RESULTS OF SURVEY OF THE CSD:
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Referance: B.Edagwa, C.M.Taylor, F.R.Fronczek (2019) Refarence:
G50 Communication(Private Communication) ,
Formura: CyzHya Ny Og
Formiula:
Compound Name: 3, B-bis{2, 3-dihydroxy-2-methylpropyl ipiperazine-2, 5-dione:
Compound Name:
Space Group: E221 Cell: a T744000) b B.027(0) e 30.328(3)
Space Group No.: 19 (A% o 90.00 f 90.00 Y 90.00
Space Group:
R-Factor (%): 675 Temperature(K): 100  Density(giem3): 1413 Space Group No.:
R-Factor (%a):

Mingwu Ma, Zhongpeng Ding, Shixiac Wang, Lingling Ma,
‘e Wang, Lili Zhomg, Zhongping Li, Jinliang Yang, Wenbao Li (2019)

Bioong. Med Chem. 27,1836
Cog Hig Dy Ng 03,01 Ha O

I-benzylidens-5-{{ 5-t-butyl-1H-imidazol-4-yljdeuteromethylens)
piperazine-2, 3-dione methanal solvate

a 146190) b 17.039(0) c 16.071(1)

F21in Cail:
14 A% o« 90.00 B 103.56(0) vy 90.00

576 TemperaturefK): 293 Density{g/cm?): 1.258
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0
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LOXJEQ

Reference:

Formuda:

Compound Name:

Space Group:
Space Group No.:

R-Factor (*):

Ph

iPr OH

LOXJOA

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

Ph

Ha0

Mingxu Ma, Zhongpeng Ding, Shixizo Wang, Lingling Ma,
Yuxi Wang, Lili Zheng, Zhongping Li, Jinliang Yang, Wenbao Li (2019}
Bioorg Med Chem. 27,1836

Cig Hqp Dy Ng 02,C3 Hg Oy

3-benzylidens-6-[{5-t-butyl- 1H-imidazol-4-yl)(deutera)
methylidens]piperazine-2, S-dione propan-2-ol sovate

P2t Gell: a 11784{1) b 8.3650) ¢ 22778(2)
14 (A, o 90.00 p101.18(0) ¢ 9000
645 Temperature(K): 293 Densityfa/'cm3): 1.196
0
NH N
NH
NH
1Bu
0 D

Mingxu Ma, Zhongpeng Ding, Shixiao Wang, Lingling Ma,
‘Yuxi Wang, Lili Zhong, Zhongping Li, Jinliang Yang, Wenbao Li (2019)
Bioorg Med. Chem. 27,1836

Cip Hig Dy Mg Oz, Hp Oy

3-henzylidens-6-[(5-t-butyl- 1H-imidazol-4-yl){ deutero)
methylidene]piperazine-2 S-dione monohydrate

E21ic Cell: a 9705(0) b B.525(0) c 22.007(1)
14 (4,9 o 90.00 B 9785(0) v 90.00
453 Temperature(K): 293 Density(glem?): 1305
o
NH N
NH
NH
1Bu
0 D

LOXJIU

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%)

Ph

HsC OH

SUFXID

Reference:

Formuia:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%a):

NH
o 0
NH
5
HaC
HO

Mingxu Ma, Zhengpeng Ding, Shidao Wang, Lingling Ma,
‘Y Wang, Lili Zhong, Zhongping Li, Jinliang Yang, Wenbao Li (2019)
Bioorg Med Chem. 27,1836

Cig Hig Dy Ng O3.2(Cq Hy O5)

3-benzylidene-£-[( 5-t-butyl-1H-imidazol-4-yl ) deutero)
methylidens]piperazine-2, 5-dione methanal sobvate

P1 Gall: a 9449(0) b 10115(1) ¢ 12128(1)
1 A w0770} B 96ETIO) v 10560(0)
570 TemperaturefK): 293  Depsityio/cm3): 1.238
(8]
MH M
NH
NH
1Bu
0 (b]

#iao-Lu Li, Lu-Ping Chi, A Navarmo-\azguez,

Songhwan Hwang, P.Schmieder, Xiao-Ming Li, Xin Li, Sui-Cun Yang,
Xinxiang Lei, Bin-Gui Wang, Han Sun (2020) J Am.Chem.Soc. 142,
3

Cig Hig Np O3 55,0.5(C4 Hy Cly)

5[{2-hydroxyphenylmethyl]-5'methylsulfanyl}- 3H-
spiro[[ 1]benzothicphene-2, 2'-piperazine]-3' 6'-dione dichloromethane
solvate

c2 GCail: a 23324(1) b ETEH0) c 13.915(0)
5 A3 « 90.00 B 116.16(0) vy 90.00
649 TemperaturefK): 293 Density(g/icm3):  1.445
5

C———CH—LCI



ABOTOB

Reference: M_Andrei, C.Romming, K.Undheirm (2004)
Tetrahedron:Asymm. 15,2711
Formuia: Cyg Hog Ny O
Compound Name: (3R, 8R)-6-lsopropyl-3-{(15 )-3-oxccyclopentyl b-3-n-propyipiperazine-2,5-
dione
Synonym: Cytlic peptide {2 residues): GLY*-VAL-
Space Group: P21 Cell: a B.147(0) b 14E671(1) e BB50(0)
Space Group No.: 4 4,9 o 90,00 p 97.90(0) y 90.00
R-Factor (%): 303 Temperature(K): 105  Density{g/cm’): 1.205
iPr. NH 0
Et
o NH
o]
AGEVAM
Refarance: Jingyu Shi, Jing Li, Hongmei Zeng, Guohong Zou,
Qinghua Zhang, Zhien Lin (2018) Dalfon Trans. 47,15288
Formula: (ng HQE “I'IZ N12 O12]ﬁ
Compound Name: catena-{bis{u-3,6-bis{{ 1H-imidazol-5-yiimethy lpiperazine-2, 5-dione -
bis(p-oxalato)-di-manganess(ii))
Synonym: SCU-66
Space Group: P21/c Cell: a 978200 b 11.5740) c 14.918(0)
Space Group No.: 14 A o 90.00 B 95.68(0) <y 90.00
R-Factor (%): 458 Temperature(K): 293  Density{gicm3): 1649
oML
M~
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a
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J',:‘H-. v 0 MNH NH hH_‘Q‘l
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NH ° Npin

AGETUE
Reference:

Formifa:

Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%):

owzn—9,
T

Jingyu Shi, Jing Li, Hongmei Zeng, Guohong Zou,
(inghua Zhang, Zhien Lin (2018) Daltor Trans. 47,15288

(T3 Og4 Zng +In,2(Cq3 Hyg Mg Oz 2¢)

catena-{bis(5,5[3,5-dioxopiperazine-2, 5-diyl jbis{methylens)bis{ 1H-
imidazol-3-ium}) hexakis(u-cxalato -tetra-zincii))

SCU-83
p-1 Cell: a S4180) b 0.148(0) e 164210)
2 A5 o B46%0) P 24280 v T150(00)
3320 TemperaturefK): 252 Densityig/cm®): 1872
Zn WH
of o 7
‘H NH
é /"0
HH
o—zn— Pz a

fcg‘f\jz:\fﬂﬁo B -

O\H NH;/

AJAGEX

Formula:

Compound Name:

Synonyny:

Space Group:
Space Group No.:

R-Factor (%):

Tzy-Jiun M.Lua, G.T.R.Paimore (2002) Crysf. Growth Des. |
2,337

C4 Hg Ng 03,2(Cq Hy Oa)

Piperazine-2, 5-dicne bis{propiclic acid)

Cyclo(glycyl-glycyl) bis{propiclic acid);
Cyclic peplide (2 residues) GLY-GLY-
P21ic Cedl: & 93740} b 29.318(2) ¢ 12.588(0)
14 A5 o 90.00 B10296(0) vy 90.00
416 TemperaturefK): 90 Density{glem3): 1502
NH
CH
c
NH 0
COCH



AJAGIB

Reference;

Formuda:
Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%):

NH

AJAGUN

Reference:

Formuia:

Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%):

O\[NHj\ HO
NH (8]

AJAHEY

Reference:

Formuta:
Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%)

Tzy-Jiun M.Luo, G.T.R.Palmare (2002} Cryst Growth Des. ,
2,337

Cy Hy N3 04,Cq Ha Cly Oy
Piperazine-2, S-dione chioranilic acid

Cyclo(glycyl-ghycyl) chioranilic add;
Cyclic peptide (2 residues): GLY-GLY-

P2Mic Gell: a 9828(1) b 61%D) ¢ 10.546(1)
14 (A, o 90.00 B10662(0) y S0.00
383 Temperature(K): %0  Densitywem?): 1728
(9]
HO, Cl
0 CI OH
o]

Tzy-Jiun M.Luo, G.T.R.Palmore (2002) Cryst. Growth Des. ,
2,337

Cyq Hg Ny O2.C7 Hg Oy
Piperazine-2 S-dione 2 S-dihydroxybenzoic acid

Cyclo(glycyl-ghycyl) 2, 5-dihydroxybenzoic acid;
Cyclic peptide (2 residues): GLY-GLY-

Pna21 Cedl: a 26332(1) b 8©355(0) ¢ 12.914(0)
3 A o 90.00 f @0.00 vy 90.00
6.4 Temperature{K): 50 Density(gicm3):  1.648
COOH
OH

Tzy-Jiun M.Luo, G.T.R.Palmore {2002) Cryst Growth Des. |
2,337

Ca Hg Np 0. 2(C7 Hg Cly Og)
Piperazine-2 5-dione bis(3-chloro-2-hydroxybenzoic acid)

Cyclojglycyl-glycyl) bis{S-chloro-2-hydroxybenzoic acid);
Cyclic peptide (2 residues):, GLY-GLY-

P21in Call:

a 118162} b 5.455(1)
14 A,

o 90.00 B 98.25(0)
3 TemperaturefK): 90

COOH

OTNH HO.
NH]\ o

¢ 14331(3)
¥ 9000

Density(g/icm?):  1.683

Cl

AJAGOH

Formuia:
Compound Name:

Synonyn:

Space Group:
Space Group No.:

R-Factor (%s):

AJAHAU

Formuia:
Compound Name:

Synonym:

Space Group:
Space Group No.:

ReFactor (%a):

AJAHIC

Formula:

Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%):

Tzy-Jiun M.Luo, G.T.R.Palmore (2002) Cryst. Growih Des. |
2,337

CqHg Nz 020 Ha Ch Op
Piperazine-2,5-dicne 2, 5-dichloro-1,4-hydroguincne

Cyclo{glycyl-glycyl) 2,5-dichloro-1,4-hydroguinone;
Cyclic peptide (2 residues): GLY-GLY-

P21in Cell: a 88952 b 5118(1) ¢ 12.390(3)
14 A5 o« 590.00 B107AT0)  y 9S0.00
lcsa Temperatura{K): 90 Density{g/cm?): 1806
MNH HO Cl
MH 0 Cl OH

Tzy-Jiun M.Luo, G.T.R.Palmore (2002) Cryst Growth Des. ,
2,337

Cyg Hg Mg 02.2(C7 Hg Clp O3)
Piperazine-2 5-diene bis{2 S-dichlorobenzoic acid)

Cyclo(glycyi-glycyl) bis(2,5-dichlorobenzoic acid);
Cyclic peptide (2 residues) GLY-GLY-

P21in Cedl: a 384T0} b 61730) ¢ 40630(3)
14 A9 « 90.00 B 90.78(0) y 9000
464 Temperature{K): 90 Density{gicm3):  1.708
COOH
MNH al
NH o] Cl

Tzy-Jiun M.Luo, G.T.R.Palmore (2002) Cryst. Growth Des. ,
2,337

CqHg Ny 02.Cq Hy Oy

Fiperazine-2 S-dicne fumaric acid

Cyclo{glycyl-glycyl) fumaric acid;
Cyclic peplide (2 residues) GLY-GLY-

P-1 Ceil:

a 5.935(0)
2 4.9

0 109.26(0)

b 65840 ¢
B 90.76(0)

Density(glem3): 1512

NH (
NHj\O HOOC)

7.304(1)
¥ 116.53(0)

410 TemperaturefK): 90

COOH



AJAHOI

Reference:

Formula:

Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%):

Tzy-Jiun M Luo, G.T.R.Palmore (2002) Cryst.Growth Des. |,
2,337

CaHg Nz 03,05 H5 O
Piperazine-2, 5-dione 2 5-dihydroxyterephthalic acid

Cyclo(glycyl-gyeyl) 2, 5-dihydroxyterephthalic acid;
Cyclic peptide (2 residues): GLY-GLY-

-1 Cell: a
2 (A,

B.57040)
o 97.89(0)

396 Temperatura(K): 90

b 66381 ¢
B oe311(0)

B.961(1)
¥ 83430

Density(gicm?): 1.718

COOH

OTNH HO.
NHLD OH

AJAJEA

Refarence:

Formula:

Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%):

COOH

Tzy-Jiun M Lug, G.T.R.Palmore (2002) Cryst Growth Des. |
2,337

CqHg Ny Og.CgHy Oy

Piperazine-2,5-dione 2, 5-dihydroxy-p-benzogquinone
Cyclolglycyl-ghyeyl) 2, 5-dihydroxy-p-benzoquinone;
Cyclic peptide (2 residues): GLY-GLY-

P Cell: a

5322(1) b T3 ¢ 12.080(4)
2 (A,

o 9981(0) P e111(0) ¢ 9128(0)

9.27 Temperature(K): 30  Density(glcm?): 1.703

0
OTNH HO
NHLD OH
0

AJAHUO

Formula:

Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%3):

AJAJEADT

Reforence:

Formula:
Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%)

Tzy-Jiun M.Luo, G.T.R_Palmere (2002) Cryst. Growth Des. |
2,337

Cg Hg Ny 02,Cq Hy Cly Oy
Piperazine-2 5-dione 2, 5-dichloraterephthalic acid

Cycloiglycyl-glycyl) 2 5-dichloroterephthalic acid;
Cyclic peptide (2 residues) GLY-GLY-

P-1 Ceil: a 6638(1) b B9 ¢ T0631)
2 A, w100.37(0) [ 9743000 vy 9284(0)
413 Temperatura(K): 90 Density{g/cm3):  1.818
COOH
NH Cl
NH 0 Cl
COOH

Tzy-Jiun MLuo, G.T.R Palmore (2002) Cryst. Growth Des. ,
2,337

CaHg Ny 02,05 Hy Qs
Piperazine-2 S-dione 2,5-diydroxy-p-benzeguinane

Cyclolglycyl-glyeyl) 2, 5-dihydroxy-p-benzoquinane;
Cyclic peptide (2 residues). GLY-GLY-

P21ic Call:

a 12.080[4) b BI7FB2) ¢
1o A9

@ 50.00 B 85.02(0)

6.788(2)
¥ 90.00

1201 Temperature(K): 90 Density(g/icm?):  1.646

0
o\[NH HO
NH]\O OH
0



AJAJIE

Reference:
Formuta:
Compound Name:
Synonmym:

Space Group:
Space Group No.:

R-Factor (%):

NI

ANTSUL10

Reference:

Formuia:
Compound Name:
Synonym:

Space Group:
Space Group No.:

R-Factor (%):

NHE

Cl

Hz0

Tzy-Jiun M.Luo, G.T.R.Palmore (2002) Cryst.Growth Des. ,
2,337

C4 Hg Nz 05,Cg Hg O
Piperazine-2 5-dione 1,4-hydroguinone

Cyclo(glycyl-ghyeyl) 1,4-hydroguinone;
Cyclic peptide (2 residues): GLY-GLY-

M Cofi: a
1 (4,7

5.477(0)
o 94.20(0)

b 6.463(0)
B 95.27(0)

¢ T.526(1)
v 114.94(0)

380 Density(gicm3): 1560

TemperaturefK): S0

F.B.Von Dresle (1981)
Acta Crystallogr., Sect B-Struct Crystallogr. Cryst Chem. 37,93

C1g Hag Tl Ng 0 22,0, 51 2-5(Hy Oy)

(35,65)-3,6-bis((2R, 55)-5-Chioro-2-piperidinio}-piperazine-2, 3-dione
sulfate pentahydrate

Cyclo{H-streptolutyl-H-sireptolutyl) sulfate pentahydrate

212121 Cell: a 26.570(14) b 14.913(8) ¢ 6.008(3)
19 (A, o 90.00 f 90.00 vy 90.00
5.66 Temperature{K): 295 Density{g/cn®):  1.500
Q
NH

ANTSUL

Formula:
Compound Name:
Space Group:
Space Group No.:

R-Factor (%3):

MH HO
]\ NH; NH
Cl
(o]
H 0 OH

BAGYOX
Reference:

Formuila:
Compound Name:

Synonym:

Space Group:
Space Group No.:
R-Factor (%a):

G.R.Petiit, R.B.Von Dresle, D.L Herald, M.T Edgar,
H.B.Weod Junior (1976) J Am.Chem. Soc. 98,6742

C14 Hag Cly Ny 0 2,04 5 2-5(H; Oy)

Antibicfic 5353A sulfate pentahydrate

P212121  Cell: a 26570(14) b 14.913(8) ¢ G.008(3)
19 A9 o 890.00 B 90.00 ¥ 9000
872 TemperaturefK): 295  Density(giem3): 1500

o
cl
NH
i o
NHz ||
0—5—0
|
0
Ha0

T.Shiba, H.Uratani, |.Kubota, Y.Sumi (1981) Biopalymers
20,1985

CirHa1 N3 Op
Cyclo{L-eucyk-L-ryptophyt)
Cyclic peptide (2 residues). LEU-TRP-

Cell: a 0000 b 0000 ¢ 0000
1] A o 000 B o000 v 0.00
0.00 TemperaturefK): 295  Density{g/em3): 0.000
NH
Q

NH

NH

iPr



BCYMYC

Reference:

Formuia:

Compound Name:
Space Group:
Space Group No.:

R-Factor (%):

HoC

¥ Tokuma, 5.Koda, T.Miyoshi, Y Morimoto (1974}
Bull. Chem.Soc.Jpn. 47,18

CyzHig M 07
Bicyclomycin
PH2121  Geli: a 117200100 b 12720010} ¢ B.800(10)
19 4,9 a 90.00 B @0.00 ¥ 90.00
7.00 Temperature(K): 235  Density(g/em3): 1530
OH
0]
NH
0
NH
O OH
CHa
HO

OH

BEMYEY
Reforence:

Formula:
Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

Yanming Du, C.J Creighton, B A Tounge, A B Reitz (2004)
Org.Left. 6,309

CgHigN2 Oz
7,9-Diaza-bicyclofd 2 2)dec-3-ene-8,10-dione

P212121  Celi: a G60990) b 9.548(1) ¢ 13.123(1)
19 A% o« 90.00 B 90.00 ¥ 90.00
415 TemperaturefK): 193 Density{g'em3):  1.386

NH

NH



BEMYIC BIMGEJ

Reference: ‘Yanming D, C.J.Creighton, B_A Tounge, A.B.Reitz (2004) Reference: GMalle (1982) Eur.Cryst Meeting 7,190
Org.Lett 6,309
Formuia: Cyg Hyg Mg O3 5q,Hp Oy
Formula: CgHyzNa g

Compound Name: Cyclo-(L-methicmyl-L-histiding) monohydrate
Compound Name: 7,9-Diaza-bicyclo(4 2 2)jdecane-8 10-dione

Synonym: Cyclic peplide (2 residues) MET-HIS-
Space Group: P21 cel: 758(1) b 98(1) © 1177701
Space Group No.: 4 iy oz B oo v 000 Space Group: P212121 Gell: @ 294457) b T.8%8M4) ¢ E04T(4)
' Space Group No.: 19 4,5 o 90.00 B 90.00 T 90.00
Re-Factor (%); 521 TemperstureK): 193  Densityigicmi): 1292 ReFacior (4 1050 Temperstwel): 2 Densitygemd: 1352
M
NH
Q
NH
O
/
NH\\
NH ©
Hz

/ CHz Hz0

NH
s
CH3
(8]
BIMGEJ10 BIMGIN
Refarance: M.Bressan, F.Marchion, G.Valle {1984) Refarance: GValle {1982} Eur.CrystMeeting 7,190
Int.J Pept Protein Res. 23,104

Formuia: Cy Hyg Ng O3 5¢,Ng O3 - Agy 1+
Formula: CqqHyg Ng Og 54,H, Oy ] o .

