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S1. Polymorphism in Crystal Growth & Design

Crystal Growth & Design (2017) has been published since 2001. For polymorphism articles, a search
was conducted for that term for the publication range of each year, and with the restriction to use print
publication date (instead of web publication date). Only research articles and rapid communications
were considered for this data (reviews, editorials, and perspectives were not included). The total
number of articles each year was determined by counting the number of research articles and rapid

communications published in each issue, in each year.

Table S1  Percentage of articles published in Crystal Growth & Design that mention the term

“polymorph” each year.
Number of
Year Art?cle_s Number_ of Percent
Mentioning | Total Articles (%)
“Polymorph”
2001 11 67 16.42
2002 18 101 17.82
2003 33 135 24.44
2004 55 194 28.35
2005 54 320 16.88
2006 71 457 15.54
2007 65 443 14.67
2008 107 733 14.60
2009 103 782 13.17
2010 106 737 14.38
2011 125 723 17.29
2012 154 767 20.08
2013 145 660 21.97
2014 175 770 22.73
2015 134 706 18.98
Total 1356 7595 18.49

Note: Very few instances of the term genetic polymorphism or other instances where the term was not referring

to polymorphic crystal structures occur, and do not contribute substantially to the numbers in this journal.
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S2. Methods for Polymorphism Search of the CSD using Conquest

Searching for polymorphs in the CSD (Groom, et. al., 2016) was conducted using the ConQuest
program (version 1.18, November 2015) with the restrictions of 3D coordinates known and organic
only, and a keyword search of polymorph. NOTE: The list of polymorphic refcodes from searching
version 1.18 of Conquest provides structures deposited up until November of 2015 (11,909 entries).
When searching in version 1.19 of Conquest for structures entered before the Nov 2016 update, the
list shows structures deposited up until August of 2015, but also with 192 entries updated after then
(11,907 entries). Therefore, it is necessary to note which version is used when searching for this data.

Each refcode family was analyzed by comparing the unit cell parameters and the simulated powder
patterns exported to Mercury to confirm the existence of multiple polymorphic forms. The associated
publications for each deposited structure were also consulted to determine the situations in which
phase transitions were present due to temperature or pressure (Class B polymorphs).

There are 4,573 unique refcode families in the list of 11,909 polymorphic entries. However, three of
these compounds show polymorphic forms of both deuterated and protonated versions of the

compound, which means there are 4,576 unigue chemical entities.
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S3. Details of Other Category

Entries in Table S2 are in the Other category from the list of 11,909 entries flagged as polymorphs in
the 2015 CSD. There are several reasons why refcodes have been included on this list. For some, two
forms were observed due to replacement of hydrogen with deuterium. If the ability to hydrogen bond
is removed or altered in any way, it could affect the crystal packing, and this would not fall under the
category of polymorphs due to a chemical difference in the structures (Merz, K. and Kupka, A.,
2015). Some molecules were listed as a cocrystal in one structure and a salt in another, indicating
those two forms would not be polymorphs but instead different compounds. Some structures were
disputed between authors as to the classification of the forms as polymorphs. Most of these refcodes
needed to be doubled checked in literature to confirm polymorphism, but were not available due to
deposition in the CSD as a private communication, giving no experimental data to confirm multiple

forms.

Table S2  Refcodes of polymorph flagged entries excluded from total polymorph list.
ADEDIX | DATREV | HIMCHC | MAPZOS | OTOLIC | RESORA | XEPKUZ
AZOXPH | DIWWEL | HIZCOK | MEPHCB | PANISD | REZRIY | XIZDEP
BIPHEN | DODDIJ ISAZOS MIYKOU | PFBZAC | SEVNOW | XMPRYO
BOMKOD | DOKDAI | IXEYIT NEHKIV | PIXPOD | SOPLAL | XOTTAD
BOVYIW | DOVGAW | JABXOZ | NEYLEI PODSEH | SSALAD | YAFQEC
BPHBAC | EDOTIA | JADNOS | NIPLED POPGUW | TEKQAB | YIMTUJ
BUNREH | FACZUF | JINVOR NORDII QABVEU | UFOCAU | YIVHUI
CBZTCQ | FEQFEN | LACDAU | NOVSIA | QILHUO | VAZRIY | YULGIW
CELHIL | FUFJAT LESQAC | ODAKUA | QINCUL | VETVOG | YUMKOH
COKVON | GADGUN | LUTROJ | OFOWOW | QUKVUN | XEBMIB | YUYPUD
COVION | HAXFER | MAMBOR | OJEJAO RALMOG | XECDUF | ZEXLUJ
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S4. Tables of Refcodes for Polymorphism Search

Table S3 contains all refcode families from the search for “polymorph”. Green cells indicate
compounds which have been deemed Class A polymorphs. _indicate compounds which have
been deemed Class B polymorphs. Yellow cells indicate compounds which had multiple entries listed,
but did not have multiple polymorphic forms. - indicate compounds which only had one
entry in the list. Orange cells indicate special cases which constitute the “other” category shown in
Table S2. Those entries which have a “-D” listed after the refcode indicate compounds which had
polymorphic forms of a deuterated compound. In three cases, there were polymorphs for both the H
and D forms of the compound, and these are listed separately. The percentages of each group of

compounds are shown in Figure 1 in the main text.

Table S3  List of unique refcodes (4,576) resulting from the search for polymorphs in the 2015
CSD

VOBHAX

KGLUCP

KIBBUS
KIBQOC

DALJAB

DANTEN
DARGOT
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VUCFUU

KIXLOS

DAXLIZ
ADAMAN

KTMSIO
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DCHXYK

AHEJAZ GICYUN

SEUREA

OSAGEV




CHEMISTRY | CRYSTENG research papers

WEMGAW

WEMGIE

DGLYAC

ANTCEN
ANTMEU

‘ OXIBZN
OXTCNT

X7z | S | werzo

PAJZAC

LDOPAS
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PARTEN

SLFNMD
SLENMF

WIRYEB
DIXNIH
PAZOXN

AWAJOX
DLASPA

DLSERN

SOLSIW

SOMTUJ | WOKMUG
DMEACL

WORMAN
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DNTNAP

LIFORM

STILTQ

BADPEB

LILXIN

HECXAO

DOMBOW
SUSKUM

PERYTO

XAZHOW
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DOSQAD | HERMOH

HEXBME
HEXDEC

HEYJOK
TANTOX

XEXKEQ

PIDGOZ

\
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TCHXYP

LULKIN

DQUNDS

TEBETU
TEBGUC

PIVIND

DUHSEE
HOBBOP
HOCYSL
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HOLVAG

POKSAJ
TETDAM

TETTRI

TEFMETH

BIZWAI
BNPYRE

XYLTOL

PTRPHT
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PUBMII

THXNOO
MECHLF

EDTAXX

HXCFUL PULHUZ

BOMKUJ
BOMWIJ

YARZUN

EJEROA METACM
EJIQEU

BOWMIK
BOWROU PYRAZI
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TIPSAM
BOYFOK TIPWIY

BPYZDO

TIWTAW
YESXUP

BRFUSO

BTRILA

BUFNEV

TOHBPA
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YIQGEL

YISJUF
TOLUEN

TRITAN
TRIZIN
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IQACIM

MPPTCQ
TUPRBN

MPYRAZ
MPYZBD

CAXWUT

YUXCEZ
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CECPAB I'YUXUW

ZAYKAL

ZBCNON
QQQACY

ZEFXIR

NAPHAC | QQQBTP
NAPHOB
NAPPYR
QQQCVG

\
\




CINNDS

FEYLUQ

FIHYEA

FIVSIM

JIPJAT
JIPJEX
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NECNEO

UREAXX

ZEXPEX

ZIRGUC
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FIYVAK
‘ RAKWIJ
JOJYOY NEPGCL

CLAMPL

VALINO

JORMAE

NIBZAL

RBHACD
RBHTCA

VARYES
Z7Z7ZBFM

FOMGIY
ZZZDDP
REJNUP

NIPHSS

ZZZHKQ
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FOTYUI

CORYIR

ZZZNNM
VEJXAJ

KANQAR

CTBROM FUFNQOJ

22720YC

FUPDOJ ZZZPPI
CUHDAK
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ZZ7ZPZE

ZZZQSW

Z27Z7ZUCY

RORNIV Z2727UQ0
ZZZUWK

FUYYON
FUYZEE

RUKDAD
ZZZWEQO

22
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Table S4 contains all refcodes for compounds deemed to be polymorphic, whether Class A (-) or
Class B (-). The crystal types are listed for each compound. The percentages of each type of
crystal for each class are shown in Figure 1 in the main text. Refcodes with an asterisk indicate those
which had only one entry flagged as polymorphs (blue in Table S3) but were determined to be

polymorphic compounds having two forms with 3D coordinates determined.

