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Pillars of crystal engineering

crystal energies and symmetry operators
Electronic supplementary information Part 1
Sublimation enthalpy vs. lattice energy

CSD refcode SE LE delt

ACEMIDO05 79.1 -74.6 5.7
ACETYL 18.5 221 -13.5
AHEMAB 117.1 -101.6 13.2
AMIPYR 83 -90.5 -9
AMMTAZ01 92.7 -106.1 -14.5
AMPYRD 78 -83.5 -7
AMPYREO1 88 -96.9 -10.1
APYFEBO1 113 -107.6 4.8
ARCLAMO1 83.3 -79.8 4.2
AZTHYM10 116.3 -99.4 145
BARBACO01 122.9 -106.5 13.3
BDTOLE11 95.9 -83 134
BETHAZ01 71 -75.4 -6.3
BEXQOKO01 112.1 -121 -8
BIRYIK11 88 -92 -4.6
BISJIW 70.3 -67.3 4.3
BOTYIT 77 -87.3 -13.3
BRANIL 100 -89.7 10.3
BRCYTS 153.5 -139.9 8.9
BRNIBZ 87 -81.8 6
CAACTY 40.5 -38.9 4
CAGPUV01 85 -85 0
CARDOO 109 -106 2.8
CLACETO07 82.1 -84.1 -2.5
CLBENQ 68.1 -74.1 -8.7
CLNIBZ01 82 -82.1 -0.1
CLNOAN 109 -103.4 5.2
CLNOBEO02 103 -96.4 6.4
CROTAM 82.9 -84.8 -2.3
CUVJUY 102.8 -88.9 13.6
CYANAC 101.7 -107 -5.2
CYANAMO1 75.1 -79.2 -5.5
CYAPYR 75 -74 1.4
CYNGEN 29.5 -33.9 -14.9
CYPYROO01 106.8 -91.3 14.6
CYURACI13 133.1 -129.3 2.8
DACETA 73 -80.3 -10
DCLBQNO1 70 -76.2 -8.8
DCPYAZ01 70 -79 -12.9
DCYANM 42.9 -39.7 7.4
DIACHZ 105.2 -106.9 -1.6
DIKPIP03 109.2 -123.4 -13
DITHANO3 71 -70.6 0.5
DIXTAF01 88 -86.8 1.4

DLGYAH 84.1 -77.9 7.4



DMEOXAOQ6
DTOLTO
DTURACO1
DUCKOBO03
ECARBM10
FEPGEM
F1ZZOD
FORMACO01
FULPIM
FUMAACO1
FURACLO03
GEBTUCO01
GLURACI13
GLUTIM
HAMGOT
HIBWEU
HIFKUC
IBURAM
ISNICA
ITIZOA
JAHZEX10
KOMYEQO1
LAKJEM
LETFEV
LETNAZO1
LIFUG
MALIAC13
MALNAC16
MALOAMO2
MEMALAO1
MENPDL
METCYTO1
MEUREAO1
MNIANL11
MUBZOY
MUBZUE
NANILI31
NEPGCLO2
NICOACO02
NIJHUJO4
NITPOLOS
NTCPOLO1
NTRGUAO1
OFIZEK
ONITPH
OWEKEH
OXALACO08
PBRANLO1
PBRPOL
PENTANO1
PERYTO13
PICANOO4
PRONAC

75
82.1
124.9
28.4
75.1
75.1
96.1
59.5
88.6
137.9
133
164
1311
94
91.8
83
87.1
85.9
113
72.2
130.9
80
86.6
73
103
86
1105
109.5
126
115
101.7
159.1
97.9
94

71

72
101
87.9
124
90.1
95

88
143.1
84

73

73
95.5
79

85
35.8
151.3
97.2
70.8

-70.9
-70.2
-126.4

-80.1
-75.3
-86.7
-53.7
-87.9
-124.1
-113.9
-153.9
-127
-84.5
-94.8
-82.5

-82.2
-1111
-76.7
-135
-712.7

-15.7
-100.4
-81.6
-107.3
-101
-140.9
-109.3
-100
-137.7
-106.3
-104.3
-714.7
-69.1
-99.2
-90.5
-107.4
-94.1
-92.1
-83.1
-150.9
-82.4
-66.8
-68.9
-106.9
-88.6
-87.1
-39.4
-149.4
-92.9
-66.9

5.4
145
-1.2
-5.9
-6.6
-0.2

9.8

9.7

0.8

10
14.3

6.1

3.1
10.1
-3.2

0.6
-2.1

4.4

1.7
-6.3
-3.1

9.2

-14.2
-3.7

2.5

5.1

2.9

7.7

-11.8

4.9

1.7
135
-8.6

-11
-5.2

1.8
-2.9
134
-4.5

5.6
-5.4
1.9
8.5
5.5
-11.9
-12.1
-2.4
-10.1
1.3
4.5
5.5



PTOXEC
PUVVUZ
PYRDNO11
PYRZIN23
PYRZOL38
QOPBED
QQQBNGO1
QQQCIS01
QQQGEMO01
RAKSIG
SACBAA02
SETVIX
SSOXAMO2
SUCACB18
SUCANH16
SUCCIN09
TCBENQ19
TCYETY11
TELPOP
TEMWUD
TETZOL02
TFACAM
THACEMO1
THBARBO1
THIOUR16
THYMINOL
TOXOCN
TPENAC02
TRAZOL04
TRITAN10
TRIZINOL
TROXAN
TURCILO3
UCAYEDO1
UGUMUE
ULEBOD
URACIL
UREAXX25
VOQYUW
WIFKEB02
XAGWIMO02
YAQLAE
YAQLEI
YAQZUM
YOVCAO
ZILNOX
ZUDTID
ZZZEKWO02
ZZZKAYO05
ZZZKDQO1
ZZZKJQO01
ZZZVYEOL
ZZZWEO02

88
89.5
79
90.7
73.1
70.1
74
22,5
103.1
154.5
21.8
81
105.3
1221
82.1
86.5
100.6
84
87.1
74
90.1
79.1
83.1
115.3
109.3
133
80
97.8
82.1
94.1
57.1
56.1
129
66.9
110.7
87
131
98.3
82
96.1
100.5
98.1
104.9
85
100
78
110.8
87
79.5
85.5
91.1
36
29.9

-87.6
-78.9
-83.6
101.7
-77.3
-70.6
-76.5
-23.5
109.3
167.6
-22.3
-76.4
110.8
112.8
-75.9
-83.4
-99.9
-74.8
-88.6
-68.1
-88.2
-72.9
-87.6
107.4
122.9
114.8
-79.3
-91.8

-89.2
-59.6

-125
-69.9
115.7
-77.2
1141
103.8
-74.5
101.1
-97.3
109.2
118.8
-74.6
102.4
-77.3
113.2
-86.3
-76.5
-87.9
-96.5
-35.2
-28.5

0.5
11.8
-5.8
121
-5.7
-0.8
-3.4
-4.4

-8.5
-2.2
5.7
-5.3
7.6
7.6
3.5
0.7
11
-1.8

2.1
7.9
-5.4
6.8
12.4
13.7
0.9
6.2
-8.4
5.2
-4.4
12.3
3.1
-4.5
-4.5
11.2
12.9
-5.7
9.1
-5.2
3.1
11.3
13.2
12.2
-2.4
0.9
-2.1
0.8
3.7
-2.8

2.3
4.7



ADIPAC20
AMBACO08
AMPHOLO1
AMPHOMO02
BECJEY
BENZAC20
BENZEN18
BEOXAZ
BESKAL
BIDLOPO2
BIPJUF
BNZQUI03
BRBZACO01
BRBZAPO1
BZAMID12
BZDMAZ04
BZOXZO
CACDAMO1
CAJWEQO1
CAPLAC
CBUTAC
CLBZACO02
CLBZAP13
COVIIGO1
CYHEXOO01
DNBENZ15
DNITBZ11
EHOWIH
FACRIKO05
FBENZAO02
FECCOFO01
FURDCA
GOCWEA
HEXANEO1
HXMTAM23
HYQUINO8
LEZJABO1
MAMPOL
MCBZACO02
MEADENO5
NBZOAC12
NBZOAO04
NICOAMO6
NITOLUO1
PHGLOLO1
PICAMDO6
PNBZNT
POKKAB
RAIGUG
RESORAO03
RICFEPO1
SALIAC19
UCOVAL

