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

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

MS20-P10�5IF�TUSVDUVSF�PG����f�QIBTF
GPSNFE�CZ�UBMD�IZESBUJPO�BU�����D�BOE��

(1B��JO�TJUV�EJGGSBDUJPO�TUVEZ
"OOB�:��-JLIBDIFWB��4FSHFZ�7��3BTIDIFOLP��,POTUBOUJO�%�

-JUBTPW��"MFLTFZ�*��"ODIBSPW�

���4PCPMFW�*OTUJUVUF�PG�HFPMPHZ�BOE�NJOFSBMPHZ�4#�3"4
���#VELFS�*OTUJUVUF�PG�/VDMFBS�1IZTJDT�4#�3"4

FNBJM��BMJI!JHN�OTD�SV
5IF�JOUFSFTU�UP�IJHI�QSFTTVSF�IZESPVT�TJMJDBUFT�JT�SFMBUFE

XJUI� UIF� QSPCMFN� PG� XBUFS� SFDZDMJOH� XJUIJO� TVCEVDUJOH
MJUIPTQIFSF�<�>��5IF����f�QIBTF�.H�4J�0��	0)
���)�0�JT
PG�TQFDJBM�TJHOJGJDBODF�CFDBVTF�JUT�TUBCJMJUZ�JT�JOUFSNFEJBUF
CFUXFFO� UIF�NJOFSBMT� PG� PDFBOJD� QFSJEPUJUFT� 	TFSQFOUJOF
UBMD� DIMPSJUF
� BOE� EFFQ�TFBUFE� TJMJDBUFT� <�>�� 1SFWJPVT
TUSVDUVSBM� TUVEJFT� PG� ��� f� QIBTF� XFSF� QFSGPSNFE� PO
RVFODIFE� TBNQMFT� XIFSFBT� UIF� BOBMZTJT� PG� in-situ
TUSVDUVSF�DPVME�TQFDJGZ�UIF�FRVJMJCSJVN�XBUFS�DPOUFOU�JO�JU
XIJDI�JT�TUJMM�EFCBUBCMF�<�>�
5IF�TUSVDUVSF�PG����f�QIBTF�GPSNFE�GSPN�UIF�SFBDUJPO�PG

UBMD� QMVT� XBUFS� BU� ����$� BOE� �� (1B� XBT� TUVEJFE� CZ
QPXEFS�EJGGSBDUJPO�VTJOH�%"$�XJUI�SFTJTUJWF�IFBUJOH��5IF
EJGGSBDUJPO�FYQFSJNFOUT�XFSF�QFSGPSNFE�BU��UI�CFBNMJOF�PG
7&11���TUPSBHF�SJOH�PG�4453$�/PWPTJCJSTL�	M���������
f
��3JFUWFME�NFUIPE�<�>�XBT�BQQMJFE� UP� SFGJOF� UIF� MBUUJDF
QBSBNFUFST� BUPNJD� DPPSEJOBUFT� BOE� UIF� PDDVQBODZ� PG
JOUFSMBZFS� )�0� TJUF� JO� UIF� TUSVDUVSF� PG� ��� f� QIBTF�� 5IF
MBUUJDF�QBSBNFUFST�PG����f�QIBTF�BU�����$�����(1B�BSF a �
�����	�
�b �������	�
�c��������	�
�f�b�������	�
��V��
�����	�
� f�� 	C��m
�� 5IF� CFTU� GJU� XBT� PCUBJOFE� GPS� UIF
TUSVDUVSF�NPEFM�XJUI�TQMJU�QPTJUJPO�0X�PG�JOUFSMBZFS�)�0NPMFDVMF� 	'JH�� �
�� 5IF� 0X� TJUF� IBT� UISFF� TIPSU� 	���� f

0X�0UFUS� EJTUBODFT� XJUI� DPSSFTQPOEJOH� BOHMFT� �
0UFUS�0X�0UFUS� PG� ��������� GBWPSBCMF� GPS� UIF� PSJFOUBUJPO
PG� QSPUPOT� UPXBSET� UFUSBIFESBM� 0� BUPNT�� 5IF� IBMG
PDDVQBODZ� PG� UIF� 0X� TJUF� DPSSFTQPOET� UP� POF� )�0NPMFDVMF�QFS� GPSNVMB�VOJU�XIJDI�BHSFFT�XJUI� UIF� SFDFOU
FTUJNBUJPOT� QFSGPSNFE� PO� RVFODIFE� TBNQMFT� <�>� BOE
TIPXT� OP� TJHOJGJDBOU� DIBOHF� PG� XBUFS� DPOUFOU� EVSJOH
RVFODIJOH�
5IJT�XPSL�JT�TVQQPSUFE�CZ�3'#3�	HSBOU�������������


BOE� .JOJTUSZ� PG� &EVDBUJPO� BOE� 4DJFODF� PG� 3VTTJBO
'FEFSBUJPO� 	QSPKFDU� /P� ���#����������
�� 5IF� XPSL� XBT
DBSSJFE� PVU� JOWPMWJOH� UIF� FRVJQNFOU� CFMPOHJOH� UP� UIF
4453$�
<�>� Schmidt M.W. & Poli S.� 	����
� &BSUI� 1MBOFU�� 4DJ�

-FUU�� ������<�>�Fumagalli P., Stixrude L., Poli S.�et al.
	����
�&BSUI��1MBOFU�� 4DJ��-FUU�� � ����� <�>�Comodi P.
	����
� "N�� .JOFS�� � ������ <�>� Larson A.C. & Von
Dreele R.B.� (FOFSBM� TUSVDUVSF� BOBMZTJT� TZTUFN� 	(4"4
�
3FQPSU�-"63�-PT�"MBNPT�/BUJPOBM�-BC�/FX�.FYJDP
�����

�5IF�DSZTUBM�TUSVDUVSF�PG����f�QIBTF�BU�����$�BOE���(1B�
5IF�MJOFT�NBSL�UIF�TIPSU�0X�0UFUS�EJTUBODFT�

� UBMD� ��� f� QIBTF� QPXEFS� EJGGSBDUJPO� IJHI� QSFTTVSF
IJHI�UFNQFSBUVSF�


