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• Cambridge Structural Database refcodes of structures used in this study.

• Potential and actual hydrogen-bond acceptors in1�-monoalcohols containing

additional oxygen atoms.
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Cambridge Structural Database refcodes of structures used in this study.

Letters after refcodes indicate motif:c = chain,r = ring, i = isolated OH…O,n = no OH…O,o = other

1�-monoalcohols

CEMLOV c
CUBXIG c
ETANOL c
HEXDEC c
HINFEPc
HXDYOM c
KOVBIG10 c
LICVOI i
TELZIT n
VAFMUK c
WEJDOEc
WERRUGr
WEYTAV r
ZENVAP c
ZZZAKJ01 c

2�-monoalcohols

ACNPOL c
BAJMOO r
BAVLOZ c
BUTGOM i
CEFLII r
CEKBAV r
CEKZIB r
CHOEST20c
CIPFEMn
CIYSIM n
CUVSUHn
EPFREDi
ERGCAL10c
FAZFOB r
FEVZIP c
FIMTIE c
GEKWEY r
GEZBESc
GOYYUO r
HEBDIB10 c
HEGJOSr
HERPUPr
HIPCDN r
HMYTCD r
HXMHCH10 c
JAGJOQn
KETRUW c
KEXNUW10 r
KIXDUQ c
KUMYOG i
LINHOF r

MTBCHO n
MYERGL c
PEMYUB c
SAWROX n
SEHHUI c
SEYDEFr
SIVYOL r
SUGLAH c
TAJFEPr
TITKEM i
VAFNAR c
VUJXAZ i
WEYSUOo
YAZDIM c
YELNEI r
YISTUP c
YUHHUE c
YUVNEI r
ZIKSAN r

3�-monoalcohols

AFRICO10r
BAFWUA r
BAJNAB r
BELFAZ c
BETXAZ i
BOLWUU r
BOLZUX n
BURGOK i
CIHYEX r
CINVEA10 r
DAMDUQ i
DARTEV n
DEWZAG i
ETPRGNn
FATMOC c
FECGAV n
FELWEY r
FESMEVc
FICCUPc
FISNAW r
FISNIE c
FUFDAL n
GAPGAFn
GEBSUBi
GEPWONr
GOXMAH c
GUBJAOc
HAVGAM r
HEXQUW n

HIBLAF c
HOBPETn
HYMIND r
JIDCII n
KOXCEF r
LAFKAE r
LAFKEI i
LAFKIM n
LAYFUM n
LAZYUG n
MNPREY c
NAMLAO o
NAQTEE i
NAZDOH n
NOXJOZr
NPREYOn
NUJHUV i
NUJJAD i
NUJJIL i
PECXEAn
PEGWIHn
PEZQEQr
PICYAB c
PIVYOI r
RIWRIY i
SAKYAE r
SEDBIM n
SEDYUV i
SICZEJn
TADTOH n
TADTOM n
TARYEQ n
TCTDOL r
VAFNEV r
VATSAK c
VEXMAM r
VIFHUN n
VUJXED r
WALDUI r
YEKBAR r
YODWIX10 c
YOZMAB n
YUHGOX n
YUHHAK n
ZEHFUN r
ZEHGAU r
ZEZWAC r
ZIKXOG n
ZOEYPA10r
ZULDEP n

1�-1�-dialcohols

BCHMOL c
CAVDEI c
GAHWUH c
HIYHAY c
JONLIH c
JUGPACc
KIKJIX c
NEPGCL01r
NIWNUC c
OCDYDL c
RUVWAG c
TELXAJ c
TIQHAC c
TIXXED c
WERTUI c
WESTETc
WESTIX01c

1�-2�-dialcohols

FUNCIA c
GUHBIU c
HEZVEN10c
HINZAF c
WAGWEG c

1�-3�-dialcohols

GENFUA c
JATWEGc
PIMARB c
SILGEZ c
ZINWAU r

2�-2�-dialcohols

BIMZAY c
CEJRUEc
CIZYOZ o
DABKOG i
EABCEPc
HINZIN o
HOVREPc
HXCHEX c
JAJSOCc
KAPNAQ r
KAURDL c
MBZAOX10 r
NUGNIM r

POVSEYc
PUFJIJc
PUTFUFc
PUTGAM c
QACXAT r
ROCXUCc
TETRDO01o
TICGUH r
VABVAV c
VABVEZ c
WESVAR r
YOWTAF r
ZENMUA c
ZZZKPE01c
ZZZPSA01c

2�-3�-dialcohols

CIDYOD r
CIMMOA c
FEXKOI c
JOFKOEc
KETYEN c
KOTDUS c
KUVVUS c
LIMJEW c
MURABD c
NUMTUK o
NUYVAE c
POSMIT i
POSMOZi
SIZDEK c
VAHXAD r
YUYXEV i
ZESPESr
ZOTCAM i

3�-3�-dialcohols

BCUNDL r
BEVBAF r
BHPHOL i
BIYVEK c
BOGKIR r
CEJXIY i
CIZTIO i
FODZEDc
GELQUJi
GOCYECc
JAGGAZ c
JISHAU i

JONLONc
KESLEZ i
KUVWON01 i
MTCDOL c
NOFZAJ i
NOXKAM r
NUTSAW i
POHYEQc
POJGUQr
SEWXAT r
SEWXIB r
TECQEXc
WEVSAR i
YIHJII r
YIHJOO n
ZIVCEM r

1�-monoalcohols

with additional
O atoms

DOTTUB
DUDXUV
DUDYAC
GAJJAC
GATXUU
GESLIZ
HOYMOX
HPENDO10
HPRTDO
JOBJOZ
LALFEJ
PAYKOJ
ROHDUN
RUPYAC
SIPJUW
VUCBIE
YETGOT
ZICBUI
ZICCUJ
ZUFTOJ
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Potential and actual hydrogen-bond acceptors in1�-monoalcohols containing additional

oxygen atoms.

CSD Refcode No. oxygens of type … Acceptor

carbonyl ether epoxide

PAYKOJ 2 1 0 carbonyl

DOTTUB 2 0 1 hydroxyl

GATXUU 2 0 0 carbonyl

HPENDO10 2 0 0 carbonyl

HPRTDO 2 0 0 carbonyl

ROHDUN 2 0 0 carbonyl

YETGOT 2 0 0 carbonyl

RUPYAC 1 5 0 ether

JOBJOZ 1 4 0 carbonyl, ether

HOYMOX 1 3 0 carbonyl

GAJJAC 1 2 0 ether

LALFEJ 1 0 1 epoxide

ZICBUI 1 0 0 carbonyl

ZICCUJ 1 0 0 carbonyl

GESLIZ 0 7 1 ether

VUCBIE 0 4 0 hydroxyl

SIPJUW 0 3 0 hydroxyl

DUDXUV 0 2 1 ether

DUDYAC 0 2 1 hydroxyl

ZUFTOJ 0 2 0 ether