145
110
108.1
101
90
91
44.3
65
130
123
135
68.8
109
107
100.5
100
98
111
88
85.5
112
110
105
94.3
84
85
95
115
90
94
110
124.7
82
46.2
77
100.9
109
104
104
126.1
120
119
120
77
134
93.9
91
95
89
93
81
97
96

-125.7
-99.8
-124.2
-114.6
-83.7
-93.1
-46.2
-60.2
-123.2
-115.3
-116.3
-59.7
-103.1
-100.2
-99.1
-100.6

-109.6
-84.8
-81.7

-112.2

-102.1

-104.4
-90.1
-73.1
-76.4
-84.4

-110.1
-89.8
-90.4

-117.4

-124.7
-79.6
-45.7
-85.4

-106.2

-119.8

-107.6

-101.1

-135.4

-109.6

-109.2

-112.6
-67.5

-141.1
-97.2
-79.2
-96.3

-100.9
-78.8
-92.1
-93.4

13.3
9.3
-14.9
-13.4

-2.3
-4.4
7.4
5.3
6.2
13.9
13.3
5.4
6.3
14
-0.6
8.2
1.3
3.7
4.5
-0.2
7.2
0.6
4.4
13
10.1
11.2
4.3
0.2
3.8
-6.7

2.9

-10.9
-5.2
-9.9
-3.4

2.8
-1.4
8.7
8.2
6.2
12.3
-5.3
-3.5
13
-1.3
12.3
-8.5
2.8

2.7



XOGJIAG
YELRIR
YIFZAP
Z77DRQ01
ZZ7EEU04
ZZ7FYWO02
2771VG02
ZZ7KAO01
Z277VCO04
AMACPHO1
AMBNAC12
AMEBAC
ANISIC04
BENZDC11
BISJAO02
BOXAZD
CPXACAO01
DAZNAP
DIMEDOO2
DIMNANO1
DIMPHE12
DMADEN11
DMEPOL10
DMKETDO02
DMPHOL11
DTENYLOZ2
FUFBOX
HACTPH16
HEPTANO2
HEYJOKO1
JEXNAB
LIMLOI
MBNZAM10
MNTDMAO1
MOXBENO1
MPSUFOO01
OBIZEE
OCRSOL02
OTOLIC02
PHTHACO6
PHUREAO2
PIMELA15
PTOLICO1
QQQAPG02
TEPHTH14
TEPNIT11
VAYIJIO
VIDMAX
WIGYIV
YUYPUDO2
ZBCNON
Z2771TY02
BIPYRLO04

52.2
89
115
85
125
93
59.8
59.9
83
93.8
116
107
111
142
81
114
120
82
100
102
84.2
118.1
75.5
71
85.2
85.6
107
97.5
53.4
68
133
106.9
83.5
93
84
92
90
75
96
130
140.3
140
99
40.1
146
90
117.8
125
107
87
58
58.8
80

-50.2
-94.6
-129
-80.7
-121.6
-85.1
-63.4
-61.3
-80.4
-97.8
-125.7
-100.2
-99.7
-122.4
-77.7
-97.1
-130.3
-92.4
-91.3

-87.1
-117.9
-78.8
-60.9
-82.4
-76.8
-106.1
-89.2
-51.1
-72.9
-129
-91.1
-93.5
-83.3
-76.9
-104.4
-79.2
-79.1
-94.1
-137.8
-131
-135.9
-88.5
-42.8
-135.6
-80.8
-133
-127.3
-103.5
-79.8
-57.9
-63.8
-87.8

3.9
-6.3
-12.1

2.7
8.5

-2.4
3.2
-4.3
-8.4
6.4
10.2
13.8
4.1
14.9
-8.6
-12.6
8.7
9.8
-3.4
0.1
-4.3
14.3
3.2
10.3
0.9
8.5
4.3
-1.2

