Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

Field-induced slow  magnetic relaxation in  chiral

seven-coordinated mononuclear lanthanide complexes

Min-Xia Ya0,“’ Qi Zheng,” Feng Gao,” Yi-Zhi Li," You Song,” and Jing-Lin Zuo “

“State Key Laboratory of Coordination Chemistry, School of Chemistry and Chemical
Engineering, Nanjing National Laboratory of Microstructures, Nanjing University,
Nanjing 210093, P. R. China

bSchool of Science, Nanjing University of Technology, Nanjing 210009, P. R. China.

Supporting information

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

Dyl-010 2.204(5) Dyl-O11 2.215(5)
Dyl1-04 2.302(6) Dyl-O1 2.313(4)
Dyl-07 2.340(4) Dyl-NI1 2.429(6)
Dyl-N2 2.551(6) Dy2-022 2.215(5)
Dy2-021 2.257(5) Dy2-012 2.292(4)
Dy2-018 2.297(4) Dy2-015 2.318(4)
Dy2-N3 2.469(5) Dy2-N4 2.481(6)
010-Dyl1-O11 94.6(2) 011-Dyl1-04 161.8(2)
04-Dy1-01 76.9(2) 01-Dyl1-07 81.9(2)

010-Dy1-N1 74.4(2) 010-Dyl-N2 114.02)
01-Dyl1-N2 146.2(2) N1-Dyl-N2 64.5(2)

022-Dy2-021 93.0(2) 021-Dy2-012 101.4(2)
012-Dy2-018 81.5(1) 021-Dy2-015 162.1(2)
018-Dy2-N3 137.9(2) 015-Dy2-N3 122.5(2)
022-Dy2-N4 73.3(2) N3-Dy2-N4 66.7(2)

" To whom correspondence should be addressed. Email: zuojl@nju.edu.cn. Fax: +86-25-83314502.
Nanjing University.
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Table S2 Selected bond lengths (A) and angles (°) for 4.

Dyl-011 2.186(6) Dyl-010 2.205(6)
Dyl-01 2.218(6) Dyl-07 2.311(6)
Dyl-04 2.321(6) Dyl-N1 2.460(7)
Dyl-N2 2.490(8) Dy2-022 2.199(6)
Dy2-018 2.244(6) Dy2-015 2.298(6)
Dy2-012 2.304(6) Dy2-021 2.335(5)
Dy2-N4 2.457(6) Dy2-N3 2.506(6)
011-Dy1-010 92.7(2) 010-Dy1-01 83.3(2)
01-Dy1-07 80.1(2) 07-Dyl1-04 76.9(2)
04-Dy1-N1 76.2(2) 011-Dy1-N2 74.8(2)
N1-Dy1-N2 64.2(2) 022-Dy2-018 95.1(2)
018-Dy2-015 74.3(2) 015-Dy2-012 80.1(2)
012-Dy2-021 84.4(2) 021-Dy2-N4 123.4(2)
022-Dy2-N3 117.7(2) N4-Dy2-N3 66.5(2)

Table S3 Selected bond lengths (A) and angles (°) for 6.

N1-Tbl 2.418(5) N2-Tbl 2.492(6)
N3-Tb2 2.477(6) N4-Tb2 2.487(4)
01-Tbl 2.278(4) 04-Tb1 2.274(5)
07-Tbl 2.313(5) 010-Tbl 2.203(5)
O11-Tbl 2.228(5) 012-Tb2 2.305(5)
015-Tb2 2.296(4) 018-Tb2 2.290(5)
021-Tb2 2.224(5) 022-Tb2 2.242(5)
010-Tb1-011 94.7(2) 011-Tb1-04 163.1(2)
04-Tb1-01 79.4(2) 01-Tb1-07 80.4(2)

O7-Tb1-N1 112.3 (2) 010-Tb1-N2 116.5(2)
N1-Tb1-N2 64.4(2) 021-Tb2-022 93.6 (2)
022-Tb2-018 160.6(2) 018-Tb2-015 78.4(2)

015-Tb2-012 79.4(1) 012-Tb2-N3 113.4(2)

021-Tb2-N4 116.4(2) N3-Tb2-N4 66.4 (2)
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Table S4 Selected bond lengths (A) and angles (°) for 8.

Hol1-010 2.211(6) Hol-011 2.223(6)
Hol-04 2.261(6) Hol-07 2.297(6)
Hol1-01 2.297(6) Hol-N2 2.417(7)
Hol-N1 2.522(7) Ho2-021 2.191(6)
Ho2-022 2.232(5) Ho2-012 2.289(6)
Ho2-015 2.306(5) Ho2-018 2.308(6)
Ho2-N3 2.473(6) Ho2-N4 2.490(7)
010-Hol1-011 91.9(2) O11-Hol1-04 166.3(2)
04-Hol1-07 78.1(2) 07-Hol1-01 78.5(2)
O1-Hol-N2 144.2(2) 010-Hol-N1 74.9(2)
N2-Hol-N1 66.1(2) 021-Ho2-022 92.2(2)
022-Ho2-012 162.9 (2) 012-Ho2-015 80.8(2)
015-Ho2-018 79.8(2) 018-Ho2-N3 116.0(2)
021-Ho2-N4 116.5(2) N3-Ho2-N4 66.6(2)

100 —

80 Y —_— 801 ,/\ :;

60 / \ (R.R)-5-Cl-H,Salcy 60+ / \ (RR)-5-CHH Saloy

401 A = = (S,5)-5-Cl-H,Salcy \ — - (5,5)-5-Cl-H,Salcy
> ok
3 20, 3
£ 0 - E
Q 201 Q -
O . SN

60 -60-

-804 -804

0T 350 400 450 500 300 350 400 450 500
Wavelength / nm Wavelength / nm

Fig. S1. Left: CD spectra of §, 6, (R,R)-5-Cl-Hjsalcy and (S,S)-5-Cl-Hjsalcy in KBr
pellets. Right: CD spectra of 7, 8, (R,R)-5-Cl-Hsalcy and (S,5)-5-Cl-Hasalcy in KBr
pellets.
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Fig. S3. Left: X-ray structure of 5. Ethyl groups of the phosphates and H atoms are
omitted for clarity. Right: Local coordination geometry of Tb(III) ion in 5.

Fig. S4. Left: X-ray structure of 7. Ethyl groups of the phosphates and H atoms are
omitted for clarity. Right: Local coordination geometry of Ho(III) ion in 7.
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Fig. SS. Crystal packing of compound 3, S and 7.
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Fig. S6. plots of y» ' determined at 100 Oe upon T from 1.8 to 300 K for 1, 3, 5 and
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Fig. S7. Left: Frequency dependence of the in-of-phase ac susceptibility (y") of 1 from
1.8 to 6.0 K at a 2 kOe dc field. Right: Frequency dependence of the in-of-phase ac
susceptibility (y") of 3 from 1.8 to 4.5 K at a 2 kOe dc field.
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