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TABLE 18S. Space group revisions; original space group, Cc (No. 9)

Refcode

AXIYUB
AZERUS
BENWIB
BIJKIP
BIJMIR
DADMEB
DALNOU
EBUXUV
EVUQUH
EXATUS
FAYQUS
FEJGAD
IBUSUU
IREFEQ
IXUVOM
SAGJIU
SALTUV
WAGRAY
WAJDIV
XACMOE
YACPAU
YAPZAR

CEBLUR
CEFDOH
ECATIM
FENWUR
FIPGOB
JARNOG
LAMDIN
LARTII
LEBWAR
NATLAW
NAVTUA
NICJEP
TASDUN
TAVDAW
TAWFIH
WARTEP
YAJXIR

DEJCOL
DELJAG
DIFBUQ
GEFYEW
HEBZUK
KIBFUX
KIBGAE
KIBGEI
NEJTOM
NEKFEP
NIMPLJ
SERXOD
XEFCUH

S. G.

C2/c
C2/c
Fdd2
P31c
C2/c
C2/c
C2/c
C2/c
C2/c
Fdd2
C2/c
C2/c
Ama2
C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
C2/c

C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
Fdd2
C2/c
Fdd2
C2/c
C2/c
C2/c
Fdd2
C2/c
C2/c
C2/c
C2/c

C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
Fdd2
C2/c
C2/c
C2/c

Formula Unit

C32H36 OG Sn
016H14CI‘QO4SQ
Cs54HesNgNizOg-2(PFg)
Co4H3oN3P

C44H7002 Si4ZI’
C4H10N2010Zn

033H52 ClN7 ORU'CFgSOg
Ca2H40N202
C34H55NgRh-2(PFg)
CosH54C0405P4
C14H14N204S27Zn

CQ4H22 ClgNQ Sn

CQﬁHQﬁ GaNOQPQ
C54H18F20N6RU'3(CH2 Clg)
Ci1gH15NO4
Ca3Ha7BF204
C10H16N10S2Zn
C41H45CIN4Oy4-C1oHgN3 07
Cg5H30FeN12 OgSI‘
Ca2HasN4O4Zn
C38H36F6N6 2(PF6)
CooH172Li4NO24Sii6Yb

012H8N4S4Zn

0104H28F40N10'3(C7H16)-1.5(HQO) Z(CHQCIQ)

C12H12015Tb-Na3-8(H20)

C52H52ZHN1602-2(NO3)'5(H20)

C3gH24CdN4 04-2 (HQO)
CQﬁHQS CleQOﬁ'CHQ CIQ
Clegﬁ Ca06 SG 2(0104)
C19H30N302P
C11H16NS'C2HO4
C27H36AUCIN2-C7H8

CaoHag AuNgOg-Nagz-2(C5H7N202)-8(H20)

C13H1203
C21H1503
Ca5Hy5N305
CagHygFeN

036H24N6Ni-2(09H12NO582)'HQO

C21H24N302-CcHaN307

C26H24F6N6 Seg
C32HyoF12HfOg
C12H46C02N14012-2(H20)

C4H35B5BiN1586-NO(?)-2.5(C5H,NO)

C6H24MHN6 ‘ClQHﬁ SQ HQO
C6H24CON6 -C10H6 SQ -HQO
C6H24N1N6 'CIOHG SQ -HQO

Reference

Ma et al. (2004a)

Song et al. (2004)
Adams et al. (2004)
Beddie et al. (2004)
Bradley et al. (2004)
Yang et al. (2004)
Jitsukawa et al. (2004)
Shen et al. (2004)
Mas-Marza et al. (2004)
Golovko et al. (2004)

Ng et al. (2004)

Ma et al. (2004b)
Montiel-Palma et al. (2004)
Li et al. (2004)

Costa et al. (2004)
Mayoral et al. (2004)

Du (2004)

Oliva et al. (2004)
RoyChowdhury et al. (2004)
Chantarasiri et al. (2004)
Brady et al. (2004)
Lorenz et al. (2004)

Suen et al. (2005)
Anand et al. (2005)
Kang et al. (2005)

Zhu et al. (2005)

Shi et al. (2005)

Yeh et al. (2005)
Ullstrom et al. (2005)
Gholivand et al. (2005)
Ananikov et al. (2005)
Fructos et al. (2005)
Oyaizu et al. (2005)
Wang et al. (2005)
Muthusamy et al. (2005)
Hanessian et al. (2005)
Gaspar et al. (2005)
Lan et al. (2005)
Voskressensky et al. (2005)

Champouret et al. (2006)
Morita et al. (2006)
Zherikova et al. (2006)

Fernandez-Fernandez et al. (2006a)

