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Figure S1
IR spectrum of 1.

S2. Ac magnetic susceptibility of 1
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Temperature dependence of the in-phase (y') (a) and out-of-phase (") (b) susceptibilities for 1 in the
range of 2 to 25 K. The susceptibilities at 1000 Hz frequency under zero dc field.

Table S1

Bond distance and angles of 1

Col-02 2.036(6) Co4-04 2.111(6)
Col-06 2.031(6) Co4-08 2.097(6)
Co1-013 2.132(6) C04-010

2.057(7)
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05-C02-06 131.1(3) 03-C05-04 173.4(3)
05-C02-07 119.4(3) 03-C05-012 92.8(3)
05-C02-015 98.7(3) 03-C05-014 85.2(3)
05-Co2-N3 92.7(3) 03-C05-016 87.9(3)
06-C02-07 108.0(3) 03-C05-N2 91.6(3)
06-C02-015 81.2(2) 04-C05-012 90.5(3)
06-C02-N3 90.6(3) 04-C05-014 91.1(3)
07-C02-015 75.5(2) 04-C05-016 86.3(3)
07-C02-N3 99.8(3) 04-C05-N2 94.2(3)
N3-C02-015 168.6(3) 012-Co5-014 176.1(3)
07-C03-08 173.8(3) 012-C05-016 93.4(3)
07-C03-09 91.8(3) 012-Co5-N2 86.2(3)
07-C03-013 88.2(3) 014-C05-016 83.1(2)
07-C03-015 84.9(3) 014-Co5-N2 97.2(3)
07-C03-N4 91.9(3) 016-Co5-N2 179.4(3)
08-C03-09 90.1(3) 01-C06-02 134.7(3)
08-C03-013 85.7(3) 01-C06-03 118.0(3)
08-C03-015 92.7(3) 01-Co6-014 95.6(2)
08-C03-N4 94.0(3) 01-Co6-N1 93.1(3)
09-C03-013 93.4(3) 02-C06-03 105.3(3)
09-Co3-015 88.0(3) 02-C06-014 81.9(2)
09-C03-N4 174.6(3) 02-Co6-N1 90.6(3)
015-Co03-013 82.2(2) 03-Co06-014 76.0(2)
015-Co3-N4 96.4(3) 03-C06-N1 101.5(3)
N4-Co03-013 178.6(3) N1-Co6-014 171.1(3)
Table S2

Fractional Atomic Coordinates (x10) and Equivalent Isotropic Displacement Parameters (A2x10%) for 1. Ueq is

defined as 1/3 of the trace of the orthogonalised U,; tensor.

Atom X

U(eq)
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Col 7653.2(7) 4803.0(7) 6304.2(4) 27.2(3)
Co2 7545.7(8) 3764.2(7) 5344.6(4) 31.0(3)
Co3 6471.1(8) 5334.0(8) 5424.9(4) 30.8(3)
Co4 6097.5(9) 6094.7(8) 6367.1(4) 33.9(3)
Co5 7107.5(8) 5756.9(8) 7248.0(4) 30.9(3)
Cob 8839.9(8) 4893.5(8) 7229.4(4) 31.1(3)
cn 2796.8(19) 4953(3) 7041.2(13) 88.0(13)
cI2 6728(4) 9485.7(19) 5857.6(13) 94.9(15)
CI3 10115(2) 2814(2) 3423.1(10) 61.8(8)
cl4 10081(2) 2435(2) 9110.2(11) 65.7(9)
o1 8938(4) 4073(4) 7727(2) 38.0(15)
02 8905(4) 4868(4) 6523(2) 31.2(13)
03 8270(4) 5965(4) 7389(2) 35.9(15)
04 5975(4) 5510(4) 7035(2) 32.8(14)
05 8388(5) 3739(4) 4831(2) 40.9(16)
06 7686(4) 3639(4) 6037(2) 32.6(14)
o7 6375(4) 4225(4) 5223(2) 35.2(15)
08 6589(4) 6401(4) 5695(2) 34.4(14)
09 5259(4) 5511(4) 5349(2) 42.2(16)
010 4897(5) 6094(5) 6053(2) 45.3(17)
o11 5940(6) 7169(4) 6734(2) 52(2)
012 6775(5) 6864(4) 7377(2) 43.2(17)
013 6353(4) 4952(4) 6070(2) 29.8(13)
014 7492(4) 4674(4) 7086.3(19) 28.9(13)
015 7654(4) 5070(4) 5537(2) 28.8(13)
016 7373(4) 5983(4) 6593(2) 30.1(13)
N1 10097(5) 5200(5) 7269(3) 34.2(17)
N2 6850(5) 5540(5) 7906(3) 36.4(19)
N3 7286(5) 2548(5) 5280(3) 35.2(18)
N4 6619(5) 5716(5) 4782(3) 36.4(18)
c1 4468(6) 5295(7) 7069(4) 45(3)
c2 3754(7) 5145(9) 7339(4) 60(3)
c3 3781(7) 5108(8) 7839(4) 53(3)
c4 4559(7) 5190(7) 8052(4) 49(3)
c5 5320(6) 5333(6) 7801(4) 39(2)
cé 5283(6) 5380(6) 7300(4) 37(2)