Table S4  List of refcodes (3,461) and crystal types for compounds determined to display
polymorphism

Refcode Crystal Type Refcode Crystal Type
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S5. Tables of Refcodes Not Included as Polymorphs

Entries in Table S5 are not included in the overall list of polymorphs. The 60 entries in blue in Table

S3 that were determined to be polymorphic compounds are not included in Table S5, and were instead

integrated into Table S4 and highlighted with an asterisk. Table S4 only includes compounds that

have two structurally characterized entries in a refcode which contain 3D coordinates. Several entries

in Table S5 have two forms listed as polymorphs, but do not have multiple forms with 3D coordinates

known, and therefore are not included in Table S4. In this table and below, PT means phase transition.

Table S5 Description of compounds with only one entry in the polymorph list (shown as blue in

Table S3) explaining why they are not included in Table S4 (857 refcodes).

Mor.e . Multiple . .

Refcode Crystal Type | entriesin Polymorphs? Explanation for why to not include
CSD?

ABOPUC anhydrate no

ACADIR salt yes yes Both listed as poly, one without 3D coord.

ACENYL anhydrate yes yes, PT Updated late 2015 or 2016

ACESAE cocrystal no

ACETEJ cocrystal no

ACIKAZ solvate no

ACONEN | solvate no

ACOVAQ | anhydrate no

ACOVIY salt no

ACOVOE | salt no

ACTDGU E%rrﬁial yes yes Both listed as poly, one without 3D coord.

AFULIY salt no

AHBONM | anhydrate no

AHBPRG anhydrate yes yes Both listed as poly, one without 3D coord.

AIPBAR anhydrate no

AJUVAC ﬁ;‘é%ﬁéa' no

AJUVEG ﬁ;g?géa' no

ALDCAR anhydrate yes yes

AMEPOS anhydrate yes no

ANISUC anhydrate yes ves \I/B\/?ttr?ollj:t;dD ?;S;) [(J)(r)(ljy both added in 2016 and one

APAPAD hydrate yes same unit cell | Both listed as poly, one without 3D coord.
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APUYOA | solvate yes no

AQOZUB | anhydrate yes no Both listed as poly, one without 3D coord.
ARSMET anhydrate no

ASATOD solvate no

AZOXHD | anhydrate yes yes Both listed as poly, one without 3D coord.
AZSTBD anhydrate yes yes Both listed as poly, one without 3D coord.
BACLCH anhydrate no

BAHOXL | salt no

BANYI1Y anhydrate no

BATCAA anhydrate yes yes Both listed as poly, one without 3D coord.
BEAVBA salt cocrystal no

solvate

BECJEY anhydrate yes yes All listed as poly, only one with 3D coord.
BECWOV | anhydrate yes yes Both listed as poly, one without 3D coord.
BEFVAJ anhydrate yes no

BEMBEB anhydrate yes no

BEOACT anhydrate yes yes All listed as poly, only one with 3D coord.
BEWFOY | salt hydrate no

BEWPEY anhydrate no

BEYWAF | salt no

BEYWEJ salt no

BEYWIN salt no

BIBYUG salt yes PT All listed as poly, only one with 3D coord.
BICVUE solvate yes yes Both listed as poly, one without 3D coord.
BIKHIN solvate yes yes Both listed as poly, one without 3D coord.
BILNOZ anhydrate yes yes All listed as poly, only one with 3D coord.
BMLHYD | solvate yes PT Both listed as poly, one without 3D coord.
BOBVEU anhydrate no

BOKDEM | anhydrate no

BOKLAO | anhydrate yes yes Both listed as poly, one without 3D coord.
BOPSIJ salt no

BOSJUP anhydrate no

BOTCUI anhydrate yes yes Both listed as poly, one without 3D coord.
BPXBTZ anhydrate yes yes Both listed as poly, one without 3D coord.
BRASAC anhydrate yes no Both listed as poly, one without 3D coord.
BRNAPT anhydrate no

BRNICH anhydrate yes yes Both listed as poly, one without 3D coord.
BROXUR | anhydrate yes yes Two listed as poly, two with 3D coord. are

same form
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BRUDAG | anhydrate no
VOGS [t |y [T | Gy o e Do
BUJMUO anhydrate no
Two are deuterated. Only 1 with H missing 3D
BULMEA | salt hydrate yes no coord., only one D listed as poly. Text says PT
in deuterated
BUNDAC | anhydrate yes yes All listed as poly, only one with 3D coord.
BUNDEC anhydrate no
BUNSIM anhydrate yes PT All listed as poly, only one with 3D coord.
BUTCLT anhydrate yes PT All listed as poly, only one with 3D coord.
BUYROC anhydrate yes yes All listed as poly, only one with 3D coord.
BZCPTI anhydrate yes yes All listed as poly, only one with 3D coord.
BZOFOX anhydrate yes yes All listed as poly, only one with 3D coord.
CACCIS salt cocrystal yes yes Both listed as poly, one without 3D coord.
CAHEXT Ez}i/légigrystal yes yes Both listed as poly, one without 3D coord.
CANTRQ anhydrate yes maybe All listed as poly, only one with 3D coord.
CANYOG | salt no
CAPTAZ salt no
CBZYTO anhydrate yes yes Both listed as poly, one without 3D coord.
CEDXUE anhydrate yes yes Both listed as poly, one without 3D coord.
CEJWUJ anhydrate no
CELQUH anhydrate no
CELRIW anhydrate yes yes Both have 3D coord., one added in 2016
CESCNM salt yes yes All listed as poly, only one with 3D coord.
CHNOCH | anhydrate yes yes Both listed as poly, one without 3D coord.
CHOLES hydrate yes yes All listed as poly, only one with 3D coord.
CIRDIS salt hydrate no
CITROM anhydrate yes yes All listed as poly, only one with 3D coord.
CIZGUN salt hydrate yes yes Both listed as poly, one without 3D coord.
CLMCBU | anhydrate yes yes Both listed as poly, one without 3D coord.
CLNPHT anhydrate yes PT All listed as poly, only one with 3D coord.
CLPMCY anhydrate yes yes Two listed as poly, only one with 3D coord.
CMHXDC | anhydrate yes yes Both listed as poly, one without 3D coord.
COBJIM anhydrate yes PT Both listed as poly, one without 3D coord.
COCGEG solvate yes yes Both listed as poly, one without 3D coord.
COCGOQ | solvate hydrate | yes yes Both listed as poly, one without 3D coord.
COHZAA | salt no
COQRUV | anhydrate no
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CORSIL anhydrate yes yes Both listed as poly, one without 3D coord.
CORTEI anhydrate yes yes Both listed as poly, one without 3D coord.
COTXUG anhydrate no

COVZOE salt no

CPPHEN anhydrate yes yes All listed as poly, only one with 3D coord.
CTCYME | anhydrate no

CUVTAO | anhydrate yes yes Both listed as poly, one without 3D coord.
CUZKOX | salt yes yes Both listed as poly, one without 3D coord.
CYCLAM | salt yes yes Both listed as poly, one without 3D coord.
CYPRCA anhydrate yes yes Both listed as poly, one without 3D coord.
CYTDEC anhydrate yes PT Both listed as poly, one without 3D coord.
DABGUI anhydrate no

DABHAP hydrate no

DACTDO anhydrate yes yes All listed as poly, only one with 3D coord.
DASMEP anhydrate yes yes Both listed as poly, one without 3D coord.
DATNBZ anhydrate yes no

DAWSOQJ salt yes PT Both listed as poly, one without 3D coord.
DAWVOM | salt yes PT All listed as poly, only one with 3D coord.
DAXMAS | anhydrate no

DAZCLA anhydrate yes yes Both listed as poly, one without 3D coord.
DBPOLO anhydrate no

DCAETO solvate hydrate | yes yes Both listed as poly, one without 3D coord.
DCLPHM anhydrate yes no All have 3D coord., only one listed as poly.
DEBMUS anhydrate no

DEBNAZ anhydrate no

DEDBUJ hydrate no

DEHSIS salt yes no Both listed as poly, one without 3D coord.
DEKFUU anhydrate yes yes Both listed as poly, one without 3D coord.
DESYIJ anhydrate no

DEYNAP anhydrate yes yes All listed as poly, only one with 3D coord.
DILKEO anhydrate yes PT All listed as poly, only one with 3D coord.
DMBMCL | anhydrate yes yes Both listed as poly, one without 3D coord.
DMEWAR | anhydrate yes yes Both listed as poly, one without 3D coord.
DMHXDM | anhydrate no

DMPOXP | salt yes no All listed as poly, only one with 3D coord.
DMTRYP | anhydrate yes yes Both listed as poly, one without 3D coord.
DOBCDC | anhydrate yes yes Both listed as poly, one without 3D coord.
DOBRUH | anhydrate yes yes Both listed as poly, one without 3D coord.
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DOHQAS | anhydrate no