Compound Name: Cyclo-L-methionyl-glycine silver nitrate
Compound Name: Cyclo-(L-histidyl-L-methioning ) monohydrate

Synonym: Cyclic peptide (2 residues): MET-GLY-
Synonym: Cyclic peptide (2 residues): MET-HIS-

Space Group: P21 Call: a 1383(5) b B225(3) ¢ 6T7844)
Space Group: F212121  Cell: a 2944507} b T.B8G4) c G.047(4) Space Group No.: 4 (L] o 90.00 B 104.84 ¥ 90,00
Space Group No.: 19 A" o 90,00 E 90.00 Y 90.00

R-Factor (%): 550 Temperature{K): 295  Density{g/icm3): 2136
R-Factor (%): 23 Temperature(K): 295  Density{glom?): 1353

a
N
HiC o] Ag+
\ NH
] NH MH
NH /CHQ
S
NH o
(o]
H:0
0 N——O



BIMGIN10
Reference:
Formuita:
Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%):

p=—=—==N

5

Ag

BOCSIV

Reference:

Formula:

Compound Name:
Synonym:

Space Group:
Space Group No.:

R-Factor (%):

H3C

NH

H3C

G
s

G.Valle, R.Etiore (1983) J.Chem. Soc., Dalfon Trans. 453
(G Hyp Ay N3 Q5 54
catena{(Cyclo-L-methionyl-glycine - nitratc-0, 0 )-zilver(i)}

catena-(1p-3-{Z-Methylthioethyl }-piperazine-2, 5-dione-5)- (i -nitrato-O,
QL0 O"-silver(iy

P21 Gall: a 13634(6) b 6.2254) ¢ 6744
4 (4,9 a 90.00 P 104.80(70) y 90.00
3.20 Temperaturs{fJ: 295  Densityjgiemd): 2.137
Q
NH
CHsz
MNH

Ag o
K.Suguna, S.Ramakumar, N.Shamala, BV Prasad,
[P Balaram {1982} Biopolymers 21,1847
CgHig Ny On
Cyclo-bis{r-amimoisobutyryl)
Cydlic peptide (2 residues): AIB-AIB-
P Cell: a S64%3) b 5885(2) e B.363(1)
2 (A% o 63.89(8) P 113.04(8) v 116.00(30)

850 Temperature{Kj: 295  Density{glcm3): 1.261

CHs

NH

CHs

BIVMUO

Reforence: M.Bressan, R.Etiore, F.Marchior, G.Valle (1982)

Int.J_Pept Protein Res. 19,402
Formuia: C7 Hyg Ny Og 5¢,3(Ha Oy)
Compound Name: Cyclo-L-methionyl-glycine frihydrate
Synonym: Cyclic peptide (2 residues): MET-GLY-
Space Group: P212121  Call: a 28915(6) b 6E98(3) c B.18B(3)
Space Group No.: 19 A, o 950,00 B 90.00 ¥ 90.00
R-Factor (%): 54 TemperaturefK): 295  Densify(giem3): 1.343

8]

MNH NH
>—<—/ -
Lo}

BOCSIVO1
Reference: S5.W._Gordon-Whylie, E.Teplin, J.C Moz, M. Trombley,
S MMcCarthy, W.M.Cleaver, G.R Clark (2004) Cryst Growth Des. 4,
789
Formula: CpHyg Ny Op
Compound Name: Cyclo-bis(o-amincisobutyryl )
Synonym: 3,3,8,6-Tetramethylpiperazine-2, 5-dione;
Cyclic peptide (2 residues): AIB-AIB-
Space Group: P-1 Celi: & S5633(1) b SETE(1) ¢ B.045(2)
Space Group No.: 2 A o 9291(1)  B10697(1) v 116.02(1)
R-Factor (%): 461 Temperaturefi): 296  Densify(gicm?): 1258

H3C CHs

NH

NH

H3C CHs



BOCSOB

Referance:

Formula:
Compound Name:
Synonym:

Space Group:
Space Group No.:

R-Factor (%):

K.Suguna, S.Ramakumar, N.Shamala, B.V.\V.Prasad,
P.Balaram (1962) Biopolymers 21,1847

CqpHigNp Oy
Cyclofm-aminoisobutyryl-isoleucyl)

Cyclic peptide (2 residues); AIB-ILE-

FA121  Celk: a BAT7(1) b 10791(1) e 16.678(1)
19 A, o 90.00 p @000 Y 90.00
&.60 TemperaiurefK): 295 Density{giem3): 1.185
HaC CHs
0
NH
NH

Et CHs,

BUPZOB
Reforence:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%3):

Y¥.Kojima, T.Yamashita, Y.lehino, T.Hirzshima, K- Hirotsu
(1983) Chem Leit 453

(C1p Hyg Agy Na O3 S5 1+)n,niCly Oy -).2n(H; Oy)

catena-{i1;-Cyclo(L-methinomyl-L-methionyl)-S,5")-silwer(i) perchlorate
dihydrate

F212121  Call: a 29380(7y b 10429%2) ¢ 6.0268(2)
12 A5 o 90.00 B 000 T 90.00
820 TemperaturefK): 295 Density(gicm3): 1819
NH 0
0] NH
~ "
5
ClOg ‘
CHz
H20



BUVKEJ
Referance: A P Mendham, R_A Palmer, B.S Potter, T.J Dines,
ML.J.Snowden, RWithnalland, B.Z Chowdhry (2010)
J.Raman Spectrosc. 41,288
Formula: Cm H14 N2 Oe_
Compound Name: CyclofL-glutamyl-L-glutamyl)
Synonym: Cyclic peptide (2 residues): GLU-GLU-
Space Group: P21 Cell: a B7440) b 10855(1) ¢ T.840(0)
Space Group No.: 4 (4,9 o 90.00 B 94.50(0) ¢ 9000
R-Factor (%): 433 Temperature{K): 293 Density(glemd): 1498
COOH
NH
]
NH
HOOC
CANKEH
Refarence: C Howes, NW_ Alcock, B.T.Golding, R.W.McCabe (1983)
J.Chem.Soc. Perkin Trans. 1 2287
Formuta: Cg Hyp Mg Oy

Compound Name: (35,65)-3,6-bis(Carbamoyimethyl -piperazine-2,5-dione

Synonym: Cyclo-{l-asparagyl-L-asparagyl); Cyclic peptide (2 residues): ASN-ASN-
Space Group: F212121  Cell: a 540003} & 5733 c 3808
Space Group No.: 19 (A, o 90.00 B 90.00 ¥ 90.00
R-Factor (%): 7.50 Temperature(K): 295  Density(glemd): 1538
NH o]
HzNQC
COMHz
o NH

BUVKEJO1

Reforence: A P Mendham, R.A.Palmer, B.5 Potter, T.J.Dines,

M.J Snowden, R.Withnalland, B2 Chowdhry (2010)
J Raman Specfrosc. 41,288

Formula: C‘m HH N2 O.]
Compound Name: Cyclo(L-glutamyl-L-ghutanmyl}
Synonym: Cyclic peptide (2 regidues): GLU-GLU-
Space Group: c2 Call: a 139541y b GE841) ¢ B148(1)
Space Group No.: 5 A5 o 50,00 B 100.08(1) vy 90.00
R-Factor (%a): 338 TemperaturefK): 293 Density{giem3): 1524

cccH

KH

o Q
KH
Hoo
CATZUS
Reference: ¥ Kojima, N.Ishio, T.Yamashita, K Hirotsu (1983)
Chem.Left. 1365

Formula: Caa Hag Nig Og Sq 20y 24,04 5¢ 2,10(H; Oy)

Compound Name: tetrakis(Cyclo-L-methicnyl-L-histidyl-N}-zinc{ii) sulfate decahydrate

Space Group: P21 Cell: a 15.143(2) b 205860} ¢ 11.007(2)
Space Group No.: 4 A% o 9000 B 97.89(1) vy 90.00
R-Factor (%): 750 TemperaturafK): 295 Density{g/em3):  1.383

HiC (o] Hs

g o

Zn
o] o]
NH N) N NH<_\;
) {
5 NH NH MNH s
r Ay
HiC fs] o} CHz
o] o
‘\S/ Ha0
VA



CATZUS10
Reference: ¥ Kojima, K_Hirotsu, T.Yamashita, T.Mpwa (1985)
Bull. Chem. Soc.Jpn. 58,1894

Formula: Caq Hag Mqg O Sq Zng 24,04 54 ,10(H; O4)

GCompound Name:  tefrakis(Cyclo(L-methionyl-L-histidyl})-zinc{ii) sulfate decahydrate
Space Group: P21 Gell: & 15143(2) b 20536(4) ¢ 11.007(2)
Space Group No.: 4 A, o 90.00 p ovaa) y 9000
R-Factor (%): 620 Temperature(K): 295  Density(glem3): 1383
CHs o a CHy

|
S\ﬁ NH MH MNH N /5
CH: CHs CHz
{ 2 2
NH N N NH:
o]

0
NH
,LCHE Q CI{: )
2
NH NH T
CH; Q CHz
0 0
Ha0 \5 /
D/ 0

CEWFIV
Refarence: H.EWells, R.A Weatherhead, F.N.Murigi, G.5.Nichol,

M.D.Carducei, H.D.Selby, E.A Mash (2012) Cryst Growth Des. 12,

5056
Formula: Cag Hsg No O
Compound Name: 44" 7 7-Tetrabutoxy-1,17,3,3"-teirahydro-3H,6H-dispiro[indene-Z, 2*-

piperazine-5', 2"-indene]-3' 6-dione
Space Group: P21in Call: a 14617(1) b 6.038(0) ¢ 19251(3)
Space Group No.: 4 A o 90,00 p o2.89(0) y 9000
R-Factor (%): 503 TemperaturefK): 170 Densityjgicm3):  1.185

Et

/\\/Et
Q 0

NH

MH

Et

CEWFER

Reference: K_E Wells, R_A Weatherhead, F.N_Murigi, G.S.Nichal,
M.D.Carducc, H.D.Selby, E A Mash (2012) Cryst. Growth Des. 12,
5056
Formufa: Cog Haa N Og
Compound Name: 44" 7 7"-Tefrasthoxy-1,1" 3, 3" tetrahydro-3'H 6'H-dispira[indene-2,2'-
piperazine-5' 2"-indenc]-3',6'-dicne
Space Group: F21in Cell: a 98431 b 61130} ¢ 21.635(3)
Space Group No.: 14 A% o 90.00 B 913300 y 90.00
R-Factor (%) 473 Temperaturefk): 170 Density(g/cm®): 1261
OEt DEt
]
NH
NH
0
OEt OFt
CGLYTP
Reference: AJ Moris, AJ.Geddes, B.Sheldrick (1974)
Gryst Struct Commun. 3,345
Formula: CyaHyz N3 Oy
Compound Name:  Cycla(glycylryptaphyl)
Synonym: Cyclic peplide (2 residues): GLY-TRP-
Space Group: P21 Cadl: a T.6004) b 6167(3) ¢ 12.232(T)
Space Group No.: 4 A7) o« 90.00 B 91987 vy 90.00
R-Factor (%) 540 TempersturefK): 295 Density(g/icm3): 1409
NH
0]

NH

NH



CHISCU

Reference:

Formuia:
Compound Name:
Space Group:
Space Group No.:
R-Factor (%):

CIo: H: O

CLCYST10

Referance:

Formuda:

Compound Name:

Space Group:
Space Group No.:

R-Factor {%):

F.Hori, Y Kajima, K. Matsumoto, 5.00i, H.Kuroya (1379)
Bull.Ghem.Soc.Jpn. 52,1076

Caq Hap Cuy Niz Og 3+.2(Cly Og 1)4(Hy Oy)

bis{ Cyclo-L-hisfidyl L histidyl)-copper(ii) perchlorate tetrahydrate
P32 Call: a
154 (A,

Temperature(K): 295
o

84503} b £.450(3)
o 90.00 B a0.00

Density(gicm’):

¢ 42.000(600)
v 12000

1030 1.654

NH
NH,

K| Varughess, C.T.Lu, G Kartha (1981)
Int.JPept Protein Res. 18,58

CgHa N3 025,
CycloL-cysting
Cyclic peptide (2 residues). CYS-CYS-
P212121  Cell:
13 (4,7
6.50 Temperature(K): 295

a 11.2164)
o 90.00

b 12874(4) c© S5978(3)
B 8000  y S000

Density(giemd): 1572

IFr
O 0
N H S NH
NH S NH
O O
iFr

CLCYST

Reforence: C.T.Lu, G.Kartha (1373) ACS, Abstr Papers{Summer] , 185
Formula: CgHgNa 02 52

Gompound Name:  Cyclo-L-cysting

Synonyn: Cyclic peptide (2 residues) CYS-CYS-

Space Group: P212121  Cell: a 11220 b 12870 ¢ 5.980
Space Group No.: 19 A3 o 90.00 B 90,00 T 90.00
ReFactor (%): TemperaturefK): 295  Density(gicm®): 1571

CLDVAL
Reference: E Benedetti (1976)

Izv.Jug. Cent Kiist, Ser A{Bull. Yugosiav. Cryst. Centre, Sect A) 14,151
Formula: C-"J H13N202
Compound Name: cycloiL-Valyl-D-valyl)
Synonym: Cyclic peptide (2 residues): VAL-VAL-
Space Group: P-1 Call: a 9382 b 10.1432) c  B190(N)
Space Group No.: 2 A% o 9940(30) B 99.20(30) v 99.20{30)
R-Factor (%): 6.90 Temperature(K): 295  Density(glem3): 1477



CLEUHS

Reference:
Formuia:
Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor [%):

H20

CLTRHS

Refarence;

Formuila:
Compound Name:
Synonym:

Space Group:
Space Group No.:
R-Factor (%):

H20

|.Tanaka, T.lwata, M. Takahashi, T_Ashida, M. Tanihara
(1977) Acta Crystallogr., Sect B:Struct Crystafiogr. Cryst Chem. 33,3902

CyzHip Ng OpH2 0y
Cyclo(Ldeucyl-L-hisfidyl) monohydrate

Cyclic peptide (2 residues): LEU-HIS-

P2121  Cell: a 20074(1) b 60M7(1) c 8308(1)
19 A, o 90.00 B 20.00 Y 90.00
3.80 TemperaturefK): 295 Density(giemd):  1.227
CHa
CH3
MH
NH
(a]
N,
MH

M.Cotrait, M.Ptak, B.Busetta, A Heitz (1976)
J.Am Chem.Soc. 98,1073

Cyp Hig Mg 03, 2(H; O)
CyclolL-threcnyl-L-histidinyl) difydrate
Cyclic peptide (2 residues): THR-HIS-

F2izizi Celk  a
19 (A2

8.64%3) b 25.557(9)
@ 90.00 B 90.00

Density(glemd): 1.327

¢ 6212(5)
¥ 80.00

4.40 Temperafure{KJ): 295

H:C CH

MNH

NH

CLHISP10
Reference:

Formuia:
Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor {%):

NHT

NH

COBXIA

Formula:

Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%):

R.Ramani, K. \/enkatesan, R.E.Marsh (1578)
JAm.Chem.Soc. 100,349

Cip Hyz Ng Og,3(H; 04}
Cyclo{L-histidyl-L-aspartyl) rirydrate
Cyclic peptide (2 residues). HIS-ASP-

F212121  Cell: a 1677120 b 13792010 ¢ B6.143(1)
19 A% o 50.00 B 9000 ¥ 90.00
560 TemperafurefK): 295  Density(gicm’): 1432
o Hz0
NH
NH Ccoo’
0

G.D.Grant, &.L.Hunt, P.J Milne, H.M Roos, J A Joubert
(1999) J Ghem. Cryst. 29,435

Caz Hap Ng 02.Co Hy 04 54
Cyclo{L-tryptophamyl-L-tryptophanyl) dimethylsulfoxide solvate
Cyclic peptide (2 residuss): TRP-TRP-

P212121  Cell: a 6.15932) b 113453 c 3M.1174)
19 A% o« 90.00 B 90.00 ¥ 90.00
544 TemperafurefK): 291 Density{g/em3):  1.345
NH HiC
s——0
HaC
NH o]
O NH
NH



COFDIK

Referance;

Formuda:
Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%):

HaC———CN

CHa

COPHOE

Reference:
Formula:
Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor {%):

HO

HzO

D.van der Helm, M.B.Hossain, M.AF.Jalal, B.Benzon,
C.LBames (1984) Acta Crystalogr., Sect A:Found Crystallogr. 40,092

Ca1 Hay Feg Np 042,0.75(C5 Hy NqL5{H; Oq)
Neoccprogen | acetonitrile soivate pentahydrate

(3-{{hydroxy {3-{5-{3-{(mydrowy)[1-{oxa)ethyTaminajpropyi}-3,6-
dicxopiperazin-2-yl|propylaminc]-3-methyl-5-{oxojpent-3-en-1-yl W2-
acetyl-NE-hydroxy-NE{5-hydroxy-3-methyl- 1-{oxo)pent-2-en-1-
yijomithinatato)-iron aceionitrile solvate pentahydrate

2211 Cell: a BE68312) b 28.334(39) e 36.835(40)
18 (4,9 o 90.00 p 90.00 v 90.00
12.50 Temperature(K): 135 Density(gfemd): 1279
Q
NH
H:0
NH
o]
N-.____hD O""'"'N
\ / >\CH3
Fe (0]

K.Suguna, 5 Ramakumar, K.D.Kepple (1984)
Acta Crystallogr., Sect C:Cryst Struct Commun. 40,2053

€15 Hap Ny O3.Hz O4
Cyclo{Leucyl-L-tyrosyl) monchydrate
Cyclic peptide (2 residues); LEU-TYR-

P21 Cell: a BE8¥5) b 6.105(3) c 14.582(5)
4 (A3 o 90.00 B 99.534) ¢ 90.00
750 Temperature{K): 295  Density(giem3): 1253
Q HiC
NH CHa
NH
o}