c7 6097(7) 5405(6) 8072(3) 38(2)
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cs 7583(7) 5597(6) 8253(3) 36(2)
co 8089(7) 6371(6) 8189(3) 38(2)
C10 8217(8) 6933(7) 8549(4) 48(3)
c11 8722(8) 7628(7) 8482(4) 52(3)
c12 9110(8) 7766(7) 8028(4) 52(3)
C13 8968(8) 7219(6) 7656(4) 45(2)
cl4 8449(7) 6517(6) 7750(3) 39(2)
Cc15 9556(7) 3343(7) 8366(4) 44(2)
C16 9615(6) 3927(6) 8002(3) 35(2)
c17 10425(6) 4339(6) 7952(3) 35(2)
c18 10999(7) 3583(8) 8636(4) 51(3)
C19 11099(7) 4154(7) 8276(4) 47(3)
C20 10212(7) 3171(7) 8668(4) 44(2)
c21 10635(6) 4918(6) 7579(3) 35(2)
c22 10409(7) 5708(7) 6875(3) 40(2)
c23 10413(6) 5210(7) 6432(3) 39(2)
C24 11158(7) 5121(6) 6156(4) 42(2)
C25 11186(7) 4631(7) 5759(3) 44(2)
C26 10474(7) 4197(7) 5621(4) 43(2)
c27 9702(6) 4266(6) 5882(3) 36(2)
c28 9662(6) 4782(6) 6278(3) 34(2)
c29 8365(6) 2853(6) 6654(3) 37(2)
C30 8427(7) 2144(6) 6922(4) 43(2)
c31 7947(7) 1476(7) 6794(4) 48(3)
C32 7422(7) 1498(6) 6391(4) 45(2)
C33 7353(6) 2198(6) 6117(3) 33(2)
C34 7802(6) 2900(5) 6267(3) 32(2)
C35 6792(6) 2187(6) 5677(3) 37(2)
C36 7550(6) 2086(6) 4935(3) 36(2)
C37 8119(6) 2338(6) 4560(3) 36(2)
C38 8302(7) 1754(7) 4205(3) 43(2)
C39 8873(7) 1895(7) 3846(3) 47(3)
C40 9318(7) 2643(8) 3847(3) 47(3)
ca1 9149(7) 3239(7) 4177(4) 42(2)
c42 8532(6) 3123(6) 4540(3) 35(2)
c43 5196(6) 3442(7) 4902(4) 42(2)

C44 5833(6) 4050(6) 4854(3) 35(2)
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C45 4645(7) 3265(8) 4515(4) 55(3)
C46 4723(7) 3731(9) 4106(4) 56(3)
ca7 5346(8) 4342(8) 4064(4) 53(3)
C48 5921(7) 4488(6) 4441(3) 40(2)
C49 6648(7) 5090(6) 4405(3) 41(2)
C50 6674(6) 6489(6) 4657(3) 36(2)
C51 6675(6) 7168(6) 4969(3) 36(2)
C52 6742(7) 7961(6) 4756(4) 45(3)
C53 6754(8) 8669(7) 5016(4) 54(3)
C54 6692(8) 8603(7) 5515(4) 51(3)
C55 6638(8) 7861(6) 5741(4) 45(3)
C56 6622(6) 7123(6) 5466(3) 36(2)
C57 4733(7) 5833(8) 5639(4) 53(3)
C58 3814(8) 5903(13) 5464(6) 96(5)
C59 6256(11) 7309(7) 7142(4) 62(4)
C60 6036(12) 8124(10) 7369(6) 94(5)
C61 5769(6) 4302(6) 6171(3) 36(2)
C62 7050(6) 3996(6) 7304(3) 36(2)
C63 7956(7) 6638(6) 6484(3) 37(2)
C64 8312(6) 5582(6) 5321(4) 40(2)
Table S3

Anisotropic Displacement Parameters (A2x103) for 1. The Anisotropic displacement factor exponent takes the
form: -27°[h?a*2U1;+2hka*b*Uso+...].