DOHQEW | anhydrate no

DOMZIQ anhydrate no

DOWWET | salt no

DOWWIX | salt no

DOWWOD | salt no

DOWWUJ | salt no

DOWXAQ | salt no

DOWXEU | salt no

DOWXIY | salt no

DOWXOE | salt no

DOWXUK | salt no

DOWYAR | salt no

DOWYEV | salt no

DOWYIZ salt no

DOWYOF | salt no

DOWYUL | salt no

DOWZAS | salt no

DOWZEW | salt no

DOWZIA salt no

DOWZOG | salt no

DOWZUM | salt no

DOXDIS anhydrate yes yes Both listed as poly, one without 3D coord.
DPHNOL anhydrate yes yes All listed as poly, only one with 3D coord.
DPOCTT anhydrate yes yes L\;vsc; [lal\i/:t:dDazopoOrldy..but those are same and one
DPRTMA | salt yes yes Both listed as poly, one without 3D coord.
DPTOTE anhydrate yes yes Both listed as poly, one without 3D coord.
DTACAC anhydrate no

DTHDOX | anhydrate yes no Only one listed as poly, both have 3D coord.
DTHDSX anhydrate no

DTHTPP anhydrate yes yes All listed as poly, only one with 3D coord.
DUNGID anhydrate no

DUXSAR cocrystal no

DUXSEV salt solvate no

EBEWOX | anhydrate no

ECITOA anhydrate no

ECITUG anhydrate no

ECIVAO anhydrate no
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ECIVES anhydrate no

ECIVIW anhydrate no

ECUVED cocrystal yes PT Both listed as poly, one without 3D coord.
EDAPOQ cocrystal no

EFICOL salt no

EFIKOT anhydrate yes PT Both listed as poly, one without 3D coord.
EFINAJ salt no

EFINEN salt no

EFINIR salt no

EHEREO anhydrate no

EMCORR | anhydrate yes yes Both listed as poly, one without 3D coord.
EMONID solvate no

ENICEK cocrystal no

EPETCQ salt no

EPZPHX anhydrate no

ERGCAL anhydrate no

ESTTRD anhydrate yes yes Two listed as poly, only one with 3D coord.
ETAMBR | salt no

ETBARB anhydrate no

ETHANE anhydrate yes PT Only one with 3D coord.

ETHBME solvate yes yes Both listed as poly, one without 3D coord.
ETHLEN anhydrate yes Only one with 3D coord.

EWAPIC cocrystal no

EXCHLN salt no

EXZPUN anhydrate yes yes All listed as poly, only one with 3D coord.
EYANRO anhydrate no

EZELOK anhydrate yes yes Both listed as poly, one without 3D coord.
FABNUT anhydrate no

FAJGUS anhydrate yes PT

FAJWAO solvate no

FAKFUS anhydrate yes yes Both listed as poly, one without 3D coord.
FANDOO | anhydrate no

FAYFOA anhydrate no

FAYFUG anhydrate no

FAYVOQ | anhydrate no

FAYVUW | hydrate no

FECHOM anhydrate no

FEFPAI anhydrate no
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FEHWAR | salt no

FENTEX salt no

FEXHEW | anhydrate no

FEXHOH cocrystal no

FEYGIZ anhydrate yes yes Both listed as poly, one without 3D coord.
FIFCEC anhydrate yes yes Both listed as poly, one without 3D coord.
FILYAA solvate no

FIMDOU salt no

FIMGIR salt solvate no

FIMTUQ salt no

FIMVAY salt no

FINZIL anhydrate no

FINZOR anhydrate no

FIVGAS salt no

FIYFAU solvate no

FIYTIQ salt yes no Only one with 3D coord.

FIYTOW salt yes no Only one with 3D coord.

FIYTUC salt yes no Only one with 3D coord.

FIZQOW anhydrate no

FIZVUF salt hydrate no

FNAPTH anhydrate yes no All listed as poly, only one with 3D coord.
FOBCAB salt no

FOJGAM anhydrate yes yes All listed as poly, only one with 3D coord.
FOJLUL anhydrate no

FOJMAS anhydrate no

FOJRAX anhydrate no

FOMNAX | anhydrate yes yes Both listed as poly, one without 3D coord.
FOVNOT anhydrate no

FOWPIR anhydrate no

FPYRMO anhydrate no

FUFXOV salt no

FUQMIO salt hydrate no

FUQMOT | salt yes no Both listed as poly, one without 3D coord.
FUQMUZ | salt yes no Both listed as poly, one without 3D coord.
FURANE anhydrate yes yes Both listed as poly, one without 3D coord.
GADHAU | anhydrate no

GADVUD | cocrystal no

GAFLAA anhydrate no
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GAHLEG anhydrate yes PT All listed as poly, only one with 3D coord.
GAJDUQ hydrate no

GAJFAY hydrate solvate | no

GAKGII anhydrate no

GAKGIJ anhydrate no

GAKWUK | cocrystal no

GAMJE] anhydrate no

GAXYEJ salt no

GAXYIN salt no

GAZFAO salt solvate no

GAZFES salt solvate no

GEBSOV anhydrate no

GEBSOX anhydrate no

GEFGII salt no

GEGLOT anhydrate yes yes Both listed as poly, one without 3D coord.
GEHXEX anhydrate no

GEJCAZ anhydrate no

GEJCED anhydrate no

GEJPOC anhydrate no

GEJPUI cocrystal no

GEJXAU anhydrate no

GEKREV anhydrate no

GELCIK salt no

GERWEF solvate no

GERWIJ solvate yes no

GEYRIL anhydrate no

GEZSAH anhydrate no

GIDLUB cocrystal no

GIFSIX anhydrate no

GIFSOD anhydrate no

GUTIC anhydrate yes yes Both listed as poly, one without 3D coord.
GIPGOB salt yes no

GIPGUH salt no

GITWUC anhydrate no

GOMFOD | anhydrate yes yes, PT Both listed as poly, one without 3D coord.
GOQZUH hydrate no

GORXOA | solvate no

GOVQAJ cocrystal no
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GOVQEN solvate no

GOVQOX | solvate no

GOVRAK | cocrystal no

GOVREO | solvate yes no

GUHDIW | anhydrate no

GUPICA salt yes yes Both listed as poly, one without 3D coord.
GUQPOZ anhydrate no

GUTYAX | anhydrate no

GUVBIK anhydrate no

GUXZUW | anhydrate no

GUYBAF anhydrate no

GUYGOX | salt yes yes All listed as poly, only one with 3D coord.
HAZGUK | salt no

HBTMDX | solvate yes yes All listed as poly, only one with 3D coord.
HCCYHD | anhydrate yes yes All listed as poly, only one with 3D coord.
HCLHEP anhydrate yes yes All listed as poly, only one with 3D coord.
HDBANT anhydrate yes yes All listed as poly, only one with 3D coord.
HEGHUX | anhydrate no

HEJTAR anhydrate yes yes Both listed as poly, one without 3D coord.
HELHEN cocrystal no

HELHIR cocrystal no

HEMLAM | anhydrate no

HEVMEA | salt no

HICDUS anhydrate no

HICWOF anhydrate yes yes Both listed as poly, one without 3D coord.
HICWUL anhydrate yes yes Both listed as poly, one without 3D coord.
HICXIA anhydrate no

HIDFEF anhydrate no

HISREH anhydrate no

HITSAG anhydrate no

HIVLAA anhydrate yes no

HMPPYD | anhydrate no

HOLVOU | anhydrate no

HOLWOV | anhydrate no

HONQOQ | anhydrate no

HOTAUR | anhydrate yes no

HOTZOF salt solvate no

HOYVEX | anhydrate no
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HOYVOH | anhydrate no

HOYWEY | anhydrate no

HUPWAR ﬁ%gﬁ;"" no

HUSQAN anhydrate yes yes, PT Both listed as poly, one without 3D coord.
HUSQIV anhydrate yes yes, PT Both listed as poly, one without 3D coord.
HUZBOT salt hydrate no

HXMACA | anhydrate yes yes Both listed as poly, one without 3D coord.
HXOXAM | anhydrate yes yes All listed as poly, only one with 3D coord.
HXTACM | anhydrate yes yes All listed as poly, only one with 3D coord.
IBRBPX anhydrate yes yes Both listed as poly, one without 3D coord.
IFOQAX salt no

IKOBUF anhydrate no

IMCYLP anhydrate yes yes, PT Both listed as poly, one without 3D coord.
IMEXUT salt no

IMIYE f}‘:}é;‘;’ryﬂm no

IMTCOS anhydrate no

INDANT anhydrate no

INIBUC anhydrate no

ISENID anhydrate no

ISENQOJ anhydrate no

ISENUP anhydrate no

ISEPAX anhydrate no

ISEPEB anhydrate yes maybe Both listed as poly, one without 3D coord.
ISUQOC anhydrate no

ITUYAX anhydrate yes yes Both listed as poly, one without 3D coord.
IVOBOK solvate no