COFDIK10

Reference: M.B.Hossain, MLAF .Jalal, B.A.Benson, C.L.Bames,
D.van der Helm (1987) JAm.Chem.Soc. 1094948
Formula: Caq Hay g Mg O42,0.75(C5 Hy Nq),7(Hz Og)
Compound Name: MNeocoprogen | acetonifrile solvate hepiahydrate
Synonym: Femic isotriomicin acetonifrile solvate heptahydrate
Space Group: P21 Cedl: a B8583(12) b 28330440) ¢ 36.840¢40)
Space Group No.: 18 A, o 90.00 B 9000 ¥ 90.00
R-Factor (%) 10.20 TemperaturefK): 138 Density{g/em?): 1332
o]
NH Hz0
NH
Q HiC: CN
N—0Q -—N
\VAD o
Q Fe a
CHs / \
4] 8] CHs
o \
(]
aH
NH
Meco—
COYRIR
Reference: K_Suguna, S.Ramakumar, R.Nagaraj, P Balaram (1985)
Acta Crystallogr., Sect. C-Cryst. Strucf. Commun. 41,284
Formula: CyaHigMa O
Compound Name: Cyclo{o-amino-isobutyryl-L-phemytalanyl)
Synonym: Cyclic peptide (2 residues): AIB-PHE-
Space Group: P21 Gall: a 9646(4) b 6.133(3) ¢ 10757(6)
Space Group No.: 4 A7) « 90.00 B 101.97(4) v 90.00
R-Factor (%a): 6.50 Temperature(K): 295  Densityfgiem3): 1239
HsC NH
CHzFh
H.C NH



CSEHSM
Reference: M.Cotrait, M.Ptak (1978)
Acta Crystallogr, Sect B:Struct Crysfallogr Crysf. Chem. 34,528

Formuia: Cy Hiz Ny Oty Oy

Compound Name: CyclofL-seryl-L-histidyl) monchydrate

Synomnym: Cyclic peptide (2 residues): SER-HIS-

Space Group: P21I2121  Gall: a B162(3) b 23191(7) ¢ S5.756(4)

Space Group No.: 19 A, o 90,00 Eu 90.00 ¥ 90.00

R-Factor (%): 360 Temperature(i): 295  Densityjg/cm’): 1477

NH
0
HO NH N
NH
HaD
0]
CYSESE
Reference; G.G.Fava, M.F Belicchi, R Marchelli, A Dossena (1981)
Acta Crystaliogr. Sect B:Struct Crystallogr. Cryst.Chem. 37,625
Formula: Cg Hyp Mo O
Compound Name: Cyclo|L-seryl-L-seryl)
Synormym: Cyclic peptide (2 residues). SER-SER-
Space Group: P2I2121  Call: a 11.096(2) b T.787(1) ¢ B.533(1)
Space Group No.: 19 A9 a 90,00 |3 90.00 Y 90.00
R-Factor (%) 530 Temperature(K): 295  Density(g’cm3): 1563
(v]

HO NH: QH

CYLCYS

Reference: H.-C.Mez (1974} Cryst Struct. Commun. 3,657

Formuia: CgHg N3 03 55,05 Ha Oy

Compound Name: Cyclo-L-cysiine acefic acid solvate

Synonym: Cyclic peplide (2 residues): CYS-CY5-

Space Group: P212121  Caell: a 9387 b 6149 ¢ 20263

Space Group No.: 19 A7) o 9000 B 90.00 ¥ 90.00

R-Factor (%a): 13.00 TemperaturefK): 295  Density{gicm3):  1.501

q
0
NH
HOOC CH4
NH
Q
S
CYSESEO1
Reference; KL Varughese, G Kartha (1979) ACA, Ser.2 7,25a
Formula: CgHig N2 Oy
Compound Name: Cyelo(L-seryl-L-seryl)
Synonym: Cyclic peptide (2 residues): SER-SER-
Space Group: F212121  Call: a 71076 b &531 ¢ 11076
Space Group No.: 19 iA,n o 90.00 B 9000 ¥ 90.00
R-Factor (%3): 440 TemperaturefK): 295  Density(g/cm3): 1574
0] NH
CH oy OH
HO CH2

NH 0



DAJJED
Refarence: RLG.Kostyanovsky, ¥.|.Elnatanov, O.N.Krutius,
|.I.Chervin, F_A Lyssenko (1998) Mendslesy Commum. 228
Formula: CyzHyg Mo Og
Compound Name: {+-}-Diethyl 2 5-diaza-3 E-dioxobicyclo(2 2 Zjoctane-1 4-dicarboxylate
Space Group: P21in Call: a 10.18%(2) b S556T(1) c 24.114(5)
Space Group No.: 14 (4,9 o 90,00 B 9539(2) ¢y 9000
R-Factor (%): 545 Temperature{K): 295  Densityjgem3): 1.386
0
Et
CH /
0 0
NH
NH
\\\\\\ 0
i / \O

Et

DAJJEDO1

Refarence:

Formuia:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%3):

NH

K_A Lyssenko, D.A Lenev, R.G.Kostyanovsky (2002)
Tefrahedron 58,8525

CiaHig N2 g
(+HDiethyl 2 S-diazabicyclo(2 2 2)jociane-3 6-dione-1 4-dicarbooylate

P21in Gall: a 1011832y b G556T(1) ¢ 24.114(5)
14 A% o 50.00 B 9539(2) v 90.00
545 Tempersture(K): 293  Density(glem3): 1.386
COOQEt
CH2
/
NH
COOEt o



DAWSUP DAWSUPO1

Reference: K.H.Ongania, G.Granczzl, V Busetti, M.Casarin, D Ajo Reference: D.A Clemente (2003) Teirshedron 59,8445
{1985) Tefrahedron 41,2015
Formula: CE— Hﬁ Ng 02

Formuda: C MNs Oy
aHaN2 O Compound Name: 3 B-Dimethylene-piperazine-2,5-dione

Compound Name: 3,6-Dimethylens-piperazine-2, S-dione

Synonym: Cyclo-bis{dehydro-alanyl); Cyclic peptide (2 residues): ALA*-ALA*-
Synonym: Cyclo-bis{dehydro-alanyl); Cyclic peplide (2 residues) ALA™-ALA*

Space Group: P21k Cell: a 4570(3y b 138174 e 5261(3)
Space Group: P21 Cadl: a 5261(3) b 1361T4) ¢ 4.570(3) Space Group No.: 14 A2 o 90.00 f10p458(5) vy 9000
Space Group No.: 4 A o 90.00 B 104.58(5) ¢ 90.00

R-Factor (%a): 781 TemperaturefK): 293 Density(gicm3): 1448
R-Factor (%s): 710 Temperature(K): 295 Density{gicm3): 1448

CHa
CH>
0]
O
NH NH
NH W
O 0

CH>» CHs



DESXOO

Raference:

Formuta:

Compound Name:

Synomym:

Space Group:
Space Group No.:

R-Factor (%a):

Ph

DIKPIP

D Ajo, M.Casarn, R.Beroncello, V. Busstti, Reforence:
H.C.J.Ottenheijm, R.Plate (1985) Tefrahedron 41,5543
Formula:
Cig Hyg N2 O
Compound Name:
3 B-bis{Phenymethylens)-piperazine-2, S-dione
Cyclo-bis{dehydrophenylakanine); Space Group:
Cyclic peptide (2 residues): PHE*-PHE"- Space Group No.:
Cdc  Cal: 8 407740) b 62372 ¢ 17.73(3) ReFactor (%):
15 (A, o 90.00 PB107.7E(S) ¢ 90.00
6.10 Temperature(K): 295 Density{giomd): 1347
NH
Ph
0
NH

K_Lonsdale (1961} Acta Crystaliogr. ;14,37

C_q Hﬁ N2 02

Dikeiopiperazine

P21ia Cedl: a 5228 b 11554 ¢ 3980
14 4,5 o 90.00 B 9793 ¥ 90.00
0.00 TemperaturefK): 295 Density(g/iom?):  1.591

O



DIKPIPO1

Refarence:

Formuda:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

R.Degeilh, R.E Marsh (1959) Acta Crystallogr. 12,1007

Cq Hg Nz O3

Diketopiperazine

P21ia Cell: a 52282) b 11554(2) ¢ 3980(2)
14 (A% o 90.00 p orse2y vy 92000
7.2 Temperature{K): 295 Densityfo/cm3):  1.592

O

DIKPIPO2

Reference:

Formuila:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

T.R.Sarangarajan, K_Panchanatheswaran, J.M_Low,
C.Glidewell (2005) Acta Crysfaliogr., Sect C. Cryst. Struct. Commun. 81,

o118
C,' Hﬁ N: 02

2 5-Piperazinedions

P21ic Cadl: a 3897(1) b 11527330 ¢ 51592)

14 A% o 950.00 B 9646(2) vy 90.00

6.70 Temperature(K): 120 Density(giem?):  1.646
0

NH



DIKPIPO3

Refarence:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

Monappa, K.Ahenen, M.Lahtinen, E Kolehmainen (2011)
Green Chemisiry 13,1203

CaHg Nz Oy
Piperazine-2, 5-dione

P21l Cell: a
4 (4,7

367 Temperature{K): 123  Densitylgicm?): 164

3.9050)
o 90.00

b 11585(1) c S5.188(0)
B 9646(0) y 90.00

DIKSIZ
Reference:

Formula:

Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%a):

NH
@CH2 CH
N

¥ Kojima, T.Yamashita, S.Nishide, K. Hirotsu, T Higuchi
(1985) Bull Chem.Soc.Jpn. 58,409

Ciz Hig Ny 02,2.5(H; Oy}
Cyclo-(L-histidyl-L-histidyl) hydrate
Cyclic peptide (2 residues): HIS-HIS-

P21212  Ceil: a 19.910(10) b 12660(10) ¢ 6.163(3)
18 A, o« 90,00 B 9000 T 90.00
540 Temperature{K): 295  Density(g/emr): 1.385
Hz0
Q

NH NH

NH



DITBAM

Referance:

Formuia:
Compound Name:
Synonym:

Space Group:
Space Group No.:
R-Factor (%):

War War May Zin, S Buttachon, T_Dethoup, J A Pereira,

L.Gales, Angela Inacio, P.M.Cosia, M.Les, N_Sekerogiu, A M.5 Siva,
MM.M.Pinto, A Kijioa (2017) Phytochemistry 141,88

CqgH1g Nz Oy
3H[(1H-indol-3-yIjmethyl]-6-isopropyipiperazine-2 S-dione

(115, 14R)cycloftryptophylvalyl); Cydlic peptide (2 residues): TRP-VAL-

P21 Cell: a G103} b 13427(0) ¢ 9477(0)
4 (A5 o 90.00 [ 10546(0) y 90.00
3.14 Temperature(K): 293  Density(grem®): 1256

iPr

DKPSAL

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%s):

G Kariha, K.1.Varughese (1978)
Acta Crystallogr., Sect A-Cryst Phys. Diffr,, Theor Crystallogr. ;34,580

Cy Hy N 02.2(C7 Hy O3)

Piperazine-2 S-dicne bis{salicylic acid)

P21a Cedl: a 18.550 b 5480 ¢ 8790
14 A5 o« 90.00 B 10430 T 90.00
0.00 Temperature{K): 295  Densify{gicm3): 1497
NH 0
COCH
MH
COH



DKPSAL10
Reference: K. Varughese, G.Kartha (1982)
Acta Crysfallogr., Sect B:Struct. Crysfaliogr. Cryst. Chem. 38,301
Formuta: Cy Ha N 09,2(C7 Hg Oa)
Compound Name: Piperazine-2, 5-dione bis(salicylic acid)
Space Group: P21la Cedl: & 18.520(10) b 5455(5) ¢ 8.747(8)
Space Group No.: 14 A9 a 90.00 p104.284) y 9000
R-Factor (*a): 410 Temperature(K): 295 Density{gfcm3): 1.507
MH o]
MH COCH
aH
DOGQEV
Reference: LG Kostyanovsky, K4 Lyssenko, DA Lenev (1939)
Mendsieey Commun. 154
Formula: C14 HED Ng OE.|C12 Hlf— NZ Og_
Compound Name: Diethyl 2,5-diazabicyclo(2.2.2)octane-3,6-dione-1 4-carboxylate dipropyl
2 S-diazabicycio(2 2 2)ectane-3, B-dione-1 4-carbonylate

Space Group: P21 Cell: a 1001997} b 5.597(3) e 25.107(15)

Space Group No.: 4 A9 o 90.00 B 95.96(3) y 90.00

R-Factor (%) 781 Temperature{K): 153 Densityig/emd):  1.390

/

(0]

o]

0 Et 9
A Et
CH ) 0 CHy ~
O 0
NH NH
NH
0
0 0

Et

DLALGL

Formula:
Compound Name:

Synonym:
Space Group:
Space Group No.:

RFactor {%):

DOGQEV01
Referance:

Formula:
Compound Name:

Space Group:
Space Group No.:

R-Factor (%a):

Q
NH

o]

NH

o Et
CH ) 0 CHa
0

T.Srikrishnan, P.K_5.Gupta, R Parthasarathy {1977)
ACA,Ser.2 5,34a

Cs Hg Mo Oy
Cyclo{DL-alanyl-glycyl)

Cyclic peptide (2 residues) ALA-GLY-

Pc Cedl: a 11460(3) b BI26(2) ¢ 11.57714)
7 A5 o« 590.00 B13z522z) y 90.00
7.60 Temperatura(K): 295  Density(g/cm?): 1421

NH

CHs

K_& Lyssenko, D.A Lenev, R.G.Kostyanovsky (2002)
Tefrahedron 58,8525
C1a Hap M2 05,Cq2 Hig Np O

(+)-Diethyl 2,5-diazabicyclo(2.2.2)octane-3,6-dione-1 4-carboxylate (-4
di-n-propyl 2, S-diazabicycloi2 2 Zjoctane-3 B-dione-1 4-carboocylate

P21 Cell: a 10.199(7) b 559730 e 25.107(15)
4 (A% o 90.00 B 95.96(5) 7 90.00
761 Temperature(K): 153 Density(gicmd):  1.390

COOEt

NH NH

NH

COOEt

Et



DOGQIZ

Space Group:
Spaca Group No.:

R-Facror (%)

NH

DOGALUL

Space Group:
Space Group No.:

R-Factor %):

\

NH

FLG Kostyanoveky, B8 Lyssenie, DA Leney (1999)
Wengeisey Cammun. 154

I:12 H15 N] DE

[ARARH-Diethy! 2 5-dlazabicycia[2. 2. 2joctane- 3, 6-done-1,4-
camanylats

P21 Call @ SE33 b 9808[) ¢ 25TTIHI0)
13 A o 5000 B =000 T 90.00
6.15 Tempersiurs(K): 153 Densiyjgiem?): 1338
COCEt
CHa
NH
COQEL
o

RLG Kostyanoveky, YL EFmatanow, O N_Knus,
K_A Lysgenin, |1.Chenvin, D_ALenev (1099) Mendsieey Commu , 109

Cg Hg Ny 0, 20H; 0y

[1R.4R}H-}2 5-Diazabicysio(2 2.2 joctane-3 5-tione-1,4-dcarbauyle acd
diyirate

P21 Cail: a EETIE b 112803 ¢ 7612
F K] o 50.00 B s38@) v 9000
ERT Temperature(K): 205  Densimyjpemd): 1587

CO0OH
CHz

NH

H: 0
COaH
Q

DOGAIZ0
Rafsrancs:

[Formia:

1

Compound Nams:

Space Group:

Space Group No.:

R-Factor {%):

MH

DOGAULM

Refaramis:

Fommufa:

Compound Nams:

Space Group:
Space Group MNo.:

R-Faetor %):

NH

\

KA Lyscenin, DA Lenay, G Kostyanowsty [2002)
Tetrmhagron 58 3525

C12 H16 N: DE

{ IR H--Diethy! 2 S diarabicyeiol? 2. 2joctane-3 6-done-1.4-
carbarylale

P22 ol a GE53M(3) b 99084) ¢ 2577I(I0)
13 A o 50.00 B som T 9000
.15 Temperature(K}: 153  Densdyjgiom?): 1336

CCOEt
CHz
f,f
mH
COOEL
o)

WA Lyssenko, DA Leney, RLG Kostyanovsiy [2002)
Tetrahadion 58,5525

g Hy Ny 0 20H; 0y)

| IRLAR -2, 5-Diarabicyriod? 2. 7)octane-3,6-fione-1 4-icarbaxylic
acid dihydrate

P21 Call: a BETI3) b 112803 ¢ TIEN2)
4 A o 5000 B osasm oy o000
31 Tomperature(K): 233 Densmyjgiemd): 1557
QoH
CHz
NH

20

COOH



DOGSIB

Refarance: R.G.Kostyanawvsky, YL ETnatanoy, ON.Knadus,
F A Lysssniko, |1L.Chenin, DA Leney [1993) Mandeiesy Commun 108
Foimufa: CgHy Ny 0 2H- 0y
Compound Name:  [+-)2,5-Diazabicyrio)2.2. T j0ckans-3,6-done-1 A-glcaranylic acid
diyarate
Space Group: PZ1im Call: a 88004} b 11590@3) e 10.L0M(Z)
Space Group No.: 14 A9 o 8000 B 92933 ¥ 9000
R-Facror (%): 419 TemperatursK): 135  Densmyjgemd): 1538
CO0OH
CHz
NH
/ H;0
NH
COQH
Q
DONGQOOD
Refaramce: S R.MNainl, FA Latancette, 0.Goriova,
K.V_3 Ramakrishna, Jhllu Singh Yaday, Subramania Ranganathan
[2014] Bur.J. Cvg. Chem. 7015
Formufa: Coxp Hag g 0,04 54 }.![015 Hag Ny 1":-
Compound Name:  Tetra-n-butyiammonium sufate 1.1-{[3,E-dompiperazine-2,5-dyi]
mits e ylens |joks 3-(3-nmropheny fjurss)
Space Group: P21 Cail: @ 00430} b 163450) ¢ 18.182(0)
Space Group No.: £ A9 o 5000 BioE30m v 90.00
R-Factor (3%): 7.50 Temperature(K): 100  Densimyjgiem?): 1247
0N,
Et] B 0, _NH
t 0—30
"%\/ . 3 *ar’
MH
NH'({G
| |
o MH
qH
PN
n;ub

DOGSIB0Y
Refarancs: KA LyBEenin, 0.4 Leney, FLG. KOstyanovety [2002)
Teirahedron 58,8525
Fomuia: g Hy Ny O 2H, 0,
Compound Name: |+ -2 5-Diazabicyclof2 2 Zjoctane-3,6-dione-1 £-dcarboxyllc 2okl
dhyarate
Space Group: FIIR Celt @ BOO0E D 1158003 e 10.200Z)
Space Group Mo 14 A @ o000 B S2SI v 9000
R-Fattor [%): 419 Tempsrature{K): 223  Densiyjgiomd): 1538
Q0H
CHz
MH
/ R0
MH
COOH
o]
DONQUU
Rafaramse: S R.Nainl, FLA Laiancette, O.Goriowa,
¥.V_3 Ramakrishna, Jilk Singh Yaday, Subramania Ranganathan
{2014) Eur..l Org.Chem. 7015
Formuia: Cyg Hag Ny Og 5204 34 Z.0250Hy 040210 Hag Ny 1)
Compound Nams:  bis[ieTa-n-butylammenium) 1,1'+{[3 f-diconplparazine-2,5-diyi)
il iyl s 3 4-niraphenyThiourea]) sukate hydraiz
Space Group: P21 Call: 3 f0.24900) b 198610 © 58.509(0)
Space Group Moo 4 A a S0O00 B SREED) 7 8000
R-Factor (%): 750 Tempsrature(k): 100  Densayjgiemd): 1251
o
W
4
OxM
MH