Atom Un Uz Uss Uz Uss Uz
Col 30.6(6) 26.9(6) 24.2(6) -2.6(5) -1.5(5) 0.2(5)
Co2 34.6(6) 30.0(6) 28.3(6) -3.2(5) -2.7(5) 2.4(5)
Co3 34.9(6) 32.9(7) 24.6(6) -0.6(5) -3.1(5) 3.8(5)
Co4 40.6(7) 33.6(6) 27.5(6) -0.9(5) 0.1(5) 8.6(6)
Co5 38.4(7) 30.4(6) 24.0(6) -2.8(5) 1.7(5) 1.0(5)
Co6 31.5(6) 35.8(6) 26.1(6) -2.7(5) -1.5(5) -2.3(5)
ci 34.2(14) 163(4) 67(2) 9(2) 3.6(13) 13(2)
ci2 189(5) 36.1(16) 60(2) -4.1(14) 5(2) 72)
ci3 63.2(18) 78(2) 43.6(15) 15.6(15) 17.8(14) 16.8(16)
Cl4 63.4(19) 77(2) 56.2(18) 29.2(16) 14.0(15) 19.3(16)
o1 32(3) 45(4) 38(4) 1(3) -5(3) -4(3)

02 29(3) 41(3) 24(3) -1(3) 0(2) -1(3)
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03 48(4) 37(4) 23(3) -7(3) A(3) -8(3)
04 33(3) 36(3) 29(3) 2(3) A(3) 6(3)
05 51(4) 37(4) 36(3) -4(3) -1(3) 3(3)
06 40(4) 29(3) 28(3) -1(3) -4(3) 2(3)
07 37(3) 42(4) 28(3) -3(3) -8(3) -1(3)
08 52(4) 28(3) 24(3) 3(3) -1(3) 3(3)
09 40(4) 52(4) 34(4) 3(3) -2(3) 5(3)
010 45(4) 52(4) 40(4) 4(3) 1(3) 13(3)
o011 85(6) 37(4) 34(4) -1(3) 3(4) 21(4)
012 67(5) 33(4) 29(3) -1(3) 5(3) 1(3)
013 35(3) 28(3) 26(3) 1(2) -1(2) 0(3)
014 34(3) 31(3) 22(3) -1(2) 2(2) -3(3)
015 32(3) 29(3) 26(3) -4(2) -2(2) -1(3)
016 36(3) 29(3) 26(3) -3(2) -1(3) -3(3)
N1 39(4) 34(4) 30(4) 0(3) -6(3) -7(4)
N2 51(5) 32(4) 26(4) -4(3) 0(3) 2(4)
N3 43(4) 31(4) 31(4) -3(3) -2(3) 2(3)
N4 34(4) 46(5) 29(4) -5(4) -5(3) A(4)
c1 37(5) 66(7) 32(5) -2(5) 7(4) 14(5)
c2 35(6) 83(9) 61(7) -4(7) 10(5) 9(6)
c3 38(6) 70(8) 51(6) -12(6) 16(5) 1(5)
c4 52(6) 53(7) 40(6) -9(5) 14(5) 8(6)
C5 40(5) 39(5) 39(5) -2(5) 7(4) 5(4)
Cc6 31(5) 40(5) 40(5) -6(4) 15(4) 3(4)
c7 46(6) 37(5) 31(5) 0(4) 9(4) -2(5)
c8 43(5) 41(5) 24(4) -2(4) 0(4) -4(4)
c9 52(6) 44(6) 18(4) -2(4) -5(4) 1(5)
C10 62(7) 53(6) 30(5) -14(5) -6(5) 6(6)
c11 58(7) 46(6) 51(6) -21(5) -11(6) A(5)
c12 63(7) 38(6) 55(7) -8(5) -9(6) -6(5)
C13 60(7) 35(5) 40(6) -7(4) 0(5) -11(5)
Cl4 51(6) 35(5) 31(5) -10(4) -4(5) -1(4)
C15 43(6) 49(6) 39(6) 7(5) 8(5) 7(5)
C16 36(5) 42(5) 27(4) -5(4) 3(4) 7(4)
c17 39(5) 37(5) 28(4) -1(4) -1(4) -2(4)
c18 45(6) 71(8) 38(6) 7(6) -5(5) 12(6)

