11) S4—09—Tb3 100.6(2)
07—Tbl—O7"  132.86(19) O10—Tb3—O014 139.92(14) S2—O010—Tb3" 128.3(2)
05 —Tbl—O19  167.04(14) 023—Tb3—014 149.02)  SI—OI11—Tb2  104.2(2)
07" —Tbl—O019  124.41(13) 09—Tb3—O014  53.87(12) S5—012—Tb2  101.9(2)
05 —Tbl—019" 167.04(14) 04—Tb3—014  70.44(12) S4—O0I13—Tb2  97.98(18)
07—Tbl—O19" 124.41(12) O16—Tb3—O014 120.83(12) S2—O017—Tb3" 144.2(3)
05 —Tb1—O06 138.22(13) O10'—Tb3—O021 109.4(2)  S4—O0I18—Tb2  101.02(18)
07—Tb1—O06 138.76(13) 09—Tb3—O021  60.4(2) S5—019—Tbl  101.4(2)
06—Tbl—06"  103.05(16) 04—Tb3—021  70.9(3) S6—021—Tb3  112.3(7)
02" —Tb2—01"  76.82(12) 016—Tb3—021  71.7(3) S6—023—Tb3  119.4(6)
03—Tb2—O01" 13520(12) O14—Tb3—021  110.6(2)  S6—023A—Tb3 154.5(5)

Symmetry transformations used to generate equivalent atoms: 1 (i) -x, -2-y, 1-z; (ii) -X, -2-y, 2-z; 2
(1) 0.5+x, 0.5-y, 0.5+z; (i1) 0.5-x, 0.5-y, 1-z; (iii) 1-X, y, 1.5-z; (iv) -X, y, 0.5-z; (V) X, -y, 0.5+z; (vi)
X, -y, -0.5+z; (vii) 1-x, y, 0.5-z.

Table S2 Hydrogen bonds of compounds 1.

D—HeeeA D—H(A) | HeesA(A) | DeesA(A) | D—Hee+A(°)
OIW--HIW...07 | 0.86(6) | 2.16(6) | 2.84(1) 137
N1-- HIA...O5 0.90 2.01 2.87(1) 162
N1-- HIA...Ol1 0.90 2.47 2.95(1) 114
N1-- HIB...02 0.90 2.44 3.05(1) 125
N1-- HIB...04 0.90 2.44 3.18(1) 141
O1W-- HIWB...04 | 0.88(7) | 2.06(7) | 2.92(1) 173
O1W-- HIWC...06 | 0.87(7) | 2.38(10) | 2.97(1) 126
O1W-- HIWC...06 | 0.87(7) | 2.28(6) | 3.01(1) 142
O2W-- H2WA...08 | 0.87(7) | 2.57(11) | 2.92(1) 105
O2W-- H2WA...08 | 0.87(7) | 1.97(8) | 2.82(1) 167
O2W-- H2WB...09 | 0.87(8) | 2.02(8) | 2.89(1) 173
02W-- H2WC...02 | 0.87(9) | 2.41(10) | 3.00(1) 126
02W-- H2WC...02 | 0.87(9) | 2.10(10) | 2.92(1) 158
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Table S3 Hydrogen bonds of compounds 2.

D—HeeeA D—H(A) | HesA(A) | DeesA(A) | D—HeseA(°)
NI--HID...09 | 0.90 2.39 2.88(1) | 114
N1--HID...020 | 0.90 2.56 3.28(1) | 138
NI--HIE...09 | 0.90 2.58 2.88(1) | 101
NI--HIE...O21 | 0.90 1.87 2.76(1) | 173
N1-- HIE...021A | 0.90 2.43 3.20(1) | 144
NI--HIE...022 | 0.90 2.55 3.222) | 132
N3--H3C...08 | 0.90 1.92 2.80(1) | 166
N4-- H4C...016 | 0.90 2.38 287(1) | 115
N4-- H4C...010 | 0.90 221 2.98(1) | 144
N4-- H4C...017 | 0.90 2.59 334(1) | 142
N5--HSD...O4 | 0.90 2.38 3.09(1) | 136
N5-- HSD...O14 | 0.90 2.41 3.19(1) | 146
N6-- H6D...022A | 0.90 2.28 2.93(1) | 130
N6-- H6D...024 | 0.90 1.97 2.80(1) | 154
N6-- H6E...O13 | 0.90 2.34 288(1 | 119
N6-- H6E...020 | 0.90 2.37 3.03(1) | 131
Cl--HIC...022A | 0.96 2.52 3.36(2) | 147
C2--H2A...018 | 0.96 2.53 3.27(1) | 135
C2--H2B...023 | 0.96 2.22 3.13(1) | 159
C2--H2B...024 | 0.96 2.59 3312) | 133
C5--HS5A...011 | 0.96 2.54 3.19(1) | 126
C6--H6A...015 | 0.96 2.55 3.37(1) | 144
C6--H6C...012 | 0.96 2.50 3.22(1) | 132
C7--HTA...024A | 0.96 2.16 3.042) | 153
Figure S1 TG curve of compounds 1.
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Figure S2 TG curve of compounds 2.
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