’r

Q
M
KH NH - Nz
5
5
M
s

H; 05—0



DUZDUX DUZDUXM

Refarence: M.Gaaniec, B.Lberek [1385) Reforoncs: M Kurbask, 5.Semenrg, Ana Garcia, 5K, EParil,
Acta Crysiabogr., Sect C-Cryst.3ivct Commun. 42,1343 C Deganes, fDe Zorzl, 5 Marchesan [2019) Synthesis 51,2529
Formuia: CyaHyg N2 Oy Fomuia: €yqHya Ny Oy
Compound Name:  Cycio-{L-phenylalanyHL-prenyiatany) Compound Name: 3 G-glbenzylpiperazing-2 S-giong
Synonym: 3,5-Dibenzy-2 S-plperazinedions; Synonym: Cyclo-{L-phenylalanyi-L-phenylalanyl);
Cyclic peptide (2 residues): PHE-PHE- Cyclic pephide [2 residues) PHE-PFIE-
Space Group: PIH2  Cell: & E4811) b I03B0R) ¢ 23705\ Space Group: P21212  Coll: a 10370(2) b 3MNE) ¢ 6.15001)
Space Group No.: 18 {AH o 90.00 B ooon T 9000 Space Group Mo.: 18 (A o 5000 B w000 T 9000
R-Factor (%) 520 TemperstursfK): 295  Densimyjgiemd): 1281 R-Factor [%): 5.0 Temperaure{K): 100  Densiyjgiemd): 1313
0 CFsFh
PhCH: e
HH H
MH
e
CHzFh
[+]
Q Ck3Fh
EBEQOU EBECQUA
Raferancae: ¥ingeia Lan, ¥1 Zou, Tingting Huang, Xiaazheng Wang, Referancs: ¥ingeia Lan, ¥1 Zow, Tingtng Huang, Xiaozheng Wang,
N.L.Brock, Zinin Deng, Shuangun Lin (2016] Sol Ching. Cham. 53, M.L.Erock, Zvin Deng. Shuangjun IJn [2016) 3. Civna. Chem. 59,
1224 1224
Formula: Cyg Hyg Ny Oy Formula: €y Hig My Oy 5y
Compound Name: 3+ 1-{3-hydnoey-2-com-2, 3-diydro-1H-ndok- 3-4Tjethyi -6 Compound Name: 3+ 1-[3-hydrouy-2-0u0-2, 3-diyro-1H-ndo-3-yTjethyi -5
methylenepiperazing-2,5-dione |imeyleaiTanylmethyTipiperazine-2 5-dlone
Space Group: PRI2121  Call: @ 54440y b 12275[0) ¢ 210230 Space Group: P2 Call: @ BAMD) b 1044%D0) ¢ 10:230[0)
Space Group No.: 19 [LE] o 90.00 B =000 T 90.00 Space Group No.: 4 L] o 590.00 BiDESHD) 7 9000
R-Facior [%): 250 TemperaforefK): 100  Densimyjgiem?): 1.425 R-Facior [%): 726 Tempersture{K): 2% Densiyjgiem?): 1.3as
(=]
]
CH 2
.1
HiT BH o CEa

HC =]



EBIZUK

Foimufa:

Compound Mame:
Synomym:
Space Group:

Space Group No.:
R-Facror (K]

OMe

EBOBEC

[Formeuia:
Compound Name:
Synonym:

Shace Croup Ho.:
R-Facor (%)

Br

OMe

L. Wulams, B_Jagadish, k.G, Larsdown, MO Canducel,
E.AMzh (1993) Teranedrn 55,14301

G Hyz BTy Ny O

[FLZ-Cycio(phenyialany!-{2-aming-£-brom- T-methaiyindan-2-
carnaylic acid))

Cyclic peptide (2 recidues) PHE-GLY "

P21 Cail: @ 10EN0; b S086[0) ¢ 137350
4 [LE o 90.00 B w4xm v o000
L85 Temperaturefi): 235  Densmyjgiemd): 1436
Q
NH
CH;Fh
NH
Q

L.JWmlams, B Jagadich, M.G.Lanstown, M.D.Canducsl,
E.A Miah (1990) Tefrmtedmn 55,14301

Loy Hag Bry M3 0,
M-y o5 (2-amna-t-trama-T-methauyndan-2-camanyilc o))

Cyclic peptide 2 residues) SLY-GLY™

PN Cell: a BIIN) b E103[1) ¢ 21736
14 LK o 5000 B o725[0) < 9000
513 TemperafursfK): 205  Densimyjgemd): 153
OMe
[0}
KH
MH
a
Br

EBOBAY

Rafarams:

Foimaia:
Compound Mams:

Synonym:
Space Group:
Spaca Group No.:

R-Factor [%):

Br

OMe

Compound Nams:

Symonym:

Spacs Group:
Space Group Mo.:

R-Factor %):

CMe

Br

L. iams, B.Jaganisn, 6LG Lansdown, D) Canduce),
£ AMizsh (1209) Terahecron 55,14301

CanHyg Bry Ny Oy

5,5 -Cyclo|phenylaany-2-amino-4-brome- T-methoxyindan-2-
carnoyllc ac))

Cyelic peptide [2 FReiues) PHE-GLY"-

P21 cal: @ 1401} b EDES1) ¢ 134752
4 A o 8000 B ooaoyn ¥ 9000
238 Temperstura{K): 225  Denstyjgiemd): 1420

CHFR

L.L'Wiilams. B.Jagadiss, bLG.Lansdown, k0. Candusel,
A Mash (1209) Telrahecron 55,14301

CpHy B N, O,
rac-Cyninfbis(2-amino-4-broma-T-methoxyindan-2-cartoaylc 2cid))

Cyclic pephde (2 recidues) GLY-GLY"-

P2im Cal: a B0} b EVIED e MITE
14 ) o 00.00 B oramO) ¥ o000
556 Tempsrature{K): 225  Densmyjgiemd): 1525
OMe
0
KH
NH
a
Er



EBOBOM EBOCAZ

Rafaranca: L2 \Wllams, B_Jagadish, MG Lansdown, 8D Canduce], Refarance: L. llame, B.Jagadish, 3R Lyon, RLA Kloster,
E.AMash [1399) Terahadon 55, 14301 Bl.D.Carducc], EAMEsh [ 1939) Teratedon 55, 14281
Formufa: Cgp Hag By Ny Oy Fomufa: Cpq Hog Ny Oy
Compound Name: |35 }-Cycio[bis/2-aming-£-bromo-T-metharyindan-2-carbaxylke ackd]) Compound Nams:  Cyclojbls!2-aming-5 S-simethylindan-2-carboxyile ackd])
Synomym: Cyclic peplide (2 residues) GLY-GLY™- Symorym: Cyclic pepbide [2 resifuet) GLY"-GLY"-
Space Group: c2 Cail: 3 MIEWD) b EA0D) e 242680 Space Group: cak Cell: a 29041(2) b SENT) e 11.620[1)
Space Group No.: 5 A o 8000 P10333M v 90.00 Space Group Moo 15 Az o 50.00 B103SE v o000
R-Faeror [%): 708 Tempersturef): 235  Denshyjgemd): 1827 R-Faetor [%): 520 Tempsratura(K): 223  Densayjgiemd): 1255
OMe Ohe
G I:l
HsC CHs
N
KH
NH
NE HsC CHs
o
]
Br Er
EBOCED EBOCIH
Rafaramza: L1 '%mllams, B_Jagadish, 3R Lyon, R_A Kloster, Rafarancs: L. Wllams, B.Jagadisn, 5.5 Lyon, RA Kioster,
W.D.Carducc], E.AMEsh (1999) Tefahadmon 55,14281 M. D.Carduccl, EAMash [ 1999) Teatedmon 55, 14281
Formuia: € Hag My O Formuia: CpaHo My Oy
Compound Name:  Cycho[bis|2-aming-2, T-dimethexyingan-2-carbexyle ackl)) Compoand Name:  Cycho|[2-aming-S S-dmenyindan-2-carboyle acdH2-
aminaindancartonylc acid))
Synomym: Cyelic peptide (2 residues) GLY-GLY™
Synonym: Cyelic pephide (2 residues) GLY"-GLY"-
Space Group: 2 Cail: 3 73840 b BAE3[1) e 157I5(1) ) )
Space Goup No: 5 K] a 5000 BD5S&(N) 7 9000 Space Group: P2l Call: @ f0SE4(1) b 100NN e 30BE
Space Group Mo.: 14 A o 90.00 P oorexm 7 9000
R-Facror (%] 4,00 TemparatorefK): 233 .II|vBI'll-5.I:I]I'|'g.l'£:1'l'|-a 1.313
Pe 4 } R-Factor [%): 509 Temperature{K): 285  Densiyjgemd): 1237
OMe OMe
D
o] CHz
KH
KH
NH
NH CHy
4]
0
OMe OMe
EBOCON EBOCUT
Rafaranca: L.L'#miame, B.Jagadish, 3R Lyon, F.A Kosler, Refarancs: L.L'#liams, B.Jagadish, 3.R Lyon, RLA Kloster,
M.D.Carducsl, E_A Mach (1993) Tershedmn 55, 14281 M.D.Carducsl, EA Mash [ 1923] Telrahedmn 55,14281
Formura: Cy; Hyp Ny Oy Formuia: CpHog Ny Oy
Compound Name:  Cyclofi2-aming-4, T-dimethowyindan-2-carbaxyllc ackd){2-amincindan-2- Compound Nams:  Cych[2-aming-4, T-dimethonyindan-2-carboxylk: ackd)[2-aming-5,5-
carbonylic ack]) dimesyindan-2-carbeaylc acid))
Synonym: Cyeli: pepbide (2 residugs): GLY™-GLY - Synonym: Cyelle peptide 2 residues): GLY"-GLY™
Space Group: P21 Cail: # BAZYD) b EAS4D) © 17.624(2) Space Group: F2im Call: a 17371 b EDEND) ¢ 193327
Space Group No: £ LR o 90.00 B 965480 7 o000 Space Group No.: 14 A o 90.00 BID14S ¥ o000
R-Facior [%): 7.33 Temperatursfk): 235  Densimyjglem?): 1.385 R-Factor [%): 5.59 Temperature(k): 235 Densityglem?): 1353
ONe OMe
o o
CHa
&H NH
NH N
CHa
Q
aQ
OMe

ONe



FECVUF

Compound Nama:

Space Group:
Space Group No.:

R-Facror {%):

MHz

FEFMIO

Space Group:
Space Group No.:

R-Factor [%):

D.ALeney, KA Lyssznks, RLG.Kostyanoveky (2004]
uengaisey Commun. 312

CyHyg Ny =0 H Ny O 2

PiperidnedHum [13,45H+)-2 S-dlazra-3, f-dloxabloyclof2 2 Zjoctane-1, 4-
dicarborylats

F21211 Gl # BB1A1) b 10391[2) & 18.5194)
19 LK @ 59000 B =oo0 T 90,00
am TemperatorsfK): 203 Densmyjgemd): 1.520
A coo
) Ekz 0
HH
NH
coo
o
ABagaria, 5 Ramakumar, M.Gupt, V.5.Chauhan (2005)
Acta Crysiadogr., Sect COTyst. 3wt Commun. §1,0174
CysHyz Nz g
3enzyikdene-E-sobutyipiperazine-2 S-dlone
Eyi0{L-leucyl-e, f-denydrophenmylaanyl)
Cyelic peptide (2 residues) LEL-PHE -
P Cal: @ EI230) b 95S[0) ¢ 12.543(0)
1 LK o E334N) P TEDSD) 7 TOADD)
450 TempersiorefK): 293  Densmyjglem?): 1228
o
MH Fh
NH

FECWAM

Refarence:

Formufa:

Compound Name:

Space Group:
Space Group Mo.:

R-Faetor {%):

A
T

FEFQOX

Refarancs:
Formaia:

Compound Nams:

Space Group:
Space Group No.:

R-Factor [%):

NH

coo

DA Leney, KA Lyssenio, R Kostyanovekya [2004]
Mengaizey Comman, 312

CgHyg My 20y Hg Ny O 214, Oy

(IR H--Mammenlocycionexane (1R, 4RH-12 5-daza-3,6-
dicwobicyciol2 2 2joctane-1, 4-dicarbarylate monohydrate

P2IZIZ Call: @ 103800} b 1211 e 12.098(1)
13 A o 50.00 B =000 T 8000
E¥T Temperaiure(K): 120  Densiyjgemd): 1455

coo
NH3
WH
NH3
o
Halr

DA Lenev, KA Lyseenio, RG. Kostyanovsky [2004]
Mengeisey Commun, 312

CyHyg My g Hg Ny O &

PipendinedHam re-{+-2.5-diaza-3, 5-dlorcbicycio[2.2.7joctans-1,4-
dicarbaylaie

ce Coll: & TOAT1) b 0SS e 183833
15 Az o 00.00 B ooiTyD) 7 o000
550 Tempsrsture(k): 120 Densmyjglemd): 1531

coo .
MHz
NH
WH
coo
3]



FEPFOV

Refarance: J.3ymersky, ¥_Blaha, v Langer (1987)
Acta Crystalagr. Sect CoCTystmuct Commun. 43,303

Formufa: CgHyy Ny Oy

Compound Name: (85 -B-Hydronymethy-6,9-dazaspird . 5)dscane-7,10-d0ione

Synonym: Cyclic peptida 2 residues) GLY-SER-

Space Group: PZ12121 Gl # TAITE) b MAETS) & 624

Space Group No.: 13 A o 50.00 B om0 T 90.00

R-Facior [%): 8.3 TemperaturefK): 295  Densimyjgem3): 1.405

o]
MH
CH
NH
o]
FOHDIS
Rafarance: MKurbaskc, S.Semerara, Ana Garcl, 3.Kml|, E.Parkl,
C.Ceganut, RDe Zorz, 5 Manchesan (2019 Symthesis 51,2529
Formula: CigHyp Ny Oy
Compound Name: Fbenzyi-5-{4-nlrophenylmethylpiperazine-2 S-dions
Synomym: Cyclic peptide (2 recidues) PHE-PHE ™
Space Group: P21 ol # 16633 b E200[1) ¢ J0DL10()
Space Group Ne: £ A9 o 50.00 B ooz 7 90.00
B-Factor (%) 13.23 Tempersturef®): 100  Densiyjgiemd): 1235
CHzPh
o

FICLOV

Refaramis:

Formaia:
Compound Name:

Space Group:
Spacs Group No.:
R-Factor [%):

O

NH

HaC

FUPDUP
Referance:
Formuia:
Compound Nams:

Symonym:

Space Group:
Space Group No.:

R-Factor (%)

COOH

T.R Hodges, N.M.Eanjamin, 5.F artin [2018)
Teirahedon 74,3329

CypHag Ng 03,0, H; Oz
] T-Denzy TR0 1", 20RO 1H 3 H-3,3-EIna0ie]- 3-y1)

metnyikiene}-3-{ 1H-Rooi-3-yi-3-methyipiperazne-2,5-done eyl
acete solvae

P Call: a I0742(1) b 1247%7) © 12.837(1)
2 A o 86BN} P TOEAD) 1 87.36(0)
208 Temperature(K): 223  Denstyjgems): 1337

Q
HsC CHzPh
—CO0Et

C H.Gomitz | 19687) Ads Cham Scand. 41,53
CrHipNz 0y
cycioL-Aspartyl-L-alamyl

{3,6-Diloun-5-methyl-2-piperazinyl mcets acd;
Cyclic peptde (2 residues) ASP-ALA-

P21 Cal: & TETYI b EESND) e &151[1)
4 A @ 50.00 B o5 v o0OD
320 Temperature{K): 120  Densityjgiemd): 13543

MNH CHs

NH Q



GANJIQ

Compound Name:
Space Group:
Space Group No.:
R-Factor (X):

P

o

GEJCOO

Compound Name:
Synomym:

Space Group:
Space Group No.:
R-Factor (%):

CHz

GEBVEQ
T.Govindaraj, M Fandecswar, K.Jayamamul, G.Jalparia, Rafarence: ¥.¥amazakl, M.3umikura, ¥ .Masuda, ¥ Hayashl H.Yasul,
H.S Atreya [2011) Suprawmal Chem. X3 487 ¥ Klso, T.Chinen, T.Usul, F_Yakushil, B Pafis, 5 Newsboom,
B Pailadino, G.& Lioyd, Y Hayashl [2012] Bioorg.bed. Chem. 20 4279
CygHyyMa 05
Formuia: Ciag Hag Ne O
3,5-Diphenypiperazine-2 S-dlne
Compound Name:  3-{3-Benzoyibenzylidens|-S-{(5-t-butyi- 1--midazokd-ymetyiang)
plperazine-2, 5-dlone
Pheca Cail: a 10420y b E205[0) e 15.57E(1]
&1 A a 5000 B s0o0 T 8000
Space Group: B2k Call: a 77090 b IDSTND) e 26715(2)
383 TempersturefK): 233 Densiyjglem?): 1.366 Space Group No.: 14 A o 50.00 B sasn v 9000
B-Factor (%) 329 Temperature{K): 20  Densdyjgemd): 1332
M
NH 0
N
Eu
-
= o
NH b
CFh
GESXOT
C.H.Goroitz, LM Hartvikzen (2006) Rafarancs: ¥_Yamazakl, K. Tanaka, B Micholson, G.0eyanat-Yazl,

Acta Crystadogr., Sect E-Struct Rep.Onine 62,00358

c12 H:Z NZ I}J
[35,65-3,5-bi{[3 | Sec-butyTpiperazine-2.5-done
eycin{L-sokucyHL -soieucyl]; Cyclic peptide (2 residues): ILE-ILE-

212121
13

361

NH

Cail: a E24m)

A o 50.00
Temperaturefk): 105
Q
NH
8]

B.Pofis, T.Yoshida, A.Cda, T.KEagawa, &.0rkasa, ¥ .Ks0, H.¥Yasul,

M Akamatsu, T.Chinen, T.Usul, Y Shinozakl, FYakushil BR Miler,
3 Mewieboom, M.Palizdng, K Kanoh, GK Lisyd, ¥ Hayashi (2012)
J.Med Chem. 55,1056

Formua: C4g Hag Mg 02,04 Hy Oy

Compound Nams:  3-Benzylidene-6-{5--bufyl-1H-midazohL-y methylens piperazine 2,5
dione metanol soivate

b 1DE14[15) ¢ 19.780(30)

B saoo T 80,00 Synonym: FOE Chemical Component code: FNS
Densmyjgiemd): 1125
¥ Space Group: P2k Call: # MEI52) b 68T ¢ 1BB5I[)
Space Group No.: 14 L] o 50.00 Bi2sssD) v o000
R-Factor [%): 646 Tempsrature(K): %0  Densiyjgiemd): 1301
o
HO——CH,
Ph