IVURAS anhydrate no

IWOCON anhydrate no

JABNIJ anhydrate yes no

JABPEH anhydrate no

JABPOR anhydrate no

JAGJEG salt yes yes Both listed as poly, one without 3D coord.
JAGREP anhydrate yes no Both have 3D coord., only one listed as poly
JAKYOJ anhydrate yes no

JAPHAJ salt no

JARXAB anhydrate no

JAXGUK anhydrate no
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JEFDON anhydrate no

JEFDUT anhydrate no

JEHFIL anhydrate no

JEMRYY anhydrate no

JEPMIA salt no

JEPMIB salt no

JETKID salt solvate yes yes Both listed as poly, one without 3D coord.
JEVSOS anhydrate yes yes Both listed as poly, one without 3D coord.
JEXBIY anhydrate no

JEXKUS anhydrate yes No unit cell values in other two entries
JISFUM anhydrate yes yes All listed as poly, only one with 3D coord.
JUHJIF solvate yes no

JUVJAL anhydrate yes no

KADZEU anhydrate no

KADZIY anhydrate no

KAHHAC | salt yes yes All listed as poly, only one with 3D coord.
KAHQOA | anhydrate no

KAHTEU anhydrate no

KAKBAZ salt yes yes Both listed as poly, one without 3D coord.
KAWYOW | anhydrate yes yes Both listed as poly, one without 3D coord.
KCAPRA salt yes yes Both listed as poly, one without 3D coord.
KCHLOR salt yes yes Both listed as poly, one without 3D coord.
KEPXAE anhydrate yes yes Both listed as poly, one without 3D coord.
KHACDC | salt no

KICTUN anhydrate no

KIMKUM | salt yes yes, PT Both listed as poly, one without 3D coord.
KOFKAR anhydrate yes yes, PT Both listed as poly, one without 3D coord.
KOFKEV anhydrate yes yes, PT Both listed as poly, one without 3D coord.
KOFKIZ anhydrate yes yes, PT Both listed as poly, one without 3D coord.
KONZEU cocrystal no

KPALMA | salt yes yes Both listed as poly, one without 3D coord.
KTTOXC salt no

KUHPIM solvate no

KUHPIR anhydrate no

KUPPOA salt no

LACTAK anhydrate no

LADGAY | solvate yes yes Both listed as poly, one without 3D coord.
LAYMED | anhydrate yes yes Both listed as poly, one without 3D coord.
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LEJDUZ solvate no

LEJFAH solvate no

LEJKIU anhydrate no

LEJNET cocrystal no

LEJNIX cocrystal no

LEVCUK anhydrate yes yes All listed as poly, only one with 3D coord.
LEVWEP salt yes

LICSOF solvate yes no

LIFHOZ salt no

LILWUY hydrate no

LILYAG anhydrate no

LIMBIS anhydrate no

LIMCAL anhydrate no

LIMCEP anhydrate no

LIMNEA anhydrate yes yes Both listed as poly, one without 3D coord.
LOFDOB anhydrate yes no

LOFEXD anhydrate no

LOHKUQ | salt no

LOKNII solvate no

LONKEE solvate no

LONKII solvate no

LOQSEP solvate no

LOWFUA | anhydrate no

LUDYEO anhydrate no

LUFQIO anhydrate no

LUHQIO cocrystal no

LUMNPO cocrystal yes yes Both listed as poly, one without 3D coord.
LUQKEO hydrate no

LUYJEU salt yes yes, PT Both listed as poly, one without 3D coord.
MABZOX | anhydrate yes no

MAMMCL | salt yes no

MAPWUYV | hydrate yes yes Both listed as poly, one without 3D coord.
MAZXBZ | anhydrate no

MBZANQ | anhydrate yes yes Both listed as poly, one without 3D coord.
METMSX | anhydrate no

MEWFUR | anhydrate no

MHXHQU | anhydrate no

MHXHQV | anhydrate no
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MIBABA anhydrate no

MIHYIL salt no

MNVIMZ | anhydrate no

MOCANT | anhydrate yes yes ;I;\;v; ;;sted as poly (diff), two have 3D coord.
MOCYIM | anhydrate yes yes Both listed as poly, one without 3D coord.
MOPHAA | salt no

MOVRIY solvate no

MOVROE | solvate no

MOXVUR | cocrystal no

MOYGUC | anhydrate yes yes Both listed as poly, one without 3D coord.
MPCSZX anhydrate no

MPIMAC anhydrate no

MTHOLI salt yes yes Both listed as poly, one without 3D coord.
MTHXPH | anhydrate yes yes Both listed as poly, one without 3D coord.
MTKETZ anhydrate yes yes ;I;\évr?] ;;sted as poly (diff), two have 3D coord.
MUCNOO | salt hydrate yes no

MUFNEG hydrate no

MUPQET solvate no

MUTZOQ | anhydrate no

MUWTED | anhydrate yes yes Both listed as poly, one without 3D coord.
MXBTCP anhydrate no

MXPBUQ | anhydrate no

NAAMPH | salt hydrate yes no

NACVEU salt no

NACVIY salt no

NAJDOS anhydrate no

NAPYDH hydrate yes ves ;I:S\élvr?1 ;sted as poly (diff), two have 3D coord.
NATLUP solvate no

NAVCIX anhydrate yes yes, PT Both listed as poly, one without 3D coord.
NAWSUB | anhydrate yes yes L?;(;ztleigtier? IZiepg(I)%Sbmh have 3D coord.,
NBARBT hydrate yes yes ;I;\gv; ;;sted as poly (diff), two have 3D coord.
NBUTOL anhydrate no

NBZSES anhydrate yes yes Both listed as poly, one without 3D coord.
NECWEX | anhydrate no

NENGAP salt no
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NENGET salt no

NEXPAH anhydrate no

NEXPEL solvate no

NICSAL salt yes yes ;I;\;v;gsted as poly (diff), two have 3D coord.
NIDPIB solvate no

NIQFAV salt yes no

NIYLUC solvate yes yes ;I;\;v; ;;sted as poly (diff), two have 3D coord.
NIZVEY anhydrate no

NOHTOT anhydrate no

NOPGUU anhydrate yes yes Both listed as poly, one without 3D coord.
NOQGH solvate no

NOZWII anhydrate no

NOZWOO | salt no

NUPBAD salt no

NUPBEH salt no

NUVXAE | anhydrate no

OBEHAE anhydrate no

OBEQER solvate no

OBEQIV cocrystal no

OCTATT anhydrate no

OCTCOS anhydrate yes yes Both listed as poly, one without 3D coord.
OEPYMI salt yes no

OETPOA salt solvate no

OFOXEN anhydrate no

OGERAU anhydrate no

OGIDEN anhydrate no

OGUROZ | anhydrate yes yes Both listed as poly, one without 3D coord.
OIPFRP anhydrate yes yes Both listed as poly, one without 3D coord.
OMCSIO anhydrate yes yes, PT Both listed as poly, one without 3D coord.
OXAZOL anhydrate yes yes, PT Both listed as poly, one without 3D coord.
OXBICB anhydrate yes yes Both listed as poly, one without 3D coord.
PABNAJ anhydrate no

PABNIR anhydrate no

PASPLB anhydrate yes yes All listed as poly, only one with 3D coord.
PASWUD | salt no

PASXAK salt hydrate yes yes Both listed as poly, one without 3D coord.
PBRPOL anhydrate no
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PCCOCT anhydrate no
PEFGOX hydrate yes yes Sl?ec;tcl)wnlcis;z% :3 28% both have 3D coord.,
PEFGUC cocrystal yes yes Both listed as poly, only one with 3D coord.
PEFZIL salt no
PEJKAS anhydrate no
PEJKIA anhydrate no
PENJAT anhydrate no
PENJAV anhydrate no
PENMPH anhydrate yes yes Two with 3D coord. (same), three listed as poly
PEPGUM anhydrate no
PETNEI anhydrate no
PETXUH anhydrate yes yes Both listed as poly, one without 3D coord.
PGLUAC anhydrate yes yes Both listed as poly, one without 3D coord.
PHARFE anhydrate yes yes Both listed as poly, one without 3D coord.
PHCBUT anhydrate yes yes Both listed as poly, one without 3D coord.
PHPYRO anhydrate no
PIBBEH anhydrate no
PIBGOY doesn’t show

up
PIFHOC anhydrate no
PIFKIA anhydrate no
PIJXEL anhydrate yes yes Both listed as poly, one without 3D coord.
PILDIX salt no
PIPMDC hydrate yes yes All listed as poly, only one with 3D coord.
PIVGEH salt yes maybe ootrr:le); ?125 Li:it;:je?s poly and having 3D coord.,
PIYSIA anhydrate no
PIYSUM solvate no
PMETRA salt yes yes Both listed as poly, one without 3D coord.
POBKOG anhydrate no
POPJOV anhydrate no
PROSTA anhydrate yes yes Both listed as poly, one without 3D coord.
PRSTER anhydrate no
PTBORP anhydrate yes yes Both listed as poly, one without 3D coord.
PUDWUH | anhydrate yes yes All listed as poly, only one with 3D coord.
PYDPYR hydrate yes yes Both listed as poly, one without 3D coord.
PYRDCI salt yes yes Both listed as poly, one without 3D coord.
QABDAZ | anhydrate no
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QADGEH | cocrystal yes yes Both listed as poly, one without 3D coord.
QAGHAI anhydrate no