14.8
-12
10.5
8.4
-13.4
12
-5.5
1.9

6.6
2.9
10.6
-6.8
7.1
10.3
-12.9
-1.8
3.3
8.3
0.2
-8.5
-9.7



BULVALO3
CHLQUI10
CLQUIN
COUMARO0?2
DMBNZA11
DMBZACO1
DMOXBAO1
DMTPAL
DURENE
EYIRIN
FAMDIG
FESNOGO02
HEGFAB
HEKMOZ
HXQUIN11
IPMEPL
ISUQUI
ISURAP
JIBDON
KEYNOR
NAPHOLO1
NAPHQUO1
NAPHTA10
NBORANO2
NONMEI
NPHHQU10
ODOTOQ
PICGAJ
REZRIY
RUVQAA
SECQEY
SUZXOB
UPAJIF
WIZJUL
XAXSIY
ZZZFLMO1
ZZZNCU01
CINMAC
MXCINNO2
OVERATO1
PEXBZA
TMBZACO1
TMEBZA
ZZZNRU02
AZBENCO1
BIMVEZ
BIPHENO4
BOPSAAL0
BPHENO10
BZDIOX01
CONYAH
CRBZOLO03
DBZFUR02

72
84
81
92.3
99
105
122
105.2
73.1
102
112
1745
116
127
99
91.1
123
116
84
87.7
90
91
73
97
93
122.3
93
109
98.2
110
104
94
107
104
90
129
113
107
134
117
123
104
111
124
93.1
100
82
110
93.1
92.1
93.7
101
84.1

-65.1
-94.2
-89.5
-80.4

-97.6
-133.5
-93.3
-67.1
-105.5
-105.3
-166.9
-128.3
-115.2
-92.1

-112.4
-99.5

-84.5
-97.1
-79.1
-74.9
-84.2
-99.3
-123.4
-84.2
-111.3
-98.3
-100.5
-109.3
-88.3
-100
-93.3
-85.9
-112.3
-104.1
-103.8
-116.5
-117.8
-112
-96.1
-101.5
-110.8
-93.1
-102.2
-83.9
-118.1
-87.4
-85.4
-86.6
-111.1
-79.9

9.6
-12.1
-10.5

12.9

7.1
-9.4
11.3

8.2
-3.5

4.4
-10.6
9.3
6.9
6.7
8.6
14.2
14.3
3.7
-7.9
131
-2.6
13.2
-6.7
-0.9
9.4
-2.1
-0.1
8.7
-5.1

6.6
10.3
4.5
13
7.8

131
-0.7

7.6
8.6
10.7

-2.2
-2.3
-71.3
6.1
7.3
7.6
-10



DBZTHP
DCBDOX10
DCBZDX20
DCLBIP
DECFDPO1
DMNAPH
DMNPTLO02
DOHDPH02
DPSULO
FELSEU
FLURENO1
HIBXOF
NAPACA12
NAPOACO1
NUTSUQ
OCDBDO10
PARPEE
PEYGEFO01
PHBENZ01
PHENAZ11
PHESAZ01
PILFOG
PUGPIQ
RAFFI001
SESHED
TCBZFU
TCYQMEO3
THIANTO3
TOXANT
ZZZA0S02
ZZZMKS01
NAPHAC02
ANTCEN14
ANTQUOO08
DCLANT10
PHENANOS
QQQFDS02
SAZQIT
ACETAC03
FORMAMO2
IMAZOL13
PYRAZI01
SALMID02
EJAYET
IODOFO
ZZZFHEO1
ZZZPROO08

96.1
110.4
1125

96

87.1

81.5

83.1

143
106
114.7
85.1
135
112
115.9
114
154.3
95
124
98

96
115
85
95.6
82

98
125
123.3
101.1
101
95.1
86
118.9
97.1
111
114.9
92
103.1
102

64.9

72.1

83.1

56.1

101
85
70.9
66
67

5.7
2.7
-4.4
-5.2
134
0.7
-2.9
-6.6
-5.3
-11.5
4.8
10.1
-2.1
9.2
-6.4
-10
0.7
-0.5
0.3
3.3
11.2
1.9
5.7

-0.7
-3.7
5.6
4.5
7.8
11.9
-1.6
6.3
-8.1
11.7
-10.7
-5.6
-5.2
4.7
7.4
0.2
-5.9
-11.4
-4.3
7.8
7.1
13
6.4



