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K!.6 �� 7�1"1 �+ 7�8"1 >�?4!< .� ��&�& .�& .2
& ��
 �=��
& 0T!"3�� Z1& �+ ��8!�.�?  !"# 0T!�.�? 2�+ �7�8"1

��&� �B6! ��B\�B� 0!�� ��T!�.�? .�B�W �%&  .� �S�+ �8 
.��+ aL�� >./ �1 7�8"1 ��3-�% �1 .Z1& �+ �6B1 �+ >�?

�� ��t3�& ���3-�% �� �B6B� 0q��8& ! 0T!"3��  .=?� �8 �!�
Z1& �
"Q '& 0.� b\@n�8 F�Bi �� .��)�� 2
& >�?O1, N1 

!O3�B� ;R3� A@	 �+ ��&.�� �% F�Bi �+ .��B\�B� ��3-�%
�� ! 9��'�+ !'( 7�8"1;\� �� 7�1"1 �+ 0( �)3��I�& �&�B-

>�?�!4�%&  .�  ��!( .
�� 0�*� KB\�B� �� �?.�B�W KBQ �%�"+ ��@/ �� �8 .?�

 .�B�W KBQ �0&A)?B@\�%C(6)-C(1) �+ "+&"+ Å)<(4C�/�!
KBQ �+ �+�*�C=C �%& ]��.[.�B�WN(1)-C(12) KBQ �+ 

Å)<(���/�2
& �8 �%& "3?�1B8  ��% .�B�W '& .�B�W '& 

2��
& ���#!�)C=N ( .�B�W �� 9��'�+ ;�\*1 !N(1)-

C(12)�� ���� �B�]�4��< .[ KBQ �9��'�+ !'( 7�8"1 ��
 .�B�W N(3)-N(2) �+ "+&"+Å)<(�4C/�KBQ �+ �+�*� �I
"�1 !

N(3)-N(2)7�8"1 �� !'( >�?)Å)5(���/��%& ]��[!
1 '& ���l 2
& �� !'( ���#!� .�B�W �B6! �� 0�*� &� 7�8"

.?� .�
!&' �7�8"1 2
& �� >�?C(8)-N(1)-C(12)  '&.�& �+
)4(^/��� ! �6�� N(1)-C(12)-C(13)�+  '&.�&)4(�/��� 

�� 0�*� G
&�( F�Bi �+ 9��'�+ .��)�� 2
& �8 .?�E'& !
K�R1& �
"QC=N �%&  .� �B@I3� �=��
& ]��.[>�
&!'

C(17)-N(2)-N(3)�&.�� �+ )4(�/��4 ! �6�� N(2)-N(3)-

C(19) �&.�� �+ )4(�/��<�� 0�*� �6�� �&"l ��gs! �8 .?�
��@/ 23	"# !'(  !"# _"Q !� �� ;�=	 >�?)N=N ( F�Bi �+
 �%& b�&"1]��.[

���5:� 
c
"I�8 >��)��B@+ F�S$Q& A8"� �� �B@+ ;��8 F�S$Q&

(CCDC) �.S �+ ������^ ���( �
"Q '& !  .�%� �Ih �+
www.ccdc.cam.ac.uk/conts/retrieving.html ;+�l

�%& �	�
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.@6����� � �4�A�
�W �4�� !'( 7�8"1 >�B@+ ��3-�% ! �
�%�=� �A3=% �9��'�+ . . .��4

K�&L/ �&� 9��'�+ !'( 7�8"1 �%�=��B@+ >�?)4.(
KB�"	 C26H27N3O3S

��B�"	 0'!)KB� "+ ,"#(C�/<5�  

�B@+  '&.�&)7g\� "3� �@��(�C/^×<^/^×C^/^

>�B@+ Z3��% ;�� �% 

�
�[	  !"# Pī

a (Å) )�(�C�/�

b (Å) )�(4<�/�^ 

c (Å) )4(�54/�4 

α/(°) )4(��/�< 

β(°) )4(�^/�C 

Γ/(°) )4(��/5� 

�\
 �3-�
 ZP/(Å3))<(�/���^  

�\
 �3-�
 �� KB\@� �&.g1 �

���)m(g/cm3)��/^

���)K()�(��� 

"
����h, k, l -�^≤h≤�^, -��≤k≤��, -�5≤l≤�C 

R1^5�5/^

WR2�5C�/^

Rint ^�^^/^

�?"3�&��W �&.g1 4�4 

��1'�+ �&.g1;8 >�? ��<< 

K�&L!.�B�W KBQ .�B�W �
!&' ! �?9��'�+ !'( 7�8"1 �� Z�� >�?.
&$�A 4����(º) &$�A K6(Å) 

)4(^/���  C(8)-N(1)-C(12) )<(���/�C9—-O1 

)4(�/��4 C(17)-N(2)-N(3) )<(4�^/�C9—O2 

)4(�/��< N(2)-N(3)-C(19) )<(4��/�C7—C8 

)4(�/���  N(1)-C(12)-
C(13)

)4(���/�C8—S1 

)4(�/���  C(7)-C(9)-O(2) )<(���/�C12—N1 

)4(</���  C(9)-O(2)-C(10) )<(44</�C14—O3 

)�C(��/��  C(1)-S(1)-C(8) )<(�4C/�N2—N3 

)4(�/���  C(1)-C(6)-C(5) )<(4C�/�C1—C6 

)�(�/���  C(6)-C(1)-S(1) )C(<��/�C1—C2 

)4(�/���  O(1)-C(9)-O(2) )4(���/�S1—C1 
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N�1B� �"�� ��3=� 0&"
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�:	�9��'�+ !'( 7�8"1 ��B\�B� ��3-�% (3).

�:	/9��'�+ !'( 7�8"1 �\
 �3-�
 �)3��I�& �&�B�� (3).

�$�#�&O 

0�#.���)�'& ����� �
��/ �*?!qW ! ���� >�? �&'(  �)*�&�

�� ��&��.l ! "\*1 ��+( ,"- ./&! ��$%&.
���.
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