QAGHEM | solvate no

QAGLOZ anhydrate yes yes All listed as poly, only one with 3D coord.
QAMQOL | anhydrate no

QATNUU salt no

QATPAC salt no

QATPEG salt no

QAYXAP solvate no

QAYXET solvate hydrate | no

QEJGOB anhydrate yes yes Both listed as poly, one without 3D coord.
QESHUS anhydrate no

QETZUL anhydrate no

QIBQIB anhydrate yes yes Both listed as poly, one without 3D coord.
QIFNIE anhydrate no

QIKZUH anhydrate yes no

QIMXUH salt hydrate no

QIYKEP salt no

QIYKIT salt no

QIYKOZ salt no

QOCDOB | anhydrate yes yes Both listed as poly, one without 3D coord.
QOINOU Sgesn’t show

QOLVOD | anhydrate no

QOPBED anhydrate yes no

QOPZUQ salt no

QOQBAZ salt no

oram | S

QOYKIY anhydrate no

QQQAKS | anhydrate yes yes All listed as poly, only one with 3D coord.
QQQAPG anhydrate yes yes All listed as poly, only one with 3D coord.
QQQBDJ salt hydrate yes yes All listed as poly, only one with 3D coord.
QQQBLM | anhydrate yes yes Both listed as poly, one without 3D coord.
QQQBNV | salt solvate yes yes Both listed as poly, one without 3D coord.
QQQBRD | anhydrate yes yes All listed as poly, only one with 3D coord.
QQQBVP anhydrate yes yes All listed as poly, only one with 3D coord.
QQQCZS anhydrate yes yes Both listed as poly, one without 3D coord.
QQQDHD | salt yes yes Both listed as poly, one without 3D coord.
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QQQDZG | salt yes yes Both listed as poly, one without 3D coord.
QQQFAA | anhydrate yes yes, PT Both listed as poly, one without 3D coord.
QQQFAD | anhydrate yes yes, PT All listed as poly, only one with 3D coord.
QQQFBP anhydrate yes no

QQQFDS anhydrate yes yes All listed as poly, only one with 3D coord.
QQQFDY | anhydrate yes yes All listed as poly, only one with 3D coord.
QQQFED anhydrate yes yes All listed as poly, only one with 3D coord.
QQQFGD | salt yes yes All listed as poly, only one with 3D coord.
QQQFHJ anhydrate yes yes Both listed as poly, one without 3D coord.
QQQFVD anhydrate yes yes All listed as poly, only one with 3D coord.
QQQGTS solvate yes yes Both listed as poly, one without 3D coord.
QQQHDS anhydrate yes yes Both listed as poly, one without 3D coord.
QUFHAA | solvate no

RALQIE anhydrate no

RAMGOB | anhydrate yes yes Q{L I;gig Zzgc;l())/igll have 3D coord., all added
RASTIO anhydrate no

REHTII salt yes no

RIZXON anhydrate yes yes Both listed as poly, one without 3D coord.
RUGDUS hydrate no

RUGFII anhydrate no

RUKGUZ hydrate no

RUKHAG | anhydrate yes yes SdodtZd“;)eldeas poly, both have 3D coord., one
RUPFIS anhydrate yes yes Both listed as poly, one without 3D coord.
RUZWUE | anhydrate no

RVOXMI salt yes yes Both listed as poly, one without 3D coord.
SACXID anhydrate no

SACXO0J anhydrate no

SADJAI anhydrate yes no

SANCEP anhydrate yes yes, PT Both listed as poly, one without 3D coord.
SAWKUX | solvate no

SBBCHD anhydrate no

SEBFAG anhydrate no

SEBFAH solvate no

SEGXAE anhydrate no

SEKXUC anhydrate yes yes Both listed as poly, one without 3D coord.
SEQBAR salt no

SETLOU anhydrate no
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SEYHOT salt no

SEZXIE salt yes no

SINKEF anhydrate yes yes Both listed as poly, one without 3D coord.
SIQGOO anhydrate no

SITKEL solvate no

SIXCIM salt hydrate no

SIXFIP anhydrate no

SOGNUX | solvate no

SOHXUI anhydrate yes yes Both listed as poly, one without 3D coord.
SOXHUI anhydrate no

SOXLAS salt hydrate no

SOXVEG anhydrate no

SOXVIK anhydrate no

STENON salt hydrate no

SUHVEW | anhydrate no

SUSJEV anhydrate no

SUSKAS anhydrate no

SUTWIO anhydrate no

SUWMAY | anhydrate no

TAJQUR salt no

TAPMEC salt no

TARTAM anhydrate yes yes All listed as poly, only one with 3D coord.
TATNBZ anhydrate yes yes All listed as poly, only one with 3D coord.
TBUBEN anhydrate no

TBUHLB anhydrate yes yes, PT All listed as poly, only one with 3D coord.
TBZMBA | anhydrate yes yes Both listed as poly, one without 3D coord.
TCAPIN anhydrate no

TCBCAO anhydrate no

TCLCYH anhydrate yes yes Both listed as poly, one without 3D coord.
TCMPCQ anhydrate yes no

TCTCPH anhydrate no

TDCHCH anhydrate yes yes All listed as poly, only one with 3D coord.
TEBHEN salt no

TEBSSU anhydrate yes yes Both listed as poly, one without 3D coord.
TEMCIX ﬁ;’/g?g;a' no

TEPSEM anhydrate no

TETGUU anhydrate no

TEYJEM anhydrate yes yes Both listed as poly, one without 3D coord.
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TEZNUJ anhydrate no
TFMCYP anhydrate no
All listed as poly but one, only two have 3D
TGLYCY anhydrate yes yes coord. (one of which wasn’t poly, but those two
are the same form)
THFUCA salt yes yes Both listed as poly, one without 3D coord.
THIMHC salt hydrate no
TIHVUC anhydrate yes yes EdOJZJi?r:ez(joi% poly, both have 3D coord, second
TIHWAJ anhydrate no
TIHWEN anhydrate no
TIHYAL anhydrate no
TIHYUF anhydrate no
TIUBAQ anhydrate no
THSIP solvate no
THSOV solvate no
TIISUB solvate no
THTAI solvate no
TTEM solvate no
TUTIQ solvate no
TIKBOE salt yes yes All listed as poly, only one with 3D coord.
TIKIND anhydrate yes yes Both listed as poly, one without 3D coord.
TIPHAM anhydrate yes yes Both listed as poly, one without 3D coord.
TIPHUW solvate no
TIPJAE solvate no
TIPMEP salt no
TITSOG salt no
TIZVUT hydrate no
THERGZ |aime s v | L e G e o
TMDHCB | anhydrate yes yes Both listed as poly, one without 3D coord.
TMOSCA | anhydrate yes yes All listed as poly, only one with 3D coord.
TMURIC anhydrate yes yes Both listed as poly, one without 3D coord.
TOSDAZ anhydrate yes yes Both listed as poly, one without 3D coord.
TPABAN anhydrate yes yes, PT All listed as poly, only one with 3D coord.
TPCHDA cocrystal no
TPCHDB cocrystal no
TPHNAP anhydrate yes yes Both listed as poly, one without 3D coord.
TUBRAJ anhydrate yes yes All listed as poly, only one with 3D coord.
TUSSIJ salt yes yes, PT Both listed as poly, one without 3D coord.

