
��UI�&VSPQFBO�$SZTUBMMPHSBQIJD�.FFUJOH���SE���UI�"VHVTU������3PWJOK�$SPBUJB

T����``````````````````�``````````````````�``````````````````�``````````````````�```````````�Acta Cryst.�	����
��"���T���

MS26-O5�5IF�JODPNNFOTVSBUFMZ�NPEVMBUFE
QIBTF�JO�	��NFUIZMJNJEB[PMJVN


UFUSBJPEPCJTNVUIBUF	***
�UIFSNPDISPNJD
PSHBOJD�JOPSHBOJD�IZCSJE

"��(BHPS��.��8¦D¢BXJL��#��#§E[JPS��3��+BLVCBT�

���8�� 5S[FCJBUPXTLJ� *OTUJUVUF� PG� -PX� 5FNQFSBUVSF� BOE� 4USVDUVSF
3FTFBSDI�1"4�1�0��#PY�������������8SPD¢BX�1PMBOE
��� 'BDVMUZ� PG� $IFNJTUSZ�6OJWFSTJUZ� PG�8SPD¢BX� +PMJPU�$VSJF� ��
�������8SPD¢BX�1PMBOE

FNBJM��B�HBHPS!JOU�QBO�XSPD�QM
	��NFUIZMJNJEB[PMJVN
� UFUSBJPEPCJTNVUIBUF	***


	BCCSFWJBUFE� BT� 	��.*N
#J*�
� JT� B� UIFSNPDISPNJD
TFNJDPOEVDUJOH�IZCSJE��*U�VOEFSHPFT�TUSVDUVSBM�GJSTU�PSEFS
QIBTF�USBOTJUJPO�UP�JODPNNFOTVSBUFMZ�NPEVMBUFE�QIBTF�BU
���� ,�� 5IF� TZNNFUSZ� DIBOHFT� GPSN� C��c� UP
C��c	���
s���UIF�NPEVMBUJPO�XBWF�WFDUPS�R������	�
C�
<�>��5IF�JODPNNFOTVSBUF�QIBTF�JT�TUBCMF�EPXO�UP�����,�
5IF�OPO�NPEVMBUFE�TUSVDUVSF�DPOTJTUT�PG�QPMZNFSJD�DIBJOT
PG�<#J*��>O�BOJPOT�QSPQBHBUJOH�JO�UIF�D�EJSFDUJPO�BOE�TUBDLTPG� ��.*N�� DPVOUFS�JPOT� UIBU� DPVQMF� UP� UIF� BOJPOJD
TVCTUSVDUVSF� WJB� XFBL� IZESPHFO� CPOE� JOUFSBDUJPOT�� 5IF
QPMZNFSJD� <#J*��>O� BOJPOT� DPNQSJTF� PG� EJTUPSUFE� #J*�PDUBIFESB� UIBU� GPSN� [JH�[BH� DIBJOT� CZ� TIBSJOH� UIF� cis
FEHFT�� 5IF� DBUJPOT� BSF� EZOBNJDBMMZ� EJTPSEFSFE� PWFS� UXP
FRVJWBMFOU�QPTJUJPOT�UIBU�BSF�SFMBUFE�CZ�UIF�UXP�GPME�BYJT�
5IF�USBOTGPSNBUJPO�UP�JODPNNFOTVSBUF�QIBTF�JT�USJHHFSFE
CZ� B� DPMMFDUJWF� TJOVTPJEBM� EJTQMBDFNFOU� PG� CJTNVUI� BOE
JPEJEF� BUPNT� GSPN� UIFJS� IJHI�UFNQFSBUVSF� QPTJUJPOT�� 5IF
JOUSB�DIBJO� CPOET� JO� NPEVMBUFE� QIBTF� EP� OPU� EJGGFS
DPOTJEFSBCMZ� GSPN� UIFJS� IJHI� UFNQFSBUVSF� DPVOUFSQBSUT�
.VDI� TJHOJGJDBOU� EFWJBUJPOT� BSF� PCTFSWFE� CFUXFFO� UIF
DIBJOT�XIJDI�NBZ�CF�TIJGUFE�VQ�UP�_����f�SFMBUJWF�UP�FBDI
PUIFS� BMPOH� UIF�c� EJSFDUJPO��4VCTUBOUJBM� WBSJBUJPOT�XJUIJO
UIF� JOUFS�DIBJO�#J���#J� EJTUBODFT�NBZ� IBWF� BO� JNQBDU� PO
UIF�TFNJDPOEVDUJOH�BOE�UIFSNPDISPNJD�QSPQFSUJFT�PG�UIJT
NBUFSJBM�� ��.*N�� DPVOUFS� JPOT� PSEFS� JO� UIF
JODPNNFOTVSBUF�QIBTF��*O�FBDI�DBWJUZ�UIF���.*N��BEPQUT
POF� PG� UIF� UXP� QPTJUJPOT� UIBU� XFSF� FRVJWBMFOU� JO� UIF
IJHI�UFNQFSBUVSF� QIBTF�� "U� ���� BOE� ���� ,� UIF
SFPSJFOUBUJPO� NPWFNFOUT� CFUXFFO� UIF� TJUFT� BSF� CMPDLFE
XIJDI� JT� DPOGJSNFE� CZ� EJFMFDUSJD� SFTQPOTF�� %04
DBMDVMBUJPOT� UPHFUIFS�XJUI�BTZNNFUSJD� MPDBM�FOWJSPONFOU
PG� CJTNVUI� JPOT� JNQMZ� UIF� QSFTFODF� PG� UIF
TUFSFPDIFNJDBMMZ�BDUJWF�CJTNVUI�MPOF�QBJS��s��FMFDUSPOT�JO
CPUI� QIBTFT�� 5IF� DIBOHF� PG� UIF� MPOF� QBJS� BDUJWJUZ� NBZ
QMBZ� UIF� GPSFHSPVOE� SPMF� JO� UIF� QIBTF� USBOTJUJPO
NFDIBOJTN�BT�GBS�BT�UIF�JODSFBTFE�DPOUSJCVUJPO�PG�CJTNVUI
TUBUFT�JO�UPUBM�%04�JO�UIF�JODPNNFOTVSBUF�QIBTF�JT�OPUFE�
5IJT� JOUFSQSFUBUJPO� JT� DPOTJTUFOU�XJUI� TUSVDUVSBM� EBUB� UIBU
TIPX� HSFBUFS� EFGPSNBUJPO� PG� UIF� CJTNVUI� DPPSEJOBUJPO
HFPNFUSZ�JO�UIF�NPEVMBUFE�TUSVDUVSF�
<�>� "�� (§HPS� FU� BM�� $SZTU&OH$PNN� ����� %0*�

��������$�$&�����(
"DLOPXMFEHFNFOUT�� 1BSU� PG� UIF� SFTFBSDI� 	TZOUIFTJT

%4$�BOE�EJFMFDUSJD�NFBTVSFNFOUT
�XBT�TVQQPSUFE�CZ�UIF
/BUJPOBM� 4DJFODF� $FOUSF� 	1PMBOE
� VOEFS� HSBOU� /P�
��������%�45��������BOE�CZ�UIF�&VSPQFBO�6OJPO�VOEFS
UIF�&VSPQFBO�4PDJBM�'VOE�
,FZXPSET�� NPEVMBUFE� TUSVDUVSF� PSHBOJD�JOPSHBOJD� IZCSJE� QIBTF
USBOTJUJPO

.4����&MFDUSPO
DSZTUBMMPHSBQIZ�NFUIPET

$IBJST��"MFY�&HHFNBO�-VLe��1BMBUJOVT

MS27-O1�%FGPSNBUJPO�NBQQJOH�JO�UIF5&.
CZ�EBSL�IPMPHSBQIZOBOPCFBN

EJGGSBDUJPOHFPNFUSJDBM�QIBTF�BOBMZTJT�BOE
QSFDFTTJPO�FMFDUSPO�EJGGSBDUJPO��"