CHz

1Bu



GESXOTM

Refarance: Zhongpeng Ding, Hejuan Cheng, Shixiao Wang,
¥ingwed How, Jianchan Zhae, Huashl Guan, Wenbao LI (2047
Bloorg.Med.Chem Lett 37,1216
Formufa: €y Hys Dy N D2,C4 Hy Oy
Compound Name:  3-benzyikdene—-{i5--buty- 1H-midazni-d-yijdeuteromethyiene)
pp=razine-2,5-tlone methanci savate
Space Group: FZIm Csl: & WEIND b TOBD e 1607101
Space Group No: 14 A a 5000 BIOESEM) Y 9000
R-Facror [%): 576 Temperatursfk): 233  Densiyjgemd): 1258
o
HO——CHs
Ph NH Nf\
NH
NH
{Bu
g D
GEWYEM
Refarsnce:  Subramaniam, Kys-Wang Lee, RLG.Gavey,
PLE Hoggard (1355) Poyhadron 7,523
Foemuia: LM,y O, Ny O 0, Hy Ny DK, 1+2H,0,)
Compound Name:  Potassum bis(gyicyigycinato-SUN, O -chromium I} plperazine-2 5
dione dihpdrate
Space Group: PR Cel: @ 103644) D 12333E ¢ 146307
Spaca Group No: 14 (AM @000 BioTasd) v o000
B-Facror [%): 520 Tempersturefi): 235 Densimyjgiem’): 1702

/>

"\
e

GESXLUZ
Rafarancs: ¥.Yamazakl, K. Tanaka, B Micholson, G.Deyanat-Yazul,
B.Polis, T.Yoshida, A.Cda, T.KEagawa, 5.0rkasa, Y Klso, H.¥asul,
M Akamatsu, T.Chinen, T.Usul, Y.2hinozald, F.Yakushjl, LR Miler,
= Meuteboom, M.Paltzdng, K.Kanoh, G.K Licyd, ¥ Hayashl (2012)
J.ed Chem. 55,1056
Formuia: €43 Hyg Mg 0054 Ha Oy)
Compound Name:  3+[5-+Buty-1H-midazoi-d-ylmetylens -5+ pyridn-2-yimethyiens )
piperazine-2. 5-dlone methane! scivate
Space Group: P-i Call: @ EBAD1) b 154383) ¢ 174313
Space Group No.: 2 A o BE.O(0) P E3EWO) v TH.AND)
R-Factor [%): 540 Temperature{k): 0  Densmyjgiemd): 1345
NH
HO CHa é
N
Bu
[+]
NH
KH
[+]
GLYTYR10
Reafaramcs: C-FUn, LE Webb (1973) JLAm. Cham.Soc. 35,6803
Formaia: CyqHiz Nz O3
Compound Nams:  Cychojgiyey-L-tyrosyl)
Symorym: Cyelic peptide [2 residues); GLY-TYR-
Space Group: BZIZIZ1  Col: a TIIEI b 21ATHI) e GATOM)
Space Group No.: 19 (A o 50.00 B o000 ¥ 9000
R-Factor [%): 980 Tempersture{K): 235  Densiy(giemd): 1420
0
MH
MH

OH



GUTQOD

Compound Mama:
Synomym:

Space Group:
Space Group No.:

R-Facror {%):

AJezioma, K.Stopozyk, £ Skonupska, K Lubsrda-Dumas,

M.Cszajca, W.Lasocha, MoGoreckl, J Frelek, M) Polrzebowsk] (2015)
Cryst.Growth Des. 15,5138

Ciz Hyg Mz Oa,Hz Oy
IHd-hpdroaybenay(-5-methyipiperazine-2, 5-dione monahydraie

cyci{L-Tyrosine-L-Alanine) monahydrate;
Cyclic peptide (2 resldues) TYR-ALA-

P21 Cal: @ 111240) b E1920) © BI15D)
4 e @ 50.00 B100SEM) 7 90.00
973 Temperstuva(k): 293  Densmyjgiemd): 1.388

CHy

HIFFCB

Space Group:
Space Group No.:

R-Facror {%):

H;0

D.C.Swenson, 5.M Habermann, K_P Murpiy {1996)
Acta Crystadogr., Sect C-CTyst STuct Commun. 52 353

l:E H1III N.Z GEH.Z I::|1
ti5-6-Hydraymethy-3-metyl-2 S-piperaznedione monoéyrate

Cyclo-{L-alanyl-L-seryl) monchydrate;
Cyclic peptide (2 resigues): ALA-SER-

P Caill: a SIEZNZ b E3BIT) e L750(1)
1 (K] o 93043  PImRSsE v 25T
483 Temperaturs(): 285  Densmyjgiomi): 1447
CHs
O

NH

NH

OH

GUTQODM

Formuaia:

Compound Mame:

Space Group No.:
R-Faetor {%):

A.lezioma, K.Flopoayk, E.5 , K Lubenia-Dumeas,

Ml.Oszajca, W.Lasocha, MUGoneCkl, J.Frelek, ML Polrzebowskl (20135)
Cryst Growth Des. 15,5138

Tz Hyg Mz OaHz Oy
I-{d-hydroaybenzyll-6-methyipiperazine-2, 5-diome monoiydrale
cycio{L-Tyresine-L-AlBnine) monohydrate

24 Call:
4 P47
643 Temperature{K}: 233 Densdyjgiemd): 1358

a 111240}
@ 90.00

b E1END] ¢ 89150
B100SED 7 90.00

GHy

o

MH
HyD
kH
o
CH

HIFPUH

D.C.Swenson, S.M_Habermann, K.P Murpey {1925}
Acta Crystaiogr, Sect C-CTysLSImGL Common, 52353

CHy N0,

Cychlghycy-L-seryl]

2-Hydreoymethyl-2 S-plperazinedions;

Cyclic peptide (2 residues) GLY-SER-

B2 Call: a ABSE(Z) b ESSNY) ¢ ATITH)
4 A o 50.00 B S0sd) 7 9000
300 Temperaiure(K): 255  Densifyfglemd): 1333

La]

OH



HIVXIU

Space Group:
Space Group No.:

R-Factor [%):

HMOZSTO

Refaramce:

Foimuia:
Compound Nama:

Space Group:
Space Group No.:

R-Factor [%):

Wen-Llang Wang, Tian-Jlao Zhu, Hang-Wen Tag,
Zhen-¥u Lu, Yu-Chen Fang, Qizn-Gan Gu. WelMing Zr (2007)
Chem.Siodversly 42913

Cza Hag Ny 070y Ha 04 H; Oy

Varlecoicride A methanol sovate monohydrate
P-1 Cail: & 10.02512) b 12ZETE[15) ¢ 14.808(19)
2 ] o TLEYZ) B STI4T) 7 B34
TE Temperaturs(k): 233 Densiyjgiem®): 1315
HyD
HD CHs

ASanflian Junior, Xlangdong Znang, J Handesty,
W.R.Widger, H.Kohn (1988} Jec Cham. 41,1185
Cyg Hyg Bry Ny 07,0y Hy By

I-Hydnoay-3-methyl-12-methylens-4-jp-bromabenzoyioxy-Hrans-1,9-
dica-5,13-dlazadispira(4d 2 4 Fjielradeca-7, 12-dkane chiorofom
Ealvala

P £l a EDTR1} b 10039 e 114033
1 Ay ai4EX) B OTOSH) 7 102:3301)
250 Temperaturs(K): 223 Densmyjgiem’): 1522
CHz
a
—for,
NH
a o
CHa
OH

Br

HMOZST

Rafarance:

Formaia:
Compound Nams:

Space Group:
Space Group Mo.:
R-Factor [%):

HOQRUD

Formuia:

Compound Names:

Synonym:

Space Group:
Spacs Group No.:

R-Factor [%):

H.Magg, J.F.Blount, D.L Comen, TV Steppe, F\Wong
[197E] LAm.Chem. Zac. 100.5725
Gy g Bry Ny 00,0, Hy Cly

I-Hp pthyi-12-methylene-2-{p-bromabenzoyiony Hrans-1.9-
dioxa-5. 13-dlazadspiof4. 2.4 Zjletraceca-7. 14-glane chigrofom
solvate

Bl Call: a E0S0 b 1002 ¢ 11437
1 4 o 113.48 B o7z T 10237
420 Temperature(K): 235 Densiyjgiemd): 1323
Br
cl
Cl
CHz ol
o
0 NH
NH o
0 CH;

ANV .Crurakov, D.A Grishanoy, A.G Medvedey,
AAMIKRyiow, T.A Trpol'skaya. M.V Vener, M_A Navasardyan, OLev,
PV Prikhodchenka (2019) CrysEngComm 21,4961

y Hg Ny O3,1.755(Hg 0300 14k Oy)

cycio-digiycing hydrogen perade: hydrate

Cyclic peptide [2 residues); GLY-GLY-

P Call: 3 ES09D) b SED) e 65610
2 ) o TEINO) P ETEMD) ¥ TO14[0)
385 Tempersture{K): 150  Densiyjgiemd): 1578
(&)
HO OH
WH
H,0
&)



HOQSAK

Refgrance: ANV Churakow, D.A.Grishanoy, A.G Medvedsy,
AA Mikhayloy, TA.Tripofekaya, M.V Vener, MA Navasardyan, O.Lev,
PV Prikhodohenko (2019 CrysiEngComm 21,4561
Fipmuuia: C Hg Nz 02,2(Hz 03]
Compound Nama: cycio-digiycing hypdrogen peroidoe
Synonym: Cyelic peptide (2 regitues) GLY-GLY-
Space Group: 1 Cail: & SES43) b 58023 ¢ 6483
Space Group No.: 2 Ay @ TESH) P 544 7 7.8
R-Factor (4 ): £47 TemperaturefK): 230  Densmyjgem?):  1.582
[+]
HO————CH
MH
KH
L)
HUVKEQ
Reforanca: AJezioma, K Stopezyk, E Skongpeka, K Lubana-Iumas,
M.Oszajca, W.Lasooha, MUGoreckl, J Frelek, M.J Polrzebowskl (2013)
Cryst Growth Des. 15,5133
Formufa: CyzHyg Nz Oq,Ha Oy
Compound Nama:  3{4-hydmsybenzyi}-&-methyipiperazine-2,5-dions monshydrate
Synonym: cycio(L-Tyrosine-D-Alanine| monchydrate
Spaca Group: P21 Cail: 3 116391} b E1E0[0) e &A1)
Space GroupNo.: & A o 50.00 B10642[0) ¥ 9000
R-Facior [%): 1084 Temperature(K): 293  Densmyjgiemd): 1.367
CHz
o
NH
H:0
NH

QH

HOQSIS

Foimaia:
Compound Nams:
Synonrym:

Space Group:
Space Group No.:

R-Factor {%):

HUVKEQMN

Formafa:
Compound Nams:

Symonym:

Space Group:
Space Group No.:
R-Factor (%):

AN Churakov, DA Grishanoy, A G kbsdvedey,

AAMIKhayioy, TA Trpoi'skaya, MV Viener, M_A Navasardyan, O Lew,
PV Prikhodchenin (2019) CrysiEngComm 21,2961

Cg Fap Mz 02.2(H; Og)

cycic-daianing Dis(ydngen perice)

Cyelic peptide (2 resiiues | ALA-ALA-

b EIHI) ¢ 52987
BAD4SHD 7 104.05(0)

558 Tempsrature{K): 150  Densyjgiemd): 1427

P-1 Cail: a 743902
2 A @ 97.33{0)

CHy

o

hH)Y
MH
o
HO———————

CHy

A_Jezioma, K.Slopozyk, ES | K Luberma-Dumas,

M. Cszajca, W.Lasotha, M Goredkl, J Frelek, ML) Potrzebowskl (2013)
Cryst Growth Des. 15,5138

Cyz Hyg Nz Doz Oy
3{4-ydrmeybenzyi}-E-methyipiperazine-2, 5-dishe monoryrate

cydo(L-Tyresine-D-Alaning) manohydrate

24 Gl a T1EE%1) b G680 ¢ B.573I)
4 r-&..'] o 50.00 BiDE4zD) v 9000
am Temperaiure{K): 253  Densfyjgemsd): 1367
CHy
o
B
kH H;(]
CH



lJABEC
Refersnce: Ling-Hong Meng, Feng-Yu Du, Xac-Ming LI,
P Fedpratat, Gang-Ming Xu, Bn-Gul Wang (2015) J4at Prod. 78,900
Formuia: Lz Hyy My Oy
Compound Name: 3+ 7-{2-Hydrouy-3-methoxy-3-mesylbutyl -2 2-metylbul-3-en-2-y1}- 1H-
k-3~ methylene -E-meyipiperazine-2 5-done
Synonym: Rubrumazine A
Space Group: P Coik a ED03WD) b 19.136[1) ¢ 20.503(1)
Space Group No.: 19 e o 80.00 =] ¥ 90.00
R-Factor (%): 1021 TemperaiureyK): 293  Densmyjglemd): 1233

BH
H
Hal'
o

[KOLUP
Refarance:
Formuia:
Compound Mame:

Space Group:
Space Group No.:

R-Faemor (%):

D.ALenev, KA Lyssenke, G, Kostyanovsky (2003]
Ew.Linarg. Chem. 2579

[Cq Hyg Ny Oy 310

eaben-{[+-Huy-3,5-Dioko-2 S-diazablcych2 2 Tjoctang-1 £
dicarbouylatoeraagua-stmontium)

Pc Cail: @ 10N b EUT() e W15
T A o 50.00 B 112583) 7 9000
203 Temperstuve(): 293  Densmyjgemd): 2023

IKOLOY

Refarsnts: DA Lenew, KA Lyssenko, RG.Kostyanovsky [2003)
Eur.lInorg.Chem. 2078

Formuia: {0 Hyg Gy Ny Oy

Compound Name:  cabenc-{j4-1j,-3,5-Dlowo-2, S-dlazabicycio2. 2 Zjecane-1 4-
dicarbonyaieHeraaqua-calcum)

Space Group: P2l Call: a 10BSIZ) b S2ETY) e 0.980[

Space Group No.: 13 A o 90.00 Brizamm v 9000

R-Faetor [%): 485 Tempersture(K): 110  Densiyjgiemd): 1374

IKOMAW
Refarance:

Formiia-

Compound Name:

Space Group:
Space Group Mo.:

R-Factor (%):

Ca

DA Lenew, KA Lyssenkn, G, Kostyanowsky [2003]
Eur.Jinorg.Chem. 2973

(g Hgg 0y My Gl
eabena-{[+ ol 3, E-Diown-2. 5-lazabicycio[2. 2.Tjockane1 4-
dicarboyizh ooiaaqua-d-ooeat]ly)

a  58D1)
m 7758

b0
B Tan4n)

Densityjgiem):

¢ 11.488(3)

P-1
2 T 7516

Cal:
i)

Temperature(k): 110 1382

467

0 HO
LS
H.0—'Co—H.0
O HD
|,1 =0
CHa o

hH
hH

H:DHIL Pt
o | ko
0 o
~ 5
kH

NH
CHz



[KOMEA

Compound Name:

Space Group:
Space Group No.:

R-Factor {%):

I[KOMOK
Refarance:

Formuia:
Compound Name:

Space Group:
Space Group No.

R-Facror %):

D.ALengy, KA Lysecnko, .G Kostyanoveky (2003)
Eu. Lingrg. Cham. 2979

g Hyg Ky Mz Oygin

-y -3, E-dhoa-2 S dlazabicyoio) 2 2 Zjoctane-1-

cartaylic acidHetraaqua-petsssium]
Peali  Call a 1142%2) b S403[1) e 20.021[4)
2 e o 0000 B om0 T 90.00
235 Tempersture(k): 233 Densmyjgemd): 1738

D.ALsnev, KA Lyssenkn, .G Kostyanoveky (2003)
Eur.ingrg. Cham. 2978

O Hap Cog Ny O

[#-bis{d-[Ethoxyeartonyl)-3,5-doxo-2.5-diarabloysio(2 2. 2joctane-1-
carborylato}-elaaqua-cobaly T

Pzl Ok & 103352 D SS86(1) © 48.17S(5)
29 A a 80.00 B =000 ¥ 9000
438 TemperatureyK): 110  Densmyjgem®): 1572
A COOE
d/
a
NH
NH
o o
H::L‘\‘\“| ,..-""H:D
/L':n
HaD | S0
o o
o
KH
NH
o
CH:z
Etonc

[KOMIE
Refarancs:

Formia:

Compound Names:

Spacs Group:
Spacs Group Mo.:

R-Factor {%):

IMUWES
Refarants:

Formuia:

Compound Nams:

Space Group:

Space Group No.:

R-Faetor {%):

DA Lenew, KA Lyseenin, RG.Kostyanovsky [2003)
Eur.Linorg.Chem. 2979

(Cap Hap My Oy 5y

catena-{j+ Hoisjur4- Etharycartonyi|-3.5-dicn- 2, 5-tlazabicysio2 2 2)
ootane-1-carbomyiato Heraagqua-strontum)

cae Coll: @ 43554(5) b ST e 1D.3TH[N)
15 A o 90.00 P oansm 7 o000
s Tempersturs(K): 110 Densyjgiemd): 1575

CCOE1

A

HaD | H: 0
Sr /
O Er((\v‘l:l 5
HzD H; 0 [rl

Q
Et00C

Kyung-Ho Park, MM Dimstead, M_J Kurtn (2003) Synistt |
20031267

CygHag My 0y
3,3 -Diethyl-3a,33" 4 4™ 6.6" 52 6a™octahydno-3H,6H-

dispirojeysiopentajdiscazoie 5, 2-plperazine- 5, 5"-cyslopentaid)
Isaznie ¥ 6'-glone

P Call: a G007
z A7 o B7.88{D)
559 Temperature(k): 130

Et, :N\\O

b EDIND)
B =TE1)

Densiyjgiemd): 1345

¢ 14.11002)
T G60.9E(0)



IMLIWIW IMUWOC

Refaramce: Kyung-Ho Park, M.M.Cimstead, ML Kuri (2003) Syrier, Refarants: Kyung-Ho Park, M.M.Cimstead, MLJ Kurtn (2003 Symistt,
2003,1267 20031267

Formuia: T Hag BTy My 0,225 Hy Ny 0y Formaia: Cgg Hay My 0y.2(C; Hg 0 5y)

Compound Name:  3,3-plsid-Bromophenyiy3a,3a” 4 4" 65 6,63 -octahydo-3H,6H- Compound Nams:  3,3"-Diphenyl-3a,33" 4 &7 5 5" fa 53 -0ctahyuro-3H 5 H-
dispiricyciopentaidisowazoi-5, -pperazne-5 5cyciopentaid) dispirojcysiopentaid iscomazole-5, Z-plperazine- 5. 5™cyciopentaid)
isoaazoie -3 5-glone dimethyiformamids soivake Isoaznie)-¥,E'-dlone dimethyisufoxide sohvate

Space Group: P2iiC sl 3 14821/2) b SE8[1) o 19.27E3 Spaee Group: P Call- a 1DSED(3) b 114923 e 139273