90




IUCrJ CHEMISTRY | CRYSTENG research papers
TZAZPC anhydrate yes yes Both listed as poly, one without 3D coord.
UBEJIW salt no

UBUREO anhydrate yes continual PT | Only one listed as poly, no distinct difference
UDAZII solvate hydrate | yes yes Both listed as poly, one without 3D coord.
UDELEV hydrate no

UHAWEF | salt no

UHUHOU | solvate no

UKIFIE salt no

UNDEAC | anhydrate no

UXIYIK anhydrate no

UYAZEA cocrystal no

VAFCEK anhydrate yes yes Both listed as poly, one without 3D coord.
VALINM solvate no

VAMZIT anhydrate yes yes, PT Both listed as poly, one without 3D coord.
VAMZOZ | anhydrate yes yes, PT Both listed as poly, one without 3D coord.
VAMZUF | anhydrate yes yes, PT Both listed as poly, one without 3D coord.
VANXAK | solvate yes no

VARKII anhydrate yes yes Both listed as poly, one without 3D coord.
VARNEH anhydrate no

VEBCAH anhydrate no

VECXIK anhydrate yes no

VECXUW | anhydrate yes no

VECYAD anhydrate yes no

VEFLIB anhydrate yes yes All listed as poly, only one with 3D coord.
VEFYAG solvate no

VENVIT anhydrate yes yes All listed as poly, only one with 3D coord.
VESTIX salt no

VEXKEO anhydrate no

VEYVEA hydrate no

VHVIMH anhydrate no

VIBKIA anhydrate no

VIIWEQ anhydrate no

VIVRIB salt yes yes All listed as poly, only one with 3D coord.
VIXPOJ anhydrate yes yes ?e?:?ngs;?j?j:(j 28% both have 3D coord.,
VODGUR | anhydrate no

VOTTON anhydrate yes yes Both listed as poly, one without 3D coord.
VUJTOJ anhydrate no

WAHSAZ | anhydrate no
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WAHSEC | anhydrate no

WAMMAY | anhydrate no

WANLAY | anhydrate yes no

WANMON | anhydrate yes yes All listed as poly, only one with 3D coord.
WAPCAR | solvate no

WAVYAT | anhydrate no

WAYCUW | anhydrate no

WEJNEE anhydrate no

WERZOI anhydrate no

WESBAX | anhydrate no

WIFCAQ anhydrate no

WIHBAS anhydrate no

WIMTER anhydrate no

WIMWOE | anhydrate no

WIMZUN anhydrate no

WINBEA anhydrate no

WINBIE hydrate no

WINBIG hydrate no

WINDEC anhydrate no

WIQLEN anhydrate no

WISBEF salt solvate no

WISGEK anhydrate no

WISRAR anhydrate no

WIYVEF salt yes yes, PT Both listed as poly, one without 3D coord.
WOBQIO cocrystal no

WOJXUQO | anhydrate yes yes Both listed as poly, one without 3D coord.
WOVMID | hydrate no

XAFMIC anhydrate no

XEBKEV anhydrate no

XEDVIM anhydrate no

XEDVOS anhydrate no

XEGMAX | anhydrate yes yes Both listed as poly, one without 3D coord.
XEHQAC | anhydrate no

XEHQEG anhydrate no

XENDUP solvate no

XEZFIT anhydrate no

XIHQEK anhydrate no

XILREP anhydrate no
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XISJUE anhydrate no

XISLUG salt yes no

XOKMOZ | anhydrate yes yes Both listed as poly, one without 3D coord.
X0ZJOM salt hydrate yes no

XUVNIM anhydrate no

XUVZET anhydrate no

YAJFOG anhydrate no

YALYUH | anhydrate yes yes Both listed as poly, one without 3D coord.
YANDAT | anhydrate no

YAQLEI anhydrate yes yes, PT Both listed as poly, one without 3D coord.
YAQLIM anhydrate no

YAWMOY | anhydrate yes maybe All listed as poly, only one with 3D coord.
YAWPIV solvate no

YEFWEM | anhydrate yes no

YENGAZ anhydrate yes yes Both listed as poly, one without 3D coord.
YETPES anhydrate no

YETPIW hydrate no

YIBVEL anhydrate no

YIBVIP anhydrate no

YICGEW anhydrate yes yes g:j:}ig,t;glr)?oly, all have 3D coord., last two
YIFYAP anhydrate no

YIPFUY anhydrate yes yes, PT Both listed as poly, one without 3D coord.
YIXTH anhydrate no

YIXTOP anhydrate no

YIXTUV anhydrate no

Y1ZXI10 solvate no

YOKSOG salt yes yes, PT All listed as poly, only one with 3D coord.
YOLYUU | anhydrate yes yes, PT All listed as poly, only one with 3D coord.
vurcuz | Sosvetel no

YUFDAG gglcvr;’fga' no

YUFDEK cocrystal no

YUFDIO cocrystal no

YUFDOU ggs;’tsga' no

YUFDUA | cocrystal no

YUFFAI cocrystal no
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YUFFEM Eﬁf’vriféa' no

YUFFIQ cocrystal no

YUFFOW Eﬁf’vriféa' no

YUFGEN Eﬁf’vriféa' no

YUFGIR ﬁgﬁ:ﬁ;"" no

YUYDOL | anhydrate no

YUYMIO anhydrate yes yes All listed as poly, only one with 3D coord.
ZADREB solvate hydrate | no

ZADRIF anhydrate no

ZADWOQ | solvate no

ZASQOZ anhydrate no

ZEDGAQ salt yes yes Both listed as poly, one without 3D coord.
ZEGLUS anhydrate no

ZEGMAZ | anhydrate no

ZEKPEM hydrate no

ZEKPIQ hydrate no

ZEMXOE | salt no

ZEXZIN salt yes yes Both listed as poly, one without 3D coord.
ZIWHOC hydrate no

ZIWHUI hydrate no

ZIWJAQ hydrate no

ZIWYUZz solvate no

ZOMDEM | solvate yes no

ZUDTAT anhydrate yes no

ZUSLIK anhydrate no

ZUZYAU hydrate no

ZZZAKJ anhydrate yes no

ZZZAKP anhydrate yes no

ZZZAKV anhydrate yes no

Z2ZZA0V anhydrate yes yes Both listed as poly, one without 3D coord.
ZZZAWYV | anhydrate yes no

ZZZAYP anhydrate yes yes All listed as poly, only one with 3D coord.
ZZ7BPD anhydrate yes no

ZZZFLM anhydrate yes no

ZZZHUW | anhydrate yes yes All listed as poly, only one with 3D coord.
ZZZKAO anhydrate yes yes Both listed as poly, one without 3D coord.
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ZZZKDW | anhydrate yes yes Both listed as poly, one without 3D coord.
ZZZKGE anhydrate yes yes All listed as poly, only one with 3D coord.
ZZZMAI salt hydrate yes yes Both listed as poly, one without 3D coord.
ZZZMBE anhydrate yes yes All listed as poly, only one with 3D coord.
ZZZMIK solvate yes yes All listed as poly, only one with 3D coord.
ZZZNQQ anhydrate yes yes Both listed as poly, one without 3D coord.
ZZZNRU anhydrate yes no

ZZZNYY anhydrate yes no

ZZZ0ODM salt yes no

2770EG anhydrate yes yes ggr:]i:)tEd as poly, only two have 3D coord.
ZZZOFC anhydrate yes yes All listed as poly, only one with 3D coord.
ZZZ0PV anhydrate yes yes All listed as poly, only one with 3D coord.
ZZZ0QK anhydrate yes yes Both listed as poly, one without 3D coord.
ZZZPLY anhydrate yes yes All listed as poly, only one with 3D coord.
ZZZPMI anhydrate yes yes Both listed as poly, one without 3D coord.
2ZZQJS anhydrate yes yes All listed as poly, only one with 3D coord.
ZZZSHS salt yes yes Both listed as poly, one without 3D coord.
ZZZVYE anhydrate yes yes Both listed as poly, one without 3D coord.
ZZZWEQ anhydrate yes yes, PT All listed as poly, only one with 3D coord.
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Table S6  Description of compounds with multiple entries in the polymorph list (shown as yellow
in Table S3) that are not included in Table S4 (180 refcodes).

Refcode More in C$D than Should it be Details
already listed? included?
ADAMAN yes no No 3D coord.
Some don’t have 3D coord., last three
ANTCEN yes no added 2015 and not flagged as poly but also
not new forms
ANTMEU yes no No 3D coord.
AWAJOX yes no :rc])ynxar;c;t flagged as poly but all same
BADPEB yes no No 3D coord.
BIZWAI yes no No 3D coord.
BNPYRE yes no No 3D coord.
BOMKUJ no
BOMWIJ yes no No 3D coord.
BOWMIK no
BOWROU yes no No 3D coord.
BOYFOK yes no No 3D coord.
BPYZDO no
BRFUSO yes no No 3D coord.
BTRILA yes no No 3D coord.
BUFNEV no
CAXWUT yes no No 3D coord.
CECPAB yes no No 3D coord.
CHOCHL yes no No 3D coord.
CINNDS no
CLAMPL yes no No 3D coord.
COQNUR no
CORYIR no
CTBROM yes no No 3D coord.
CUHDAK no
DALJAB yes no No 3D coord.
DANTEN yes no Not flagged as poly but same
DARGOT yes no No 3D coord.
DAXLIZ no
DCHXYK no
DGLYAC yes no No 3D coord.
DIXNIH yes no No 3D coord.
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DLASPA ves o one not fagged s poly bt ame.
Three new: one no 3D coord., one not

DLSERN yes no flagged as poly but 2016, one not flagged
as poly but same

DMEACL yes no No 3D coord.

DNTNAP yes no No 3D coord.

DOMBOW no

DOSQAD no
All added early enough, all modified in

DOWVOC yes no 2016, listed as PT but all same regardless of
temp

DPHOCE yes no No 3D coord.

