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��!�#*���"#!��"4�5���� !)8�5����"J !*"  6���!�#*���"#!��"4�5���� !,8�5����"J !�"
 �	��!�#*���"#!��"4�5���� !'8�5����"J !�"  +���!�#*���"#!��"4��05 !*8��05"@ !�"  ����!�#*���"#!��"42%7��5���� !142%7��5����"@ !�"  8
��!�#*���"# 8
��9!��05"#42%:9
�5����42%9/ ��05 !242%:9 �5����42%9/ ��05"%

Compound )8�5���� ,8�5���� '8�5���� *8��05 142%7� �5���� 242%:9 �5����42%9/ ��05

Formula ��25�C��/�
+C ��25�C��/6�+C ��25�C��/�	+C ���5�9���+C+�0 ��C%7�5�7%:,��9%:/��+C ���%9D5�,%����,%�:+C0�%D/8
�

Formula weight ,7�%�7 ,79%2C ,7:%�D ,/D%2C ,D,%D� D,9%��

Crystal system �	
	���
�� �	
	���
�� �	
	���
�� �	
	���
�� �	
	���
�� �	
	���
��

Space Group )��=
 )��=� )��=
 ��=� )��=� )��=


a, Å �2%,92/!:" �2%/��,!," �2%�C22!�" ��%D92,!D" �2%799C!�" ��%,�:/2!�2"

b, Å �C%�D��!�2" �C%�/�2!C" �C%�:D,!9" ��%2C�C!7" ��%�D�7!9" �9%C/D�2!�2"

c, Å ��%C///!:" ��%222,!:" ��%2,D�!�" C%DC/C!/" C%72�C2!�2" �7%C9�:!�"

β, deg C2%222!�" C2%222!�" C2%2992!�2" C2%2222!�2" C�%CC,2!�2" �2�%9C92!�2"

V, Å3 �/�/%2!�" �/2/%2!�" �9D7%27!D" 9�,:%,D!:" �9:�%��!:" �CD�%,,!,"

Z / / / 7 / /

T, K �22!�" �22!�" �22!�" �22!�" �22!�" �22!�"

ρ calcd, Mg m-3 �%,C, �%:�� �%:9D �%,/: �%:�C �%:79

λ, Å �%,/�D7 �%,/�D7 �%,/�D7 �%,/�D7 �%,/�D7 �%,/�D7

µ (Cu Kα), mm-1 7%D9/ C%9D� �2%2/: 9%,D9 ,%9/, :%:,9

R[I>2σ(I)]a(all data) 2%2/D9 !2%2/79" 2%29,9 !2%297D" 2%2/�� !2%2/�7" 2%29:: !2%297�" 2%29�� !2%2/�2" 2%2�9D !2%2�/2"

wRb (all data) 2%��2� !2%��27" 2%27:� !2%27D/" 2%���: !2%��9�" 2%2C92 !2%2C/2" 2%2D/, !2%2DC�" 2%2:�9 !2%2:�/"

aR = Σ||Fo|-||Fc||/Σ|Fo|. bwR= [Σw(|Fo
2|-|Fc

2|)2/Σw|Fo
2|2]1/2
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Table S2.  Intracationic Geometric Parameters for [MCl(pz4lut)]+ (M = Mn, Fe, Co, Ni, Cu, Zn). 

� I �
� 6�� �	� +�� ��� 8
�

�����!P"� �%9:,� �%92D� �%9�9� �%9:2� �%�DC� �%99/�

��+��� !P"� �%9:/� �%922� �%���� �%2CC� �%�2C� �%�,:�

��+9�? !P"� �%�9D� �%�DC� �%�/2� �%277� �%CCC� �%�:9�

��+,�? !P"� �%�,D� �%�7D� �%�97� �%2C7� �%9D:� �%�,C�

��+D�?�!P"� �%�,,� �%�C7� �%�//� �%2C7� �%/27� �%����

��+C�?�!P"� �%�C9� �%���� �%�D:� �%�2/� �%CC7� �%�:C�

'-(%��
����!P"� �%9:,� �%92/� �%�D�� �%�92� �%�C/� �%�C,�

'-(%��.%�!P"� �%�:�� �%�CD� �%�,2� �%2CD� �%�C,� �%�,9�

'-(%��	����!P"� �%�C,� �%�99� �%�C2� �%�/�� �%�C,� �%�22�

��+/���!P"� 2%/,�� 2%9C�� 2%�79� 2%�:,� 2%�/�� 2%9���

�+9�+��:�!	" �%,2� �%C9� �%��� 2%,7� 9%,,� 9%�D�

�+,�+/�:�!	" 9%CD� ,%27� �%2D� /%:2� 9%:,� 9%D,�

�+D�+:�D�!	" 2%7,� �%��� /%D7� 2%C2� :%�C� �%27�

�+C�+7�D�!	" :%72� D%,2� /%D2� 2%C:� �%:/� D%�/�

'-(��+�+��!	" 9%�7� 9%C9� 9%�C� �%D:� /%2�� 9%7��

+�������!	" �DC%,�� �DC%:2� �DC%CD� �DD%7�� �DD%7,� �D9%D:�

0��%�<	��!P"9 �,%/��� �/%�DC� �9%:77� ��%C92� �9%D�9� �9%D7:�

S���%���	
(%� �%29/� �%2�:� �%2�:� �%2�2� �%2�/� �%2���

∠-����
���!	"� ��/%/�� 77%/:� :�D%7/� �,%9/� //%�/� ::%,/�

�
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Structural Discussion. >
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