Dodds et al. (2006)
Yu et al. (2006)
Yu et al. (2006)
Yu et al. (2006)

C58H5gcuN1()O4'2(ClO4)'0.5(06H6)' 2.5(CQH3N)P1ante & Glass (2006)

CyoHys
C34H28CuaN4Og
Cs6H110N4022-2(CH40)

C30H38Ag2N10-2(C104)-2(CQH3N)

Muller et al. (2006)
Tao et al. (2006)
Zhang et al. (2006)

Fernandez-Fernandez et al. (2006b)



TABLE 18S. Space group revisions; original space group, Cc (No. 9) — Continued

Refcode

CIBJED
HIWMAC
KIJCOW
SICNAU
TICZAH
TIZZIM
YIDGAU

BOJWUT
CIRZUZ
DELWEXO01
JIYGAA
NIYXID
QOBJAT
RIWNER
VIZHIWO01

S. G.

C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
C2/c

C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
C2/c
C2/c

Formula Unit

2(C12H28N)-C35Hg5 CoaN1305-C4HgNO
C30H20MoN2O4

2(Cyo HasN; Og)-3(CHCly)-6(H50)
Ca4Hs5204Sis

CrH14Ny

C44H34IrNg-3(PFg)-2(C2H3N)

C1oH18CdN4 0452

C54H76 CUN4 -PFG
C23H24CuN2O9
CooHaaN4S
Na~ClﬁHg4GaN4Og-5(HQO)
C44H32NgNiz O12-2(H20)
031H57F8N2 Og SCSi2
C16H2204

Revisions to space groups other than P1 or Cc

Refcode

BENWOH
BENWUN
DALNAG

FENXOM
FENXUS
LARTOO

DELJEK
DIFGLJ
NIMPOP

CIBKAA
TIZZAE

Old

P2,
C2
P2,

New Formula Unit

02221 CGQHgoNgNaNi4016'Clo4
02221 C62H80N3NaN14016-PF6
P21/m C28H40012N6RH-PF6-2(H20)

C2/C 026H24CHN804S'8.5(H20)
C2/C 026H24CON804S'8.25(H20)
CQ/C C17H26N302P

Pbam C26H24FeN68e2 2(C2HGO)
P21/C CloH8F604Pt
P21/C C35H320u2MgN4010-CH4O

CQ/C C44H50N204Ti
Pbcen C14H26N4Cu

Reference

Boyle et al. (2007)
Zinn et al. (2007)
Sakakura et al. (2007)
Chawla et al. (2007)
Yamada et al. (2007)
Morozova et al. (2007)
Yoshikawa et al. (2007)

Zhu et al. (2008)
Diez-Gonzales et al. (2008)
Sarkar et al. (2008)

Zheng et al. (2008)
Heppeler et al. (2008)
Wang et al. (2008)

Carver et al. (2008)

Liskin & Valente (2008)

Reference

Adams et al. (2004)
Adams et al. (2004)
Jitsukawa et al. (2004)

Zhu et al. (2005)
Zhu et al. (2005)
Gholivand et al. (2005)

Morita et al. (2006)
Zharkova et al. (2006).
Tao et al. (2006)

Boyle et al. (2007)
Morozova et al. (2007)



TABLE 2S. Space group revisions; original space group, P1 (No. 1)