DQUNDS yes no No 3D coord.

DUHSEE yes no No 3D coord.

EDTAXX yes no No 3D coord.

EJEROA yes no No 3D coord.

EJIQEU no

FAWVOO no

FEYLUQ no

FIHYEA yes no No 3D coord.

FIVSIM no

FIYVAK yes no No 3D coord.

FOMGIY no

FOTYUI no

FUFNOJ yes no No 3D coord.

FUPDOJ no

FUYYON yes no No 3D coord.

FUYZEE yes no No 3D coord.

GICYUN no

HECXAO yes no No 3D coord.

HERMOH no

HEXBME yes no Some no 3D coord., last one 2016

HEXDEC yes no No 3D coord.

HEYJOK no

HOBBOP yes no No 3D coord.

HOCYSL no

HOLVAG no

HXCFUL yes no No 3D coord.

IQACIM yes no No 3D coord.
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I'YUXUW no
JIPJAT no
JIPJEX no
JOJYOY yes no Not flagged as poly but same
JORMAE no
KANQAR no
KGLUCP yes no No 3D coord.
KIBBUS no
KIBQOC no
KIXLOS no
KTMSIO no
LDOPAS yes no No 3D coord.
LIFORM yes no No 3D coord.
LILXIN yes no No 3D coord.
LULKIN no
MECHLF yes no No 3D coord.
METACM yes no bourleSZ%SD coord., one not flagged as poly
MPPTCQ yes no No 3D coord.
MPYRAZ yes no No 3D coord.
MPYZBD yes no No 3D coord.
NAPHAC yes no No 3D coord.
NAPHOB yes no No 3D coord.
NAPPYR yes no No 3D coord.
NECNEO no
NEPGCL yes no bour]tesQ%SD coord., one not flagged as poly
NIBZAL no
NIPHSS no
OSAGEV yes no Not flagged as poly but same
OXIBZN yes no No 3D coord.
OXTCNT yes no One no 3D coord., one added 2016
OXTPTZ no
PAJZAC no
PARTEN yes no No 3D coord.
PAZOXN yes no bOurleSQ%SD coord., one not flagged as poly
0| ot e S o
PIDGOZ yes no Not flagged as poly but same
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PIVIND o another author Same sucture.
POKSAJ yes no No 3D coord.

PRMDIN ves o form 1 butsameforall
PTRPHT yes no No 3D coord.

PUBMII yes no Last one added 2016

PULHUZ no Not different form

PYRAZI yes no One no 3D coord., rest Dec. 2015
QQQACY yes no No 3D coord.

QQQBTP yes no No 3D coord.

QQQCVG yes no No 3D coord.

QQQFES yes no No 3D coord.

RAKWINJ no

RBHACD yes no No 3D coord.

RBHTCA no

REJNUP no

RORNIV no

RUKDAD yes no bourleSQ%SD coord., one not flagged as poly
SACBAA yes no (N)gia/ 2313&) coord., one added
SEUREA yes no One no 3D coord., others added 2017
SLFNMD yes no No 3D coord.

SLFNMF yes no No 3D coord.

SOLSIW no Same

SOMTUJ no

sTiTo 0| et e, et
SUSKUM no

TANTOX yes no No 3D coord.

TCHXYP yes no No 3D coord.

TEBETU yes no No 3D coord.

TEBGUC no

TETDAM yes no No 3D coord.

TETTRI yes no No 3D coord.

TFMETH yes no No 3D coord.

THXNOO no

TIPSAM no

TIPWIY no
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TIWTAW no
TOHBPA yes no No 3D coord.
TOLUEN yes no One no 3D coord., rest added 2016
TRITAN no Redetermination of a superlattice
TRIZIN yes no No 3D coord.
TUPRBN no Redetermination
UREAXX ves o ane notflagaed a5 poly bt ame
VALINO no
VARYES no
VEJIXAJ] no
VOBHAX no Different temps, same structure
VUCFUU no
WEMGAW yes no No 3D coord.
WEMGIE yes no No 3D coord.
WERZUO no
WIRYEB yes no No 3D coord.
WOKMUG no
WORMAN yes no No 3D coord.
XAZHOW no
XEXKEQ no
XYLTOL yes no Added Nov. 2015 and 2016
YESXUP yes no No 3D coord.
YIQGEL no
YISIUE yes no gjr;)i;/;/izzcr;o 3D coord., of other two, one is
YUXCEZ no
ZAYKAL yes no Added 2016
ZBCNON no
One with no 3D coord., one added 2016. Of
ZEFXIR yes no first two, second is redetermination of
space group
ZEXPEX no
ZIRGUC no g:ggred is improved structure from same
ZZZBFM yes no No 3D coord.
Z2Z27ZDDP yes no No 3D coord.
ZZ7HKQ yes no No 3D coord.
ZZZNNM yes no No 3D coord.
Z2ZZ0YC yes no No 3D coord.
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277PPI yes no One with no 3D coord., of_other two,
second one is a better solving

ZZZPZE yes no No 3D coord.

ZZZQSW yes no No 3D coord.

277UCY yes no Two W|tljout_ 3D coord., one private
communication but same as other

777UQ0 yes no Ot_hers no 3I_D coord., of two, one is
reinterpretation

ZZZUWK yes no No 3D coord.

ZZZWEO yes no No 3D coord.
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S6. Details of Polymorphism Tree Searching (Figure 2 in main text)

Searches of the CSD (Groom, 2016) detailed below were conducted with ConQuest version 1.18 with

the restrictions of 3D coordinates known and organics only.

Single components:

A search was conducted restricting to one chemical unit under Z/Density, and restricting entries to
those not containing the name ‘hydrate’ or the name ‘solvate’. This gives entries that should contain

one neutral molecular unit (223,483 hits).

Multicomponent systems:

The search for salts involved analysis of any entry that contained two or more chemical units under
Z/Density, giving 93,927 hits. Adding ‘no ions’ to this search resulted in 47,754, indicating that
46,173 hits contained charged species and were considered salts for this case.

The search for hydrates involved entries containing ‘hydrate’ in the name or a drawing of H-O-H to

account for cases when water was not explicitly named as a hydrate (26,949 hits).

A simple search for solvates involved a text search for the word ‘solvate’ which gave 31,948 hits.
However, solvates can also be listed under the term clathrate, a term used to designate host guest
compounds, but the guest can be a solid or liquid. For this purpose, only clathrates that contain liquids
are included. A listing of entries with the term clathrate that are not already in the solvate list produces
5,444 hits. These are analyzed to remove solid guests and 3,117 solvates were determined. Added

with those in the search for just solvate, the total is 35,065.
To determine cocrystals, several searches were conducted:

A search for 2 chemical units with no ions, no hydrates, and no solvates would be two neutral
components (11,314 hits). Not every one of these entries shows cocrystals; however, as some were
clathrates or unlisted solvates, this list needed to be individually sorted through to find the number of
cocrystal entries in this group (7,080 hits). A search for 3 or more chemical units could contain
cocrystals plus a solvent, or two solvents and one neutral molecule, as well as salts and/or ionic
cocrystals. This search gave 25,667 hits and these were individually analyzed to find entries
containing at least two neutral components that are solids at room temperature (5,712 hits). Added

together, this results in 12,792 cocrystal entries.
Families in each category were determined by finding the number of unique refcodes in each list.

The number of polymorph entries were determined by adding a text search for “polymorph” to any of

the crystal type searches outlined above.
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The number of polymorph families were determined by finding the number of unique refcodes in each

polymorph entries list.

The number of polymorphic compounds are the numbers determined from the previously outlined
search in section Sl 2, with the data presented in Table S4. Breakdowns for each multicomponent
crystal type also come from the data in Table S4, and show the combination multicomponent systems

(such as cocrystal salts or hydrate solvates, for example) in each crystal type.
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S7. Raw Data from Percentage of Polymorphism Searches

Table S7 Data for calculating percentage of polymorphs in all organics from 1991-2015
v Organic | Polymorph | Poly/Org New %orly/ new
ear Entries Entries % New Org New Poly J
%
1991 41212 2387 5.79
1992 46632 2547 5.46 5420 160 2.95
1993 50728 2682 5.29 4096 135 3.30
1994 54909 2836 5.16 4181 154 3.68
1995 59926 3002 5.01 5017 166 3.31
1996 65772 3181 4.84 5846 179 3.06
1997 71079 3375 4.75 5307 194 3.66
1998 76883 3565 4.64 5804 190 3.27
1999 83529 3773 4,52 6646 208 3.13
2000 89901 3962 441 6372 189 2.97
2001 94818 4138 4.36 4917 176 3.58
2002 104756 4462 4.26 9938 324 3.26
2003 114181 4817 4.22 9425 355 3.77
2004 124586 5221 4.19 10405 404 3.88
2005 135626 5638 4.16 11040 417 3.78
2006 149477 6167 4.13 13851 529 3.82
2007 163143 6633 4.07 13666 466 3.41
2008 177135 7146 4.03 13992 513 3.67
2009 189967 7610 4.01 12832 464 3.62
2010 204177 8075 3.95 14210 465 3.27
2011 224995 8713 3.87 20818 638 3.06
2012 245169 9350 3.81 20174 637 3.16
2013 258837 9818 3.79 13668 468 3.42
2014 286680 10803 3.77 27843 985 3.54
2015 318524 11909 3.74 31844 1106 3.47
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Table S8 Data for calculating percentage of polymorphs in organics with 1 molecular unit from