Space Group No.: 14 e @ 90.00 B =085(1) ¥ 9000 Space Group Mo.: 2 ) TiMENT) B AT 7 065

R-Facior [%): 452 Temperatursyl): 130  Densmyjgem’): 1593 R-Factor (%) 503 Temperaiure{K): 130  Densiylgemd): 1305

/N Fh
0
4]
KH
NH HzC
o
[
HaC
o
Ph N/
IMLWLI JAGFOM
Refarence: KyUNG-HD Pam, M.M.CImStean, M.J KU (2003) Sy, Rafaroncs: E Bencosm, A.Bavoso, B.01 Biasio, V.Pavons, C.Pedone,
20031267 L.Pacilbo, M.DYABgN [1988) int. Penr Aot Res. 31,220
Formuia: Copg Hyz By Ny 0, 2.25[C, He O, 5y) Formuia: €45 Hyq Mg Oy
Compound Name:  3,3™-bisl4-Bromophenyi-3a, 33" £ 4 6,5 B3 G -ootahyar-TH,6H- Compound Name:  cydio(L-Histay-D-nisidyl)
dispimicyciopentadysouazoke-5, 2 piperazne- 5 5 -cyciopentad) N . .
lsouazaie ¥ §-dlone dimethylsuloxide soivate Synonym: Cyelic peplide |2 resigues) HIS-HIS-
Space Group: Caie Cail: 3 1B0344) b 1318L3) ¢ 301835 Space Group: P2t Calk: a TTIN) b 9ETN) © B.43001)
Space Group No.: 15 A o 90.00 p 91.16[1) ¥ 90.00 Space Group No.: 14 Ay o 50.00 pDEEHE) ¥ 90.00
R-Facior (%): 804 Temporature(K): 130  Densmyjgemd): 1463 R-Factor (%): 470 Tempsramure(k): 295 Denswyjgemd): 1430
Br FNH
N
o
HE
HH
o
N




Cl

Cl

JODGIT
Refarance: TR Sarangarajan, B.5 Krisrramoarthy,
K Panchanafeswaran, J N Low, C Glidewel [2005)
Acta Crystabog., Sect C-CTySE SIUCLCommun. 64 m285
Formuia: Hg Cha Cy Oig Gz Flg Ny O
Compound Name:  irans-Tetmagua-dihlam-oobat]l) plosrazine 2 E-dne
Space Group: PZim  Csl & S53N0) b G560 © 10047
Space Group Moo 14 e @ S000  Bi14A70) 7 9000
R-Factor (%): 205 Temperstursk): 120  Densmygem®): 1803
H:0 NH o
H;D\ /m
Co
c/ \HO
0 NH
JODGUF
Befarance: TR Sarangargan, B.5 Krismnamoarhy,
K Banchanameswaran, LN Low, C.Glidawel (2005]
Acts Crystabogr, Sect C-Cryst STLCTCommun. 64 285
Formufa: [Hg Tz £y OzRA[Cs Hg Nz O]
Compound Namwe:  Gaena-bis{uo-chior Hans-dagqua-coppsr{ll) ppemzine 2, 5-done
p—
Space Group: 1213 Coll: & GEI343) b 3SE30) & 154444
Space Group No.: 15 (4  mon0o B M73@ 7 9000
B-Facior [): 583 Temperstursi): 120 Densiyjglemd) 2032
Ha MH o
LH’\.., / CI“L"“..L
J-rr‘.l:u rJJJJCu
\\'m
Hi0 o NH

JODGOZ

Fomuia:
Compound Nams:

Space Group:
Space Group No.:

R-Factor (%):

H:.0

N7

TR Zarangamjan, B.5 Krishnamoorthy,
¥ Panchanathesaaran, J N Low, C_Glidewsl [2005)

Acts Crystailogr, Sect C-CTyst Sict Common. 84, m25E
Hy iz Ml; 04,04 Hg Nz O
trané-Tetraaqua-dichioro-nickill) pperazine-2 S-dione

P2l
14

Call: @ 04B4(0) b G56X0) © 9.938(0)
A o 90.00 BU4END) 7 9000

189 Temperature(K): 120  Densmyjgiem’): 1325

H:0 NH
Cl

Ni

CI/ \‘H:O

Hz2 HH

JODHAM

Formuia:

Compound M

T.R.Sarangar|an, B.5 Krishnamoorthy,
K Panchanatheswaran, J M. Low, C.Glidewel [2005)

Acta Crystatogr., Sect C-OTyst St Common. 84 mIss
(G Hg Ay N3 Dgn

ame:  cabena{u;-Nirato} (x;-plperazine-2 S-dione sler]T))

Spacs Group:
Space Group No.:
R-Factor {%):

g

Pnma
62

1.70

Call: a  SEIBD)
A o 80.00

Tomperature{k):

b UTIED) e 52470
B om0 ¥ 9000

120 Denrsiylgiemd): 2537
Ag

MH

NH



JODKAP

Formufa:
Compound Namea:

Space Group:
Space Group No.:
R-Factor (%):

CH

OMe

KOCJUH

Formuia:

Compound Name:

Space Group:
Spaca Group No.:

R-Facror (%):

HO

HO

HO

avs

CHz

BLlagadeh, M.D.Carducsl, A Dawsan, 5.5 Nichal,
E A lash (2008} Acta Crystallogr., Sect C:Cryst Stuct Commun. 64,
o3

Caa Hzz Ny D50y Hy 4

£-gyano-T, T -gimethay-, 5-domdenra]indans-2 2-piperazine £ 2

Indare |-4-carboamide mefianal solvate

Pz1211
139

& 25.559(1)
T 59000

Call: a LB
A o 50.00

b 10463[0)
f s000
Densmyjgiemd): 1233

23 170

OMe

Ha QH

MLA Vieia, HBCokn (1391 J.Org Chem. 56,5462

CyzHyg Np Op.Hp Oy

[1R.23 35,0 }-1.2.3.5-Teirahydnoxy-3-metryl-8-methylene-5-oxa-10.12-
diazableytiofT.2.2)ndecane-11,13-tlone menchydrate

P1 Cail: & EASIE) b G938 e D19
1 ] @ 00424 B SS2OM) 7 111854
310 Tempersture(k): 235  Densmyjgemd): 1.481
0
MH OH
CHs
MH

HzO

JOXMIS

CHzPh

Rafarancs: P Mikuick, P-Blssinger, J Riede, H.Schmbidbaur | 1992)
Z.NmTDTEG"._ﬂ'EnEm.&:.'. Iﬂ,!EZ
Fommuia: 18y Hyg Ny 0, Tigin
Compoand Name:  caten[u.--BenzylE-carbanyisiemetnyi-2 S-glksoplperazinatn -
thalium[l})
Space Group: P-1 Call: & EATT1) b TESEN) e 143203
Space Group No.: 2 L 101,93 T T 9830
R-Factor {%): 180 TempsraturaiK): 235  Densayjgemd): 2359
Tl
Tl
;\’;; H D
O, 0,
.
&
MNH
Il
Il
I
T|——0 NH
4] 0
KFIFFA
Rafarents: W LVarughese, G Kariha, C.T.Lu [1978) ACA, Sar.2 6,07
Formuia: G Hg g 02201 Hy B
Compoand Nams:  2,5-Diketopiperaring formic acid
Space Group: P-1 Call: & EBS2Z) b TOTHI) ¢ 62532
Space Group No.: 2 A oi0STEZ)  B1ZRiE) 7 95.28(3)
R-Factor [%): 570 Temperaturs{K): 235 Densuyjgiemd): 1305
[a ]
OHC OH
MNH

NH



KPIPFA10

Rafaramca: G.Kartha, K.l Vanghese, C.T.Lu [1931)
Acta Crystadogr, Sect B-Siuct Crysiakogr Cryst Chem. 37,1738
Formufa: €4 Hg Ny 0,205, Hy Oy
Compound Name:  2.5-Piperazinedione bis[fomic ac)
Space Group: P-1 Cal: & EBSNI) b TOTEE) e 62533
Space Group No.: 2 A ai08752) BIZRAE 7 95283
R-Factor [%): 570 Temperature(K): 235  Densiyjgiemd): 1507
0 NH
NH O
HO=——CHO
LCOMPPO1
Refaramsa: E_Sletten {1970} JAm.Cem. Soc. 52,172
Formuia: Cg Hyp Mz 0
Compound Name:  oE-3,6-Dmenylpperazne-2 5-done
Synoaym: Cycio-L-alanyH.-alanyl; Cyclic peptide (2 residues) ALA-ALA-
Space Group: P1 Cail: a SASSD0) b EDEOD) € 4&T00)
Space Group No: 1 AH o 10398 i 10388 T o7.sg
R-Facror (%) 300 Temperaturs(H): 2095  Densmyjgemd): 1312
CHa2
O
MNH
MNH
8]
CHa

KUTBEH

Refarancs:
Formaia:

Compound Nams:

Synonym:

Space Group:

R-Factor [%):

Hil

LCDMPP10
Raforancs:

Foimaia:
Compound Nams:

Synonym:

Space Group:

R-Factor (%)

J Roilesk, J Mabmer, FPazout, M Husak, J. Chukova,
B Kratociwll (2010) Aca Crystaliogr., Sect E-Struct Rep Onine 66,0821

Gy M 0

{BS}-B-methyl-6,0-dazasprols. Sjdecane 7, 10-done

aapade
F21Z121  Caill: @ L0 b TIXHD) e 6.146[0)
19 4 o 90.00 B 0o T 8000
10.20 Temperaiurs(K): 223 Densityjgemd): 1230
[+]
MH
hH
o

E Benedet, P.Comading, © Pedone (1969 Biopoymers 7,
751

CE- H1I:I NZ DZ
cies-3,E-Dimetyipiperazine-2 S-dlane
Cyeko-L-alanyHL-aianyt; Cyclic peptide {2 recidues ) ALA-ALA-

P Call: 2 BDENY) b EODEN4) © 515504
1 42 oIT0(T) P S24035) 7 10660025
460 Tempsrature(K): 235 Denseyjgiemd): 1309
CHa
MH
NH
0

CHa



LEKJUG LEKKAN

Refarance: W E.Szkaradzinska, MKubckL, BN Coading (1332 Refarancs: M B Szkaradzrska, MKUbickL W Coddng (1394)
Acta Crystabogr., Sect C-CTyst Siuct Commun. 50,565 Acta Crystadogr., Sect C-Cryst. St Comman. 50565
Foemufa: €4g Hyg My 04 035(H, 4] Fomula: CyqHia My Oy
Compound Name:  Cyclo-giycy-Lprenylgiyone Fydrate Compound Name:  Cych-L-alany-D-phenyiglycng)
Synonym: Cyelic peptide (2 residues) GLY-GLY™ Synonym: Cyclic peptide [2 recidues) ALA-GLY™
Space Group: c2 Call: @ IT4EHZ) b G20AM ¢ BB Space Group: B21 Call: @ SDOBD) b 20367(3) ¢ 5:206[0)
Space Goup Mo 5 Ly o 8000 B eEEm)  y 9000 Space Group Moo 4 A o 3000 BioszD) v 9000
B-Factor (%): a4 Temperaturef): 235  Densiyjgem?): 1.377 B-Factor [%): 452 Temperature(K): 235 Densfyjgemd): 132:
CHa
0
NH
o
H:0
NH
NH
NH
0
0
Ph
Ph
LURJOY MIKDUF
Referance: FL5.Glass, G.LHug, C Shaneich, 5.5 Wison, Refarsncs: F.\incent, J.Srinkasan, A Santilan Junior, W R Widger,
L Kuznetsova, Tang-man Lee, M.Ammam, E Lorance, T.Nauser, H.Kahn [Z001] LOrg.Chem. 88,2251
.3.Nichol, T.Yamamets (Z009) JAM.Chem. Soc. ,131,13731
Formuia: Cyg Hag My Op
Formufa: Cy3 Haz Wa 07 54 _ )
Compound Nams:  3-hydroy|2,2,4-rimethyi-1, 3-dhowcian-4-y methyl-Serahydre-1H,5H-3,
Compound Name:  [1FLIR 43)-Spirof[E-endo-methyithiojblcyciofz 2 1heptana-2,7- Sa-{spiminomethancifurc{2, 3-8][1 4 jorazacine-2, 10-dions
pperazingl-5,S-dimethy-3, 5 -dione
Symomym: 5,5-Dimethy-6-{methylsulianyl|-3H,6'H-spirofbloyoiof2 2. heplane 2,2 Space Group: F212121  Cal: & EEI{1) b 10121} ¢ 2436303
pperazing]-T E-glane Space Group No.: 13 14 o 90.00 B 0w T 90.00
Space Group: caie cell. @ 222 b TSN e 16151 R-Factor {(%): 20 Temperaurek): 223 Densayjgiem?): 1413
Space Group Moo 15 Ay o 8000 B1041D 7 90.00
B-Factor [%): 465 Temperatursf): 150  Densiyjgiemd): 1272 o
CHz
CHy
hH
Q 0
"
H.C
MH

CH;

HiC /



HiC

Space Group:
Space Group No.:

R-Facror [%):

H:0

MOKDUM

Compound Nama:

Space Group:
Space Group No.:

R-Faemor (%):

OMe

L

)

HzD

F.N'Incent, J.Srinlvasan, A Santilan Junior, W.R. Widger,
H.Kohn (2001] J.Cwg.Chem. 68,2251

Cig gy Ny OgHy Oy

E-hydromy-1-Jrpdroxy(2. 2 4-iimethy-1,3-dowolan-2L-ylmethy - 5-meiy-

2-043-7 S-dlarabicyeiold 2 Xjdecane-8, 10-done monofydrate

P21 cell @ 108351} b T29E[) e 11.37%1)
s @9 oosoOo  BiDETAN) ¢ o000
£70 TemperatureR): 223 Densiyjgemd):  1.£01
0
CHa

HiC /

D Ktiramps:tara, B.Jagadish, &.5 Nichol, M.D.Carducs,
ADawson, A Fajapakshe, A.G.Oilver, W.Ciegg, FLW Hamngion,

L Layne Juniar, J Margols, E.A Mash [2008) Cryst Growth Des. 8,
3157

Czz Hag Ny 0. 2(C3 Hy Ny OqhDETHZ Oy )

rag-4, 4" Dimeshony-7.7-dniire-1,17,3, - tetraiydro-3H 5 H-
dispireindene-2 2-piperazine &', - indens]-3' 5-dione

dimeytfomamide sotvate hydrate
Fe1 Cail: @ MTZIE) b 15416 ¢ 201974
2 e o 03437  BI00OEDM) 7 D44ED

B2¢ Tempersturs(k): 150  Densmyjgem?): 1325

OMe

NH i : :
o

WOz

OHC———hMez

MOKDOG

Formaia:
Compound Nams:

Space Group:
Space Group No.:

R-Factor [%):

Ole

D Mtiampebera, B.Jagadish, 5.5 Michol, M.D.Carduss,

A Dawson, A Rajapakshe, A G.Olver, W.Clegg, R.W Hamngion,

L Layne Junior, J.| Margolls, E.A Mash (2008) Cryst Growsh Des. 8,
1257

Czag My OgC3H; N, O

{5,514 4™ Dimethoxy-7,7-dinitro-1,17. 3,3 terahydre-THEH-
disprofindene-2 7 -plperazine-£' 2" ndene}-3' 5'-done

dmesytomamide sahate

F21Z121  Call: # E341(3) b 1927I0) ¢ 2048310
19 A o 20.00 B 0o T 8000
1083 Temperatura(K): 130  Densityjgem?): 1437

ONe

WC2

MOKFAL

Formuia:

Compound Nams:

Space Group:
Spacs Group Mo.:

R-Factor (%):

OMe

MC2

OHC:

ez

D.Ntrampetera, B.Jagadish, 5.5 Michol, M.D.Carducs,
A Dawsan, A Rajspakshe, A.G.Olver, W.Clegg, W Hamngion,

L Layne Junior, J | Mangolls, £ A Mash [2008) Cryst Growth Des. 8,
3257

G2 Hag N 02505z Hg Oy S4)
rac-4,4"-Dimefhony-7, 7-dnitne-1,17.3, 3 tetrafydro-3H,6H-

dispirefindene-2 2 plperazine-£' 2"-ndene]-3' £-done dimethysubosde
solvate

-1 Caill: # BE03(2)
2 &3 o B2.50(0)

558 Tampsratura{k):

b 1151443)
B T90)

170 Densiyjgiemd): 1427

¢ 142853
T B2A7[0)

OMe

MCz

MCz
HaC

5=0

H:C



MOKFEY

Compound Name:

Space Group:
Space Group No.:

R-Factor [%):

ONe

MOLJUT

Compound Name:

Space Group:
Space Group No.:

R-Facror (%)

OMe

[ [oF]

D.Ktirampetera, B.Jagadish, .5 Nichol, M.D.Carduct,
ADawson, A Rajapakshe, A G Oiver, W.Clegg, W Hamngion,

L Layne Junior, J.| Margols, E.A Mash [2008) Cryst Growth Des. B,
3257

CzHaNyCy

mesg-4 4"-Dimethoxy-7,7-ginkro-1,1". 3 3 etahydre-THEH-
dispirofindene-2 2-piperazine-£' 2" indene]-3' 5-done

cIm  Cald @ 17.0437) b E388F) e 9.310)4)
12 ] @ 9000 PDEIND) 7 9000
508 Temperaturs(K): 120  Densmyjglem?): 1593

OMe

NO;

[ Ktirampebara, B.Jagadish, .5 Michol, M.D.Carducs,
ADawson, A Rajapakshe, AG Oilver, W Cieog, W Hamngion,

L Layne Juniar, J.| Margols, E A kash (2008) Cryst Growh Des. 8,
3257

CanHyz M3 Oy

(5.5} 5 Benzy-L-mefhory-T-niro-1,3-diydre-3H 6 H-spircdindene-2, 2
piperazine}-T, 6-dlane

P21 cell: @ IDESS1) b GO e 138811)

P A o SO0 B ST 7 9000

378 Temperatura/K): 170 Densmygemd): 1405
HaPh

MOKFIC
Refaramss: D.Nirampebura, B Jagadish, .5 Nichol, M.D.Carducal,
A Dawson, A Rajapakshe, AG.CIVer, W Cieod. W Hamnaton,
L Layne Junior, J.| Margols, .4 Mash (2008) Cryst Growth Dez. 8.
3257
Formuia: CagHyg Ny O
compound Name:  (R.SHS-Benzyl-d-methony-T-nr-1 3-tiyoro-3H 5 H-6projnoene 2,7
pperazingl-¥ 6-dione
Space Group: B2t cal: & TLETIE) b BIEH3) ¢ 128135
Space Group No.. 4 A @ 80.00 Btz 7 8000
R-Factor %): 537 Temperature(K): 173  Denamyjgemd): 1425
OMe
o]
MH
CHaPh
NH
[a]
NO2
MULREQ
Rafaramss: ¥kshida, T Ak [(200Z) LAm Chem. Soc. 124124017
Formuia: Cz3 Hag Ma 04.2[C3 Hy Fg Oy}
Compound Name: 1,45 [3-{E-Isopropy| piperazine-2 S-glone)me sy jbenzene 1,1,1,3,3,3-

nhexaluon-2-propansl saivate

F21212  Call:

Space Group: a 1B.BG0(B0) b 1E.S50030) ©
Space Group No.: 15 A

o 9000 B wm

§.222)5)
¥ 90.00

B-Factor [%): 1360  Tempermtura(K): 123  Densmyigiemd: 1.141
WH iFr
WH o
OH
a Fic CFz




MULRIU MUSJUF
Refarance: ¥ ishida, T Alda (2002} JAm.Chem. Soc. [ 124,12017 Refarancs: FG Kostyanoveky, KA Lyssenko, DA Leney,
A Bronzova (2002) TemratedmnAsymm. 13,2657
Formufa: Cz Hag Mg O 4003 Hy F3 Og)
Formula: Cg Hyp My 0, 2H, 04)
Compound Nanve: 1m.mmmuwmnha-uma-y1mmwmzm
irtfuoroacetic ack soha Compound Name: 2 5-Diazabicycio]2 2 Zjoctane-3,E-dione-1 4-dearboxamide diparats
Space Group: P-1 Ceil: d B3I b 11TLEE ¢ 142100 Space Group: = Call: 2 285014) b S60901) ¢ 28.430(5)
Space Group Moo 2 [ER oi0567(2) B EEAm 7 96000 Space Group Moo 15 A7 o 50.00 B105333) v 9000
R-Faclor (%]: T.ED Temperaturef): 123 Demsmyjgomd): 1454 B-Fattor (%): 345 Temperaturs{K): 133 Densiyjgiem?): 1343
WH iPr COMHz
WH o]
FsC——CCCH
L8]
HO
i
MELFAD NEZTIY
Rafaranca: Ling-Hong Meng, Xlao-Ming LI, Yang Liy, Gang-Mng Xu, Rafarancs: J M WGHT, W5 Sheidrick {1997) J Organomet. Chem. 531,
Ein-Gui Wang (2017) R5C Acvances 755028 141
Formuia: CygHyg Ny 0y 5,0, Hy Oy Fomuia: Cag Hag Ny O it 4+, 4(C, Fy 0, 5, +
Compound Name:  3-benzyl-5-2- nmnﬂHWWMM}aanﬂsuwwmn& COmpound Nams: (= oE-Cyophenyaany Hohenylalany | iS{sE poymens O
2.5-gione methandi sakvat rutheniumi] tetraisisrifuoromethanesultonate )
Space Group: P21 Cal: a B3EYD) b EAT2D) e 18270(1) Space Group: c2 Call: @ JEEA5) b 19.13&4) © 10.026[2)
Space Group No.: & A o 50.00 B w5730 7 9000 Space Group Mo.: 5 47 o 50.00 B w3 1 9000
R-Factor (%): 577 Temperaturs{K): 233  Densmyfgem?): 1.367 R-Factor (%) £.98 Tempsrature(k): I35 Densmyfgemd). 1773
CH; HsC
s-""‘ﬂr ]
Fhidy R @
,
o NH ar
=]
IPr NH o
I
HO—CHy @ —HI.IE'

FiC—S0s




NISTIS

Space Group:
Space Group No.:

R-Facror [%):

NUVYEI

Compound Name:
Synomym:

Space Group:
Space Group No.:
R-Factor (4]

H.Park, ZZhang, X.Znang. W_R.Widger, H.Kohn (1225)
Jowgcnem. 61,7764

Ca1 e N3 07,04 H, 0,

C(Sal-Aniincdinydroblcysiemysin C{2'),C(¥ -acsonide metano
sivate

P2 Cell a ES2N1) b D97 ¢ 209157

19 ] o 90.00 B om0 T 9000

500 Temperaturs{K): 235  Densiyjglemd): 1358
0

CH;

Hal o

SPaacn, DUN.Chin, E.E.Bimansk, J.C. MacDonakd,
M Whitesides, M. T McBride, G.TR.Faimore [1957]
JAm. Chem.Soc. 113,11307

CizHyg Nz Cp
3,5-bis{ Cyciotelramethyiene -2, S-piperazinediane
Cyclic peptide (2 residues) GLY-GLY"-

P-1 Cail: s EIDHD) b EI3DT) e STEE()
2 i oiMI7I) B 1IGE4T 7 7RIEE
473 Temperaturs(K): 235  Densnyjgemd): 1342
L8]
NH
NH

NIWPUF

Rafarance:

Formaia:
Compound Name:

Synonym:

Space Group:
Space Group No.:
R-Factor [%):

NUWVYIM

Formia:

Compound Nams:

Synonym:

Space Group:
Space Group No.:

R-Factor [%):

CH.Gorbitz, LM Hartviksen (2008
Acts Crystatogr, Sect E-Siruct Rep. Onine 64,0436

Can Hig By Oa.05 iy My 0y
135,55 34-Hydramybenzyl - 1H-ndok-3-yimetny piperazing 2 5-
dicne dmethyFormamide soivale

Cyelo-L-tyrosyi-L-tryptophany) dimethyifermamids solvate: POS
Chemical Compenent code: 1G6;
Cyelic pephide |2 recidues); TYR-TRP-

P21 Coll: & EA32(0) b 1S3MD e 113790

4 Az o 90.00 P oEEsD) v 000

45 Tempsrstureik): 105 Denstyjgiemd): 1303
OHC——NMe:

‘S.Falacn, DUN.Chin, E.E.Simanek, J.C.MacDonaid,
G.M_Whitesides, M.T McBride, 5.7 R Faimore [1987)
JAm.ChemSog, 119,11507

CiaHz N Oy
3,5-bi5/Cycicpentametyiene-2, 5-pperaznedione)
Cyelic peplide [2 recldues); GLY™-GLY™

P-1 Call: & 5B b BN e
2 (4 a B7.38 B sz T 6627
573 Tempsature(K): 285  Densifyjgemd): 1253

o]
NH
WH
o

9.820(1)



NUVYOS

Compound Nama:
Synonym:

Space Group:
Space Group No.:
R-Facror (%]

NUVZAF

Compound Nams:
Synonym:

Space Group:
Space Group No.:
B-Facror (%]

S.Paacn, DUN.Chin, E.E.Zimansk, J.C.MacDonakd,
GMUWhitesides, M.T Mc3nde, 5.7.R Paimore [13497)
JAm.Chem.Soc. 11311807

CigHzg Nz Oz
3.5-bis-Cycivi. A-dimety pentamethyiene-2, 5-plperazinedions

Cyclic peptide (2 resiiues) GLY-GLY™

1 Cail: & GO b B3MN e 15T
2 A o 8008 B 10115 7 109.53
331 TemperaturefK): 130  Demsmyjgemd): 1242
HyC CHy
f"j ’
MH
KH
(5}
HsC CHz

S Palachn, D.N.Chin, E.E.Simansk, J.C MacDonald,
GMWhitesides, M.T McBride, G.T.R_Paimore [1997)
JAm.Chem.Zoc. 11311207

CigHyg N O
3/5-bis Cyciotme tylene )2 5-piperaznedions
Cyelic peptide (2 residues) GLY-GLY"-

PRic  Cell: @ EDTE1) b 172321 e BITI()
14 il o 9000 T T 90.00
454 Temperafurs(K): 235  Densiyjgemd): 13850
]
MH
&H

MUY
Refarancs: 3. Faiacn, DUN.Chin, E.E.Simanek, J.C.MacDonakd,
&M Whitesiges, M.T McBrige, &.T R Faimere (1387
JAm.Chem Sac. 119,11507
Formuia: Ty Has Mo O
Compound Name:  3,6-bls{Cysichexamethyiens |-2,5-plperazinedione
Symonym: Cyell: peptide |2 residues ) GLY-ELY -
Spacs Group: P-1 Caill: & SEEN1) b AT e 11458
Space Group Mo.: 2 Ly o 8508 B omzem 7 5848
R-Fatior [%): 457 Temperaiure(k): 233 Densmyjgem?): 1330
e}
WH
NH
o
NUVZED
Referancs: 2 Paach. D.N.Chin, E.E Simanek, J.C MacDonald,
@M Whitesides, M.T McBride, & TR Paimers [1237)
JAm.Chem Soc. 119,11207
Formaia: CazHzg Mo O3
Compound Nams:  3,5-bls/Cycin3.3 5. 5-tetrametnyl pentamethylens - 2,5-plperazinedions
Symonym: Cyelic peptide (2 residues) GLY™-GLY™
Space Group: -1 Call: & ED%8(3) b TEMI ¢ 23070(12)
Space Group No.: 2 Ay o S445(4) B THA) 7 0T0O3
R-Fattor {%): 5o Temperature{K): 130  Densityjgiemd): 1.145
Hal CHa

NN

HzC— Hs

KH

MH

H:C: Ha

HsC CHs



NUVZIN

Space Group:
Space Sroup No.:

R-Facmr {%):

OBIPOH

Compound Name:

Space Group:
Space Group No.:

R-FaCIOF (%):

5 Paacin, D N.Chin, E.E.5mamek, J.C. MacDonald,
GAUWhiteskdes, M.T.McSride, G.T.R.Pamore [19297]
JAm. Chem.Sac. 11311307

CanHiz Nz Oz
Dispiroyndan-2,3-piperazine-§, 2 4ndan -2, B-gione

Cyclic peptide (2 residuesy GLY™-GLY™

C2ic Cail: @ 9TTHZ) b 14046[3) © 118223

15 s o 90.00 p o503 J 0000

] Temperature(k): 235  Densmyjgems): 1310
o

Ling-Hong Meng, Chen-Yin Wang, A Mandl, XIac-kng L,

Kue-v1Hu, M. Kassack, T.Kurian, Bin-Gul Wang (2016) Qrg.Led. &
5302

CiaHig N2 0y

5 2-rydnowybenzylidens 34, TH 5 H-spano] 1-banzofuran-2,7-
piperazing}- I -dlone

Ce Cail: 3 SESD) b I2I4ET) e 2546273
3 e o 90.00 P 448 7 90.00
7.37 Temperaturs{K): 293 Densmyjgemd): 1.359

NUVZINO1

Refaramse:

Formaia:
Compoand Nams:

Synorym:

Space Group:
Space Group No.:
R-Factor (%)

OCAGEF

Refarance.:

Formaia:
Compound Name:

Space Group:
Space Group No.:

R-Faciur [%):

NH

L.Jllame, B.Jagadich, 3.5 Lyon, A Kioster,
M.D.Carduccl, EAMAEh (1999) Terahedon 53, 14281

oty Ry Oy
Cycolbls!2-amincindan-2-caroxyie ack])
Cyelic peptide (2 residues) GLY™-GLY™

Coi Cal: a O7STZ) b 140143 e 1182001
15 A o 90.00 P oosost) 7 9000
420 Tempsr@mre{K): 205 Densiyjgem®): 1313

D.Jain, M Muler, ¥ Sleriot, M.LSImone, GW.J Fieet
12004) Acta Crystalogr., Sect E-Struet Rep.Onine 60,1820

CH H1E N: GS

125 3R.4R 5313 4-0-Isopropyidens-2-methy-5,9-diaza-1-axaspino(4 5)
decane7,10-done

P Caill: # 111002y b TE4Z) ¢ 13.835(Z)
4 L o 90.00 B o3y o000
7.33 Temperaiure(K): 33 Densiyjgem?): 1352
H:C
CHz
a o}
o
NH a
CH3



OHEXOO OHEY1J

Refarance: W_Eeichradsiy, |.Clearova, B Holy, J Pastor, J Zavada Rafarancs: M Eciohradsiy, |.Clsarova, B Hol, J Pastor, J.Zavada
[2002) Tefrahedron 58,3511 {2002) Tetrmhedron 58,2311

Formuta: C g Mg My Oy 2H 04 Formula: g Hag My Cgg

Compound Name:  2,5.8,11,14,17,24 27 30,33, 36,30-Dederacya-20 41- Compound Name:  2,58,11,18,21,24,27-0claoka-14 Ze-diaradiepina 12.2. 12 2jifacontane-
diazadispino18.2.18.2)dotetacontane-2 1 42-glane dihydrate 15, 30-along

Synoaym; Cycllc peptide (2 resiiues): GLY™-GLY™- Symonym: Cyelic peptide (2 residues) GLY™-GLY

Space Group: -1 Call: a BOSS0) b 10TELD) e 11.27E() Space Group: B-1 Call: & BAG0) b SEOOD) ¢ B.656[0)

Space Group No.: 2 e aETHO  BIDSSED) T 91410 Space Group Mo.: 2 A @ T08O; B TSSND) 7 8612

B-Factor (45): 313 Temperature(K): 150  Demsiyjgem®): 1.334 B-Factor [%): 34 Temperature(K): 150  Densiylglem?): 1375
N O 7 M
a 0 HH‘%U o o o NH 0 o
WH O\_/C'

LJ L Ny,

HaD
OHEYOP OHEYUY
Refarance: W Belofradsky, |.Clsarova, B Holy, J Pastor, ) Zavada Refarancs: M Beichradsay, |.Clsarova, B Hoy, J Pastor, J Zavada
[2002) Tetrahedron 58,5511 {2003) Tefrmhedron 585511
Formula: I T Formaia: {Cg Hiy Ky My Oy 2I0.20[C, Ny &, H0(C, Hy Oy
Compound Name:  2,58,11,14,21,24 27 30 33-Decacka-17,35-diazadisping 15.2.15.2) CompoundNams:  catena-{(ug-2.55,11,94,7.24 27 30,3336, 35 Dodecana-20 4 1-
NevaTiaconiane-15 J8-done diazadlepiro 182,187 otelmcentane-21.42-glone -diaqua-d-potassium
Synoaym: Cyclic pephide (2 residues) GLY™-GLY ™ athiacyanas memaniol solvate)
Space Group: B2l Colk: & BI43(0) b 1907HD) © 146010
Space Group: P21ic Call: @ T7.830) b 1ETE[D) c© 82290 Space Group No.: 14 &3 @ 90.00 B oevasm v 9000
Space Group No.: 14 L o %0.00 B 1o4s5m) 7 90.00 '
R-Factor [%): 406 Tempsrature(K): 150  Densmyjgiemd): 1312
R-Facror (%): 382 Temperaturei): 150  Densmyjglemd): 1335 Bk reiH] ¢ !
|:| 0
\ AN
[ K!\ K\
o \ o NH 04 0
HzO 4]
0 ]

A D

N=[=—5
HiC—0OH



OHVUW

Compound Name:

Space Group:
Space Group No.:

R-Facmor (%)

OWADUM

Compound Namea:

Space Group:
Space Group No.:

R-Factor [%):

P Mayer, J Schapp, W.Beck (2003)
Z Krismaliogr-New Cryst Stuct 18,113

[Cg Hyg Ny Nay Ogin

Chena-(DiG[uy-AqualHje,-3, E-doxopiperazine-2-yllacetaln-0,01
sodum)

P21k Cail:
4 i)
450 Temperaiore/K): 200  Densmygiemd): 1625

a 138350
o 50.00

b 073 e
P o3o8m)

&216(0]
¥ 9000

WH
HH

(4]
o

L¥]

H: 0 Ha 0

“LHFLS‘,/”-‘LI'.?I
AP Mendham, J Spencer, 8.2 Chowdry, T.J.Dines,

M. Mujahid, FA Palmer, G.J.Tizzard, 5.J.Coles (2011) JChem.Cryst. ,

41,1328
CpHya M 02 55
(35,653 /5-0i5| 2-sutfanylethyipiperazine-2, 5-done

P2IZ121  Cail: & EISN0) b 180220 ¢ 205171
12 i o 9000 B %000 ¥ 90.00
745 Temperatorefk): 120  Densiyjglemd): 1222
ZH
MH
L]
M

HS

OPUFIP

Referance:

Formuia:

Compound Name:

Symonym:

Space Group:

Space Group No.:

R-Facior (%)

PAXNIL

Rafarance.:

Fomuaia:

Compound Name:

Synonym:
Space Group:
Space Group Mo.:
R-Factor (%):

HOOC

B.5.Anba, T.Aree, C.Kasetirathat, 3. Wiyaknata,

0.0 Ekpa, U.J.Ekpe, C.Mahidol, 3 Ruchirawat, P EItakoop [2011)
Bhytochemisty T2516

CqqHyg N 02

(ZF3-[1 HHmidazoi-4-yimethyiene --Eopropypiperasne-2 Sdione

pm—amuamhe
paz Cail: & o0S30) b G0SND) e 12EETO)
125 (A o 90.00 B om0 ¥ 120,00

550 TemperatursK): 235  Densiyjgemd): 1330

. Tayhas, R Paimore, M.T.McEride [1098)
Chem. Commun. 145

TpHipNz O
(5,53, 6-Dis{Canmoxyme thyl|-2, S-1Ketopperazine

Cyclo-dlaspartic acid; Cyclic peptide (2 residues) ASP-ASP-
P Call: a
1 1A o BZ.S0{3)

344 Tampsrature(K): 130

4085(1) b S0EN1)
B s2473)

¢ 18.853[4]
T 78333

Densyjgiemd): 1533

COCH

NH Q0



PAXNILO1

Refaranca:

Formruia:
Compound Namsa:
Symonym:

Space Group:
Space Group No.:

R-Factor [%):

PAXNOR

Compound Name:

Synomym:

Space Group:
Space Group No.:

R-Facror [%):

.T.R.Paimore, T-J M.Luo, M.T McBride-Wieser,
E.APicciotio, C.M Reynoee-Faz (1209) Chem Mater. 11,3315

CgHyp Nz 0
[5.5}-3,5-bts{CarbaymethyT}-2 S-dRetopiparazine
Cyelie peptide (2 resiiues): ASP-ASP-

P1 Csil: & 4551) b SD039(1) e 19.8534)
1 e o BIENI, B ERATE) 7 TEANE
348 TemperaturefK): 130  Densiyjgiemd): 1583
HOOC
0
NH
WH
COOH

3 Tayhas, R Paimors, M.T.McBride [1235)
Chem.Commun. 145

CgHyg Ny 0gCya Hyg Ny

[5.5)-3,5-blg{Carboxymethyl}-2 S-dketopiperazing rans-1.2-bis(4-
pyridyljethens clathrate

Cyclo-daspartiz acid [E-1. 2-0is[4-pyridyljethene ciathrate;
Cyclic peptide (2 residues) ASP-ASP-

P1 Cail: & EATHI) b EA8T[Z) £ 134043
1 L o BIEXD) B a7 882D
850 TempersturefK): 130  Densmyjglemd): 1452

Q KH
COOoH
oo
KH Q

N

PAXNILO2
Refaramce: F.APaimer, B.5 Polfer, AP Mendham, T.J.Dines,

B.Z.Chowdnry (2010) J.Chem.Cryst. 40,508
Formufa: Cp Hyg N, O
Compound Name: 2,23 E-Dionopiperazine-2, S-dyliacetic aci
Synonrym: Cyclo-L-Aspaty-L-Aspartyl)
Space Group: B1 Coll: a S0830) b SO02%0) e 18.877(1)
Space Group Moo 1 A= o BASS(Z) B S3THI) 7 AR
R-Factor (%): 432 TemperatureK): 283  Densdyjgiemd): 1852