Refcode S. G. Formula Unit Reference

CEGJUU Ce C14H23NO7Sns-C1oHgN, Ma et al. (2006)
CEPKOY Cce CQQH1403 Zhu et al. (2006)
DELHUY PT 026H24F6N682-CQH60 Morita et al. (2006)
DERMET P11 C3sHasN2NiS Malyshev et al. (2006)
DESNUL PT C24H4402 Wang et al. (2006)
DIDTIU P1 C1oHgFgO4Pt Zharkova et al. (2006)
ECEHAW P21 026H16N4OS Ogura et al. (2006)
HEQZAF PT 2(010H21N2)-06Nislo Onozaki & Miyamura (2006)
JECROZ P21 ngH4gCl4Cu2N4O4 Hatano et al. (2006)
KEVKIG PT C14H16F620982 SOIlg et al. (2006)
PEDSUN PT C16H14N6NiQOQS4 Shi et al. (2006)
SEWXUO P4n2 ngHgQCOQCI‘L&NgOlz Shlga et al. (2006)
SEWYAV P4n2 ngHgQCOQCI‘GngOlz Shlga et al. (2006)
TEJCAN P21 C40H40F€N2PPd'SbF6'CHQClQ Hintermann et al. (2006)
UCUNOW PT C24H20AS-CGH12018N3O3Pt2'0.5(C5H12) Pellicani et al. (2006)
VENPOU P212121 C23H14F60582 Hasegawa et al. (2006)
VIMBID PT C28H48N204 Uncuta et al. (2006)
ZENVAPO1 PT Clngzo Babkov et al. (2006)
CIBLOP PT CQ4H22NQO4SQTi Boyle et al. (2007)
CIWFEU PT C32H18F4 Ie et al. (2007)
CIWGAR PT C36H16F1002 Ie et al. (2007)
DICREN P1 Cng31N506 Comelles et al. (2007)
DIHXUO PT 2(012H16N8ZH)'CGH8M08N4026'6(H20) Tian et al. (20073)
GLJQUM  PT Cs4Hs2CoP-2PFg Yu et al. (2007)
HEYHEZ PT ngH34ClgCU2N6-2(Clo4) Liang et al. (2007)
HEZJIG PT 2(C19H14012N202)-CH2012 Cheng & Cheng (2007)
HIDJUA PT C11H14N2028 Lin et al. (2007)
HIGHAH PT ClgH14OQ Kavala et al. (2007)
KEYSAJ PT Z(CngoN)-012H80682'04H802 Mizobe et al. (2007)
KEYSIR PT 2(CngoN)-012H80682-04H802 Mizobe et al. (2007)
KICDEG PT C18H24CON122(C7H4NO4)2(H20) Shi et al. (2007)
KIDYOM PT C32H36Ag2N804-2(C104)-2(C2H3N) Chen et al. (2007)

KIDZIH P1
LEZLEI P2,
MILDUH P2
ODUWEQ P1

ngHgﬁAggNgO4'2(BF4)-C(2H3N)'HQO
C35H3205
C18H35C12Cl3NoPoPd-CH, Cl,
CgHgN-C6H7N-H4B5010

Chen et al. (2007)
Shimasaki et al. (2007)
Imamoto et al. (2007)
Beckett et al. (2007)

RIFSEF Fdd2 C1oHo4BrsFeN4Oo Lundberg et al. (2007)
TIDXAG PT 062H40BY6N4012Tb2' 2(C7H5BI‘02)2(H20) Li et al. (20073)
TIDXEK PT C52H38BI'4N4012Tb2 Li et al. (2007&)
TILDUO PT C56H34EU.2N4020 Tian et al. (2007b)
TILROW PT C62H40016Dy2N4012 Li et al. (2007b)
VICVUZ PT ClGHgchCHN30-CIO4 Mikata et al. (2007)
WEWZII PT C34H28014-C3H60-CHC13 Tatsuta et al. (2007)

WEZBAF  C2
XIJPUC P1
XIKCOK P1

C14H21NO7
C45H31F8N2 NIOQ 'CQ4BF20 CH2 CIQ
C17H23014II"N2 PF605(CH40)

Metta-Magana et al. (2007)
Meinhard et al. (2007)
Corberan et al. (2007)



TABLE 2S. Space group revisions; original space group, P1 (No. 1) - Continued

Refcode S. G.
BOHCOR P1
CIZBOD P1
CONKAS PI
DISHIX P1
DISHOD P1
DOCFOR P1
DOCFUX P1
DOCXID P1
KIYRAM C2/c
KOMYAN P1
NOMXUJ P1
PIXMOZ P1
POCMUQ P1
POKLEH Cc
QOFTAH P1
QQQWPO02 P1
ROJTIA P1
YOKPUK P1
YOMKER P2,
XIXCOX P1

Formula Unit

Ca1HaeNo

C19H18N2025
C74Hg4NgO12-2(CHCl3)
C18H2004

C18H2004

C30H30N10NizOg
C15H15N5037n
Ce2H40ClsN4O12Thy
Ca2H20NgOy
C24H160112N40g-4(H20)
C36H48NGZH

CGH10N2'2(CIO4)
CreHasF12N4OgPby
021H25MHN50-2(CQ4H20B)
C26H46F2N2028n2- 2(CF303S)
C10H8CUFGO4

CssHs0Euz)22
Co4H36Ag2ClaN120g
C12H13NO;
C128H146N147Zn5-4(CsHg)-8(C2H3N)

Reference

Iglesias et al. (2008)

Cho & Chang (2008)

Lin et al. (2008)
Cacciapaglia et al. (2008)
Cacciapaglia et al. (2008)
Xing et al. (2008)

Xing et al. (2008)

Li et al. (2008)

Shawali et al. (2008)
Csonka et al. (2008)
Zheng et al. (2008)
Kapoor et al. (2008)
Marandi et al. (2008)
Hureau et al. (2008)
Svec et al. (2008)
Baidina et al. (2008)
Yan et al. (2008)

Luo et al. (2008)
Chmielewski et al. (2008)
Maeda et al. (2008)
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