1991-2015
Organic |  Poly New Poly/
Year Entries | Entries | Poly/Org | NewOrg1l | New Poly1 New Org
1 Mol. 1 Mol. % Mol. Unit Mol. Unit
Unit Unit %

1991 30257 1809 5.98

1992 34277 1934 5.64 4020 125 3.11
1993 37387 2043 5.46 3110 109 3.50
1994 40428 2142 5.30 3041 99 3.26
1995 44095 2266 5.14 3667 124 3.38
1996 48254 2403 4.98 4159 137 3.29
1997 52076 2555 491 3822 152 3.98
1998 56272 2676 4.76 4196 121 2.88
1999 60901 2828 4.64 4629 152 3.28
2000 65339 2967 4.54 4438 139 3.13
2001 68803 3114 4.53 3464 147 4.24
2002 75680 3351 4.43 6877 237 3.45
2003 82280 3599 4.37 6600 248 3.76
2004 89537 3894 4.35 7257 295 4.07
2005 97407 4242 4.35 7870 348 4.42
2006 107051 4672 4.36 9644 430 4.46
2007 116627 5023 431 9576 351 3.67
2008 126607 5410 4.27 9980 387 3.88
2009 135645 5771 4.25 9038 361 3.99
2010 145484 6110 4.20 9839 339 3.45
2011 159936 6580 411 14452 470 3.25
2012 173940 7076 4.07 14004 496 3.54
2013 183170 7406 4.04 9230 330 3.58
2014 202364 8078 3.99 19194 672 3.50
2015 224617 8871 3.95 22253 793 3.56
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Table S9 Data for calculating percentage of polymorphs in organics with 2+ molecular units from

1991-2015
Year Org Entrie_s Poly Entrie_s Poly/Org | New Org _2+ '\lziw,\i&w '\,{m?z
2+ Mol. Unit | 2+ Mol. Unit % Mol. Unit Unit %

1991 10955 578 5.28

1992 12355 613 4.96 1400 35 2.50
1993 13341 639 4.79 986 26 2.64
1994 14481 694 4.79 1140 55 4.82
1995 15831 736 4.65 1350 42 311
1996 17518 778 4.44 1687 42 2.49
1997 19003 820 4.32 1485 42 2.83
1998 20611 889 4.31 1608 69 4.29
1999 22625 945 4.18 2014 56 2.78
2000 24562 995 4.05 1937 50 2.58
2001 26015 1024 3.94 1453 29 2.00
2002 29076 1111 3.82 3061 87 2.84
2003 31901 1218 3.82 2825 107 3.79
2004 35049 1327 3.79 3148 109 3.46
2005 38219 1396 3.65 3170 69 2.18
2006 42426 1495 3.52 4207 99 2.35
2007 46516 1610 3.46 4090 115 2.81
2008 50528 1736 3.44 4012 126 3.14
2009 54322 1839 3.39 3794 103 2.72
2010 58693 1965 3.35 4371 126 2.88
2011 65059 2133 3.28 6366 168 2.64
2012 71229 2274 3.19 6170 141 2.29
2013 75667 2412 3.19 4438 138 311
2014 84316 2725 3.23 8649 313 3.62
2015 93907 3038 3.24 9591 313 3.26
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Table S10 Data for calculating percentage of polymorphs in organics with 2 molecular units from

1991-2015

Year Org Entries.CC Poly Entries_ CC | Poly/Org
2 Mol. Units 2 Mol. Units %
1991 728 44 6.04
1992 832 45 5.41
1993 892 46 5.16
1994 973 51 5.24
1995 1057 52 4.92
1996 1163 58 4.99
1997 1283 68 5.30
1998 1426 80 5.61
1999 1567 89 5.68
2000 1703 96 5.64
2001 1851 100 5.40
2002 2103 116 5.52
2003 2379 142 5.97
2004 2648 164 6.19
2005 2837 168 5.92
2006 3205 182 5.68
2007 3470 193 5.56
2008 3722 213 5.72
2009 3958 232 5.86
2010 4293 261 6.08
2011 4761 289 6.07
2012 5244 330 6.29
2013 5651 366 6.48
2014 6386 436 6.83
2015 7121 515 7.23
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Cocrystals with 2 Mol. Units

o
L
®

=~
o
o

°
° % ®®
." ® "'
®e o [
oo

Percent
[=)]
(=]
(=]

b
o
o

4.00
1989 1992 1995 1998 2001 2004 2007 2010 2013 2016
Year

Figure S1 Percentage of polymorphs versus organics in the CSD for cocrystals with only 2
molecular units.
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Table S11 Data for calculating percentage of polymorphs in organics with 3+ molecular units from

1991-2015

vear | QroEntriesce | (GR/TE | polyiorg
' Units
1991 574 11 1.92
1992 623 11 1.77
1993 656 11 1.68
1994 681 13 191
1995 721 13 1.80
1996 799 15 1.88
1997 877 15 1.71
1998 977 16 1.64
1999 1129 17 1.51
2000 1255 17 1.35
2001 1345 17 1.26
2002 1529 23 1.50
2003 1664 24 1.44
2004 1882 29 1.54
2005 2056 29 141
2006 2311 34 1.47
2007 2538 40 1.58
2008 2755 42 1.52
2009 3009 48 1.60
2010 3264 48 1.47
2011 3779 55 1.46
2012 4208 55 1.31
2013 4538 61 1.34
2014 5099 71 1.39
2015 5740 82 1.43
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Cocrystals with 3+ Mol. Units
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Figure S2 Percentage of polymorphs versus organics in the CSD for cocrystals with 3+ molecular
units.
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Table S12 Data for calculating percentage of polymorphs in organic hydrates from 1991-2015

Poly Hydrate/

Entries % %
1991 3711 130 3.50
1992 4120 137 3.33 409 7 1.71
1993 4425 142 3.21 305 5 1.64
1994 4719 154 3.26 294 12 4.08
1995 5104 163 3.19 385 9 2.34
1996 5584 179 3.21 480 16 3.33
1997 5980 192 3.21 396 13 3.28
1998 6380 211 331 400 19 4.75
1999 6890 225 3.27 510 14 2.75
2000 7466 237 3.17 576 12 2.08
2001 7824 243 311 358 6 1.68
2002 8678 259 2.98 854 16 1.87
2003 9453 274 2.90 775 15 1.94
2004 10295 294 2.86 842 20 2.38
2005 11211 297 2.65 916 3 0.33
2006 12442 328 2.64 1231 31 2.52
2007 13616 341 2.50 1174 13 1.11
2008 14823 367 248 1207 26 2.15
2009 15959 388 243 1136 21 1.85
2010 17276 418 242 1317 30 2.28
2011 19186 447 2.33 1910 29 1.52
2012 20994 475 2.26 1808 28 1.55
2013 22208 500 2.25 1214 25 2.06
2014 24518 533 2.17 2310 33 1.43
2015 26684 570 2.14 2166 37 1.71
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Table S13 Data for calculating percentage of polymorphs in organic salts from 1991-2015

Poly Poly Salt/ New Poly/

Entries % %
1991 6646 395 5.94
1992 7403 422 5.70 757 27 3.57
1993 7870 439 5.58 467 17 3.64
1994 8467 471 5.56 597 32 5.36
1995 9238 496 5.37 771 25 3.24
1996 10121 517 5.11 883 21 2.38
1997 10875 542 4.98 754 25 3.32
1998 11662 575 4.93 787 33 4.19
1999 12711 599 471 1049 24 2.29
2000 13665 625 4.57 954 26 2.73
2001 14347 640 4.46 682 15 2.20
2002 15774 687 4.36 1427 47 3.29
2003 17063 750 4.40 1289 63 4.89
2004 18440 801 4.34 1377 51 3.70
2005 19991 845 4.23 1551 44 2.84
2006 21947 883 4.02 1956 38 1.94
2007 23916 966 4.04 1969 83 4.22
2008 25834 1041 4.03 1918 75 391
2009 27663 1104 3.99 1829 63 3.44
2010 29686 1168 3.93 2023 64 3.16
2011 32681 1269 3.88 2995 101 3.37
2012 35599 1321 371 2918 52 1.78
2013 37735 1386 3.67 2136 65 3.04
2014 41855 1586 3.79 4120 200 4.85
2015 50249 1875 3.73 8394 289 3.44
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