HOOC

Q
NH
NH
o
COOH

PAXNORO
Rafarance: G.T.R.Palmore, T-J.M.Luo, M.T scBride-Wieser,

E_A Picciotio, C.M. |199-9|memum 113315
Formuia: CoH N0 o H N,
Compound Name: (5,53 5-bis Camamymeathyl|-2, S-dketopiperazing frans-1,2-bk(4-

pyridyljethene clathate
Symonym: Cyclic peptide (2 residues ) ASP-ASP-
Space Group: ] Caill: @ EATB(1) b BIETY) © 13.4D403)
Space Group No.: 1 A o B2E32) B ey 7 6823
B-Favtor (%) 560 Temperature(K): 130 Densiyjgiomd): 1452

HOOC M
j\(ﬂ
)\(CDDH
H



QANMEY QAPCIW

Rafarance: T.R Sarangarajan, K.Panchanatheswaran, J.N.Low, Rafarance: Chang-An Geng, Xlao-¥an Huang, Yun-Eao Ma, Bo Hou,
C.Ghkewell (200) Acta Crystaiogr, Sect CCryst Sruct Commun. §1, Tian-Ze L, Xue-Mel Zhang, J-Jun Chen [2017] JNat.Prog. $0,259
al1s

Formuia: Cgg Hag Mg 0 1.5(C Hy N1 ISH, Oy

Formuia: G Hg N 03,03 Hy 0 2(H3 Oy)

Compound Name: 3, 10-0Imetny-13, 145 24 2-metiut-3-en-2-yi- THANOe- 34141 £ 8, 11-

Compound Mame:  2,5-Piperaznedions aalic ackd dhydrate tetraazadispino]3 057 28peTadecans-2 5.9, 12-tetrone acstonitrie

Soivae hemiytmae
Space Group: P-1 Call: # 61450y b 615980 o 7.364(0) Synonrym: uncarlin A acebonitrile solvate hembydralte
Space Group Now: 2 A o B34%0) B Z2380) y €50700)
| ] } Space Group: P-1 Coll: @ 10727(0) b 1530 © 22605(0)
R-Facmr (%): am Temperature(K): 120  Densmyjgiemd): 1583 Space Group No.: 2 A @ TTENG) B S0AMD) 1 7T642m)
R-Factor (%): 835 Tempersture): 100  Demsiyjgiemd): 1252
o] Hi
CO0H
HsC
CO0H Ha
KH
H/NH nee NC——CHs
o
QAPCOC QQaGLY
Refarance: Chang-4n Geng, X1ao-¥an Huang, Yun-Bac Ma, Bo He, Refarancs: ¥.Tokama, = Koda, T.Miyoshi, ¥ Manimato (1974
Tian-Ze LI, Xus—Mel Zhang, J-Jun Chen (2017} Nat Prad. 80,950 Eu Chem.Soc.on. 47,18
Fommuia: Cyg Haz Mg O Formuia: Cy2Hyg By O Hy O
Compound Name:  3,10-dmethy-13,12-bi6(2- 2-metnylbut-3-en-2 - 1HANGoi-391H1 48,11-  CompoundMame:  Slcyclomycn manahyorate
{etraazatlspgs 0 57 J6petradacans-2 5 9,12-telone
Synomym: uneariin & Space Group: P21 Cail: @ 10.270(10) b 109000 ¢ GE7O[IO)
Space Group No.: 4 A @ 90.00 BiD14D(i0) ¥ 90.00
Space Group: Coic Cail: @ 29600} b 155000 € 11411 i R e
Space Group No.: 15 {49 @ 90.00 Bi094m) 9000 R-Facior ) B TemperatureK]: 235 Densityjgiemsl): 1452
R-Factor (%): 45 Tempersturs(K): 100  Densmyjgéend): 1270 HzC OH
0
NH
H:O

OH

CHa

HO OH




RACKAH RACKAHO1

Reforamce: H.Adams, F.J.Carver, C.A Hunter, .1 Ocbome | 1936) Raforancs: F.EMarsh (200) Acta Crystalbogr. Sect B:Sfuct Soi. 58,
Chem. Commun 2529 203
Formuia: oy Hyp Mg Og.Ca Hg M2 0y Formula: g Heg N D Cg Hg My O
Compound Name:  bis{Pyridine-2,E-dig-N N-bés{eycioheaans-1, 1-dybie] 3, 5-dmethyl-p- Compound Name:  bis[Dyndine-2, E-dy-M N-blsjeyrionerane-1, 1-dhyibie)3 5-dmathyl-p-
phenyiene)earnamaypyridng) plperazine-2 S-mone Hatrais phanyiene)eartamaylpynaing | pperazine-2 S-1ione Hamrate
Space Group: Rar Cal: 3 IB042(3) b WOLIE) £ 2904303 Space Group: mar Ciit: 3 28047 b TDM? @ 28047
Space Group Moo 148 L] TTIBE4Z) B MEELT) 7 118.54(7) Space Group Mo 148 ) o 11E B4 B113et 11852
R-Fachor [%): 352 Temperafurs{K): 235  Densimyjgem?): 1.533 R-Factor [%): Tempevaiure(K): 235  Densayjgiemd): 0757
(4] :::
N

CHa HaC

N k7 > ©I "

HH
0 MH
HalC CHaz HiC CHa
CHs HiC CHs HiC
NHOO NH :
N M
e O] -
RAPEAY RAWNEK
Refarance: WA Loughin, FLL Martnail, K E Falmul-Smim, B.C Healy Refarancs: J RL.Cochrane, JM.IWhRE, LWz, © A Hutton (2012)
(2005 Acta Crysadogr, Sect.E:Suct Rep.0nine 61,01443 Org.Len. 14,2402
Formuia: Cyq Hag N3 Oy Formuia: CagHog Ny 0, 20, Hg O, 51
Compound Name:  (Z.21-3,5-006(13.4 STrmetnaryphenymethylene piperazne.2,5-done CompoundName:  ©9-bis/Benzylony 15,1 T-dazatetracycio]1 2.2.2.93.7 151 2)0sa-3020) 4,
£,5(12),9,1 1-hexaene-15, 15-glone dimetnylsuRtede sovale
Space Group: caie Cail: 3 3|IM4E) b SIENE) e 12738 Synonym: bis(D-Benzymycocyciosin dmetnyisutonds sovate
Space Group Moo 15 ey o 5000 B ors0fT) ¥ 9000
i . i Space Group: PZII  Colk: & LA b 964D © 3613
R-Factor {%): 517 Tempersturefk): 235  Densmyjgiemd): 1331 P A s 8 m  y 301
R-Factor {%): 543 Temperaturg(k): 130  Densmyjgiemd): 1334
ONe

Che

CMe

OMe

H:C



REFTUR

Refarence: AAmong, 5.Capell, G.Nashi, 5.V Melle, 0.V 0= Fava
[1906] Li2higs Ann. 1875
Fomuia: €y Hag Ny B Hy Oy
Compound Name:  Dizirec! monohydrate
Synonym: E-Bienzyl-5-Nyarnay-3-sobutyl-3-methaxyplperazin-2, S-dione
manahydrate
Space Group: F21 Cail: & EADND) b 1646001 ¢ 92561
Space Group Ne.: £ A7 @ 9000 PIDSDE) 7 90.00
R-Factor [%): 682 TemperatureK): 205  Densmyjgemd): 1219
0

. /\ipr

e NH
Ph

Hz0
CH
0
SADCOP
Referanca: H.Kohn, 5.Abuzar, J D Ko, A3 Zekizer, G.E.Marin
[1888] JHefencyo. Chem. 25,1511
Formuia: Cyg Haz Ny O, 05 Hy Oy
Compound Name:  Elcyclomycin-3-ethyl carcamate ethanal solvate
Space Group: P22 Gl a TO3NZ b I0E3LME) © 24L68(T)
Space Group No.: 19 [E] o 5000 B 2000 T 9000
R-Fachor (%) 290 Temperaiovs(K): 295  Densmyjgemd): 1.325
CHa
aH
18]
NH
o /NH
0
HO
HO CHy
El 0OH

NH El

ROBCUI

Rafarances:

Fomia:

Compound Nams:

Spzce Group:

Space Group No.:

R-Factor [%):

Compound Nams:

Space Group:
Space Group No.:

R-Fattor [%):

HI

B\.F.LParker, 5.0suna, G.Ballot, 5 Vaddypally, ML) Zdlia,
K M Houk, C.E.Schatmelster (2014) JAmM.Chem.50c. 1363817

Cap Hyg My 002[H, 0y)

4-{{B-{£-Hytouytienzyl}-3-{ sobutyicaramoyl -7, 1 0-tlomo-2, 6,5
triazaspinfd. Sjdec-2-yi)carvonyl benzois ackl diydrale
P12121  Call:
19 A
354 Temperatura{k): 100  Densmyjgemd): 1370

& EJEED)
o 90.00

b 15043
B wm

¢ 28:2011)
¥ 8000

HOOC

Ha0

APerczel, M. Holiosl, J.Csaszar, V.Fuiop, AKalman,
G.0Fasman [1959) Carbonydr.Res. 187, 187

CiaHg Ny By
(3R ER b 1,253 -1,2,3, 4-Tetratydromybuty(-2, S-dieopiperazing

cz cal: a ES42{1) b T30 © 305V
20 142 o 50.00 B oo T 90,00
4.10 Temperaiure(K): 225 Densayjgemd): 1510
o oH OH
OH
OH NH

MH CH

OH o



SEQKI
Refarance: A Sanflian Junlor, Xlangdong Zhang, J Hardesty,
WAL Widger, H.Kohn [ 1998) Lifec. Chem. 41,1185
Formura: CyzHag Ny O
Compound Name:  CiSAmInoblcydiomycin C{T.Cl¥ Facetonide
Space Group: F2IZI21 Ol @ TAE) b S104@) ¢ 251687
Space Group No.: 19 A o 8000 § =000 4 9000
B-Facror [%): 280 Tempersturs{): 223  Densimyjgiem’): 1.383
CH3
CH3
o CHz
0
o
NH
o
HiC NHz
NH
OH o
SIHVAG
Refarance: G.\alie, M Crisma, C.Tonlcid, E.M.Heit, M.Tamura,
JBland, C.H Stammer [1553) int.JPept rotein Res. 34,56
Formuta: CgHyg Mz Og
Compound Name:  cycio-bis|1-Amnocyciopropanacarborylic ackd]
Synonym: Cyelic pepbide (2 residues) GLY™-GLY"-
Space Group: 2 cail: @ BDSNZ) b TS5 ¢ 113700
Space Group No.: 15 A o 9000 B o77OEN v 9000
R-Factor [%): 3180 TemperaturefK): 285  Densiyjglemd): 1.350
1e]

SERTYR10

Refarams: C-FUn, LE Webb (1973) JAm.Cham Soc. 95,6803
Formuia: T4z Hyg Nz O Ha Oy
Compound Name:  Cycio[L-ESry-L-ToSy) mononyarate
Synonym: Cyclic peptide |2 resigues . SER-TYR-
Space Group: P21 Call. a 11.4452) b S121(1) © B8.4&28[1)
Space Group No.: 4 A o 80.00 B saqnyf) v 9000
B-Factor (%): £.30 Temperature{K): 225 Densdyjgiemd): 1442
aH
CHa
Hy O
0,
SWZOC
Refarance: L&l Wang. Lel Znao, WelMIng Liu, Ruldn Chen,

Fomuia:
Compound Nams:
Space Group:
Space Group No.:
R-Facior [%):

HO,

Yusnilang Gu, ¥u Yang [2012] SclChina, Chem. 55,2381
€y Hg Oy 05y Hy Ny Ty)
3.5-Dihydrowybenzolc 3kl plperazine-2 5-done

P Cail: a EEMN) b TIEED) ¢ 10.1840)

2 A o B4ETID) B TOSND) 7 65.68(0)

400 Temperature(K): 293  Densmyjgiemd): 1539
o

COOH

OH



SlZUl

Refarance: Lel Wang, Lel Zhao, Welding Liu, Rulian Chen,
Yuanxlang Gu, Yu Yang (2012] So.Ching.Cham. 55,2351
Formuia: £ Hg 05050, H Ny Og)
Compound Name:  i-Hydroxybenzol: acd piperazing-2, S-dions
Space Group: PR Caill: @ T4WND) b E2MMO) ¢ 185377
Space Group Moo 14 L T 90.00 B =020 7 9000
R-Factor (%): 478 Temperaturs{K): 233  Densiygiem): 1252
MH
[s] 0
NH
HO COOH
SIKWEOD1
Referance: AP Mendham, E.5 Pofier, LA Palmer, T.J.0ines,
J.C Mchel, FWithnall, B.Z.Chowdery | 2010) JRaman Spectrose. 41,
128
Formuia: CygHyg N2 07 5;
Compound Name:  CyciolL-methionyi-L-methionyl)
Synonym: Cyclic pepbide (2 resigues): MET-MET-
Space Group: P Csil: & 45031) b 5252[1) ¢ 132313
Spece Group No.: 1 i EI0TINI B S3SE) 7 105TEE
R-Factor (%): 445 Temporaturs(i): 100  Densmygem3): 1.385

HI;‘\\“‘
8

CHy

SIKWED
Refarancs: G.Nalle, V_Guantien, A M Tambumo (1990) Lol St ,
18
Formuia: CygHyg Mo Oy 52
Compound Name:  cycioiL-Methiomyi-L-methigny)
Symonym: Cylic peptide (2 residues); MET-MET-
Space Group: P Coll: @ 134682) b 5341 ©  4.885[1]
Space Group No: 1 (A7) oi0SE0(i0) B wa7OyiD) y 79.40(10}
R-Factor (%) 206 Temperature(K): 235  Denamyjgiem?): 1331
H;E\\\
o
HH
NH
\"“m-,
TADNOD
Refarancs: C Perez-Balado, A.R.de Lera (2010 Crg.Blomol Chem. 8,
5178

Fomufa: iy Hag Mg 030, 0)

Compound Nams:  3-Benzy- 108-(3-{{5-ls00utyl-3, E-diomnplperazin-2-ylmethyi- 1:Hindai-1-
¥I-6. 100,11, 11a-tetrahyde- 2H-pyrazinal1’ 2" 1, Sjoymoio, 3-t)ndole-1,
4[3H.53H rdone rhydrae

Space Group: P43 Call: @ 12026(0) b 12021(0) © 2588103

Space Group No.: T8 A7) o 50.00 B s0m T 8000

B-Factor [%): 6.13 Tempersturs(K): 253 Densiyjgemd): 1215

CH;Fh
a
Halr




TAZZOM TOTVAB

Reforance: C.J ¥ingsbury, B.F Abrahams, F.Robson [2017) Raforance: Halyang Sun, Jizyl Wang, Gonghua Song [2014)
CS0 Communication/Frivate Commanication] C50 Communication/Private COmMUnication)
Formula: Gy Hy Ny 0, 2(C, Hy Ny ©y) Formula: €3 Hog Fy Ny Oy 1465 F5 05 1
COompound Name:  pipErazing-2,3,5,6-5rang N N-IImetnyiormaTioe sohvate Compound Nams:  N-{2-flugnobenzyl|-3-[3 H-ndo-Z-yimethyl)-3 Sdieaopiperazin-2-y)
propan- 1-aminkam trifluoroacstate
Space Group: P21 Cail: @ S150) b 14668[0) © 9.85E(D)
Space Group No.: 14 A T 50.00 BI4E2m 7 9000 Space Group: P Call: a GMET) b 124162) ¢ 165303
’ Space Group Mo.: 4 A o 90.00 B oSz45() 7 9000
R-Fachor [%): 712 Temperaturs(K): 130  Densmyjgem?): 1.328
Bk ¥ ¥ R-Factor (%): 604 TemperaturefK): 253 Densmyjgemd): 1353
o
10
4]
NH
NHE
MH
FiL—CO0
OHC————————MMe-
F
o]
TOTYABO1 TROMPPO1
Referance: Halyang Sun, Hul LI, Jayl Wang, Gonghua Song (2018) Referancs: E Sletten {1970} JAm.Chem. S0c. 52,172
Chin.Chem.Lett. 38,977
Formula: Cg Hyg Nz Oz
Formufa: gy Hag Fy Ny Og 17,05 F3 Oy 1+
e zMas Py Ma B 1762 P O Compound Name:  trans-3,6-Dimetnyipiperazine-2, 5-one
Compound Name:  N-{£-uarobenzyil-3-{5-| H-ndoi-3-yim ey )-3, 5-dlaoplperazin-2-41)
propan-1-aminiam irfiuoroacetaie Synonym: Cyclo-D-alanyi-L-alanyl; Cycic pepide (2 residuss| ALA-ALA-
Space Group: P21 Cail: a2 G161} b 12416[2) ¢ 165343 Space Group: BZlm Cal: a B35N0) b EXOD) & 90s4D)
Space Group No.: & A o 80.00 B 9245m) v 9000 Space Group No.: 14 Az o 80.00 B oesENt) v 9000
R-Factor [%): .04 TempersfurefK): 293  Densmyjgiemd): 1383 R-Fattor (%) ER Temperature(K): 235 Densmyjgiemd): 1329
CHa
Q
NHz

HzC



TUWDILEZ

Compound Name:

Space Group:
Space Group Mo

R-FaCIOr (%):

PhCHy

KiH

UCEXAB

G.5.Nichol, F.N.Murigl, E.A Mash (2010)
Acta Crystabogr., S8k COTyat St Commun. 88,0302

Con i3 Bry N3 03,65 H; N, Oy

[2R. 555 penzyt-5-bromo-E-methoaysp re(indane-2. 2-plperazing] -2, 5+

diome M, N-dmethyFormamide saivate

PZIZIZ1  CBil: a EOTHD) b 138321 © 26076(3
19 o o 90.00 p 2000 T 90.00
3.36 TemperatursfK): 100 Densmyfgiem3):  1.481

- Er
CMie
0
[EER CHO

. T.R.Palmore, T-J M.Luo, M.T McBride-Wieser,
E.A Picciotio, C.M Reynoso-Paz (1999) Chem Mater. 11,3315

CB H1I:I N.E DEE{C1 1 HS M1 )

[5.53)-3.6-bil Carbouymethy (-2 S-dketopiperazine bis(4-phenyipyriding)
ciathrate

Cyelic peptide (2 resdues) ASP-ASP-

P1 Cail: & EIIE1) b 145L58) ¢ 158603
1 e a4 B WMEND) 7 95279
559 Temperstuvef®): 130  Densiyjglem?): 1357
Fh
o
NH
N
COCH

UCEWUU

Refarancs.:

Formuia:

Compound Name:

Synonym:

Space Group:
Space Group No.:
R-Factor (%):

UCEXI
Refarance:

Formuia:
Compound Names:

Symonym:

Space Group:
Space Group No.:
R-Factor (%):

HOOC

G.T.R.Faimaore, T-J.M.Lud, M. T McBride-#ieser,
E.APicciotio, C M.Reynoso-Raz [1959) Chem. Maier. 11,3313

CaaHz Ny O
(5,53 5-bis| Benzylmoyraronymetyi}-2, 5-dikstopiperazine
Cyclic peptide [2 residues) ASP-ASP"-

c2 Caill: a 43900030} b TATHI © 6IT6[3
5 A4 o 50.00 P sE0nd