DPNQBSJTPO�PG�UIF�EJGGFSFOU�UFDIOJRVFT
%BWJE�$PPQFS���/JDPMBT�#FSOJFS���+FBO�-VD�3PVWJFSF��

���$&"�-&5*�.JOBUFD
���6OJWFSTJUZ�(SFOPCMF�"MQFT
���$&"�*/"$�.JOBUFD

FNBJM��EBWFZDPPQFS!HNBJM�DPN
*O�UIF�MBTU�GFX�ZFBST�UIFSF�IBT�CFFO�BO�FYQMPTJPO�JO�UIF�

OVNCFS� PG� USBOTNJTTJPO� FMFDUSPO� NJDSPTDPQZ� CBTFE�
	5&.
� UFDIOJRVFT� UIBU� DBO� CF� VTFE� GPS� TUSBJO� NBQQJOH�
XJUI� ON�TDBMF� SFTPMVUJPO�� 5IFTF� JODMVEF� EBSL� GJFME�
FMFDUSPO� IPMPHSBQIZ� UIF� HFPNFUSJDBM� QIBTF� BOBMZTJT� PG�
IJHI�SFTPMVUJPO� JNBHFT� OBOPCFBN� EJGGSBDUJPO� BOE� NPSF�
SFDFOUMZ� QSFDFTTJPO� FMFDUSPO� EJGGSBDUJPO�� *O� PSEFS� UP�
CFODINBSL� UIF� EJGGFSFOU� UFDIOJRVFT� B� DBMJCSBUJPO�
TQFDJNFO� DPOUBJOJOH� ���ON�UIJDL� 4J(F� MBZFST� XJUI�
EJGGFSFOU�(F�DPODFOUSBUJPOT�IBT�CFFO�HSPXO�CZ�DIFNJDBM�
WBQPVS�EFQPTJUJPO��%VF�UP�UIF�FQJYBUJBM�HSPXUI�UIF�MBUUJDF�
QBSBNFUFS�PG�UIF�4J(F�XJMM�CF�FYQBOEFE�SFMBUJWF�UP�UIF�4J�
JO� UIF� HSPXUI� EJSFDUJPO�� 'JHVSF� �	B
� TIPXT� B� )""%'�
45&.� JNBHF� PG� UIF� DBMJCSBUJPO� TQFDJNFO� JOEJDBUJOH� UIF�
DPODFOUSBUJPO�PG�(F�QSFTFOU�JO�FBDI�MBZFS�BOE�EFGPSNBUJPO�
NBQT� GPS� UIF� HSPXUI� EJSFDUJPO� BDRVJSFE� CZ� 	C
� (1"� PG�
)""%'� 45&.� 	D
� EBSL� GJFME� FMFDUSPO� IPMPHSBQIZ� 	E
�
QSFDFTTJPO� FMFDUSPO� EJGGSBDUJPO� BOE� 	F
� GJOJUF� FMFNFOU�
TJNVMBUJPOT�BSF�TIPXO��5IF�)""%'�45&.�EFGPSNBUJPO�
NBQQJOH� IBT� B� TQBUJBM� SFTPMVUJPO� PG� ���� ON� XIJDI� JT�
JNQPTFE� CZ� UIF� TJ[F� PG� UIF� NBTL� VTFE� JO� 'PVSJFS� TQBDF�
EVSJOH� UIF� SFDPOTUSVDUJPO� BOE� B�NFBTVSFNFOU� TFOTJUJWJUZ�
PG��������XBT�EFUFSNJOFE�CZ�UBLJOH�B�TUBOEBSE�EFWJBUJPO�
PG� UIF� EFGPSNBUJPO� NFBTVSFE� JO� UIF� VOTUSBJOFE� TJMJDPO�
TVCTUSBUF�� 'PS� UIF� EBSL� IPMPHSBQIZ� UIF� TQBUJBM� SFTPMVUJPO�
JNQPTFE�CZ�UIF�GSJOHF�TQBDJOH�PG�UIF�JOUFSGFSFODF�QBUUFSO�
JT� �� ON� XJUI� B� NFBTVSFE� TFOTJUJWJUZ� PG� ����� ��� 'PS�
QSFDFTTJPO� EJGGSBDUJPO� UIF� TQBUJBM� SFTPMVUJPO� JNQPTFE� CZ�
UIF� EJBNFUFS� PG� UIF� FMFDUSPO� QSPCF� JT� �� ON� BOE� B�
TFOTJUJWJUZ� PG� ������ NFBTVSFE�� `8IJMF� JU� JT� SFMBUJWFMZ�
TUSBJHIUGPSXBSE�UP�BQQMZ�BMM�PG�UIFTF�UFDIOJRVFT�UP�TJNQMF�
DBMJCSBUJPO� TQFDJNFOT� XIFSF� CPUI� MBSHF� WBMVFT� PG�
EFGPSNBUJPO� BSF� FYQFDUFE� BOE� UIF� FYQFSJNFOU� JT�
TJNQMJGJFE�EVF�UP�UIF��%�OBUVSF�PG�UIF�TUSBJOFE�MBZFST��`"MM�
PG�UIF�UFDIOJRVFT�IBWF�CFFO�BQQMJFE�UP�B�SBOHF�PG�EJGGFSFOU�
TQFDJNFOT� FBDI� XJUI� EJGGFSFOU� DPNQMJDBUJPOT� TVDI� BT� B�
���ON� HBUF� 4J(F� SFDFTTFE� TPVSDF� BOE� ESBJO� Q.04�
EFWJDF� B� O.04� EFWJDF� UFOTJMZ� TUSBJOFE� VTJOH� B� OJUSJEF�
GJMN� UP� TUBUF�PG� UIF�BSU�40*�CBTFE� TFNJDPOEVDUPST�BOE�B�
***�7�TVQFSMBUUJDF��5IF�BEWBOUBHFT�BOE�EJTBEWBOUBHFT� UIF