C19 40(6) 55(7) 47(6) -1(5) -10(5) 4(5)
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C20 47(6) 56(6) 29(5) 5(5) 1(4) 18(5)
c21 30(5) 39(5) 38(5) 1(4) 0(4) -3(4)
c22 44(6) 42(6) 34(5) 7(4) -3(4) -5(5)
c23 34(5) 45(6) 38(5) 10(5) -4(4) -7(4)
C24 41(5) 39(5) 46(6) 14(5) 8(4) 0(5)
C25 38(5) 58(7) 35(5) 15(5) 12(4) 3(5)
C26 44(6) 47(6) 37(5) 705) 10(4) 19(5)
c27 37(5) 39(5) 32(5) 2(4) -4(4) 11(4)
c28 37(5) 37(5) 26(4) 1(4) 5(4) 8(4)
c29 41(5) 36(5) 33(5) -2(4) 1(4) 2(4)
C30 50(6) 42(6) 37(5) 9(5) 1(5) 10(5)
c31 55(7) 38(6) 50(6) 3(5) -6(5) -1(5)
C32 61(7) 26(4) 48(6) 3(4) 0(5) 7(5)
C33 44(5) 29(4) 27(4) 4(4) -1(4) 5(4)
C34 37(5) 23(4) 35(5) -4(4) -3(4) 6(4)
C35 42(5) 35(5) 34(5) -6(4) 5(4) -7(4)
C36 40(5) 32(5) 38(5) -11(4) 1(4) -4(4)
car 40(5) 42(5) 24(4) -3(4) -7(4) 9(4)
C38 45(6) 51(6) 33(5) -6(5) A(4) -1(5)
C39 55(7) 56(7) 29(5) -6(5) -4(5) 13(6)
C40 49(6) 67(8) 24(5) 11(5) 2(4) 19(6)
ca1 44(6) 40(6) 41(6) 9(5) 7(5) 2(5)
c42 36(5) 40(5) 31(5) 0(4) 2(4) 11(4)
c43 37(5) 49(6) 41(6) -4(5) -10(4) -9(5)
C44 31(5) 41(5) 31(5) -10(4) -5(4) 3(4)
C45 38(6) 74(8) 55(7) -21(6) 7(5) -7(6)
C46 46(6) 94(10) 29(5) -16(6) -14(5) -16(7)
ca7 59(7) 72(8) 28(5) -10(5) -10(5) 15(6)
Cc48 48(6) 47(6) 24(4) -7(4) -1(4) A(5)
C49 63(6) 38(5) 21(4) 0(4) -2(4) 6(5)
C50 33(5) 41(5) 34(5) 4(4) 1(4) 3(4)
C51 37(5) 44(6) 27(5) 6(4) -2(4) 4(4)
C52 56(6) 42(6) 37(5) 12(5) -11(5) -10(5)
C53 75(8) 36(6) 49(7) 11(5) -3(6) -10(6)
C54 72(8) 41(6) 41(6) A(5) -5(5) -3(6)
C55 71(7) 30(5) 35(5) A(4) -9(5) 0(5)

C56 40(5) 33(5) 34(5) 10(4) -2(4) 13(4)
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C57 47(6) 71(8) 40(6) 3(6) 0(5) 28(6)
C58 39(7) 162(15) 87(10) -24(11) -15(7) 37(9)
C59 121(12) 38(6) 27(5) -2(4) 5(6) 21(7)
C60 98(5) 91(5) 92(5) -1(3) -1(3) 4(3)
C61 32(5) 40(5) 38(5) 1(4) -2(4) -7(4)
C62 33(5) 34(5) 41(5) 3(4) 5(4) -4(4)
C63 50(6) 26(5) 35(5) 1(4) -3(4) -5(4)
Cé4 43(5) 40(5) 38(5) 11(4) -10(4) -12(4)
Table S4

CshM values of Co2 and Co6 atoms calculated by SHAPE 2.0 Program

PP-5 vOC-5 TBPY-5 SPY-5 JTBPY-5

Co2 31.492 5.930 1.065 5.198 2.813

Cob 31.623 4.889 1.172 4.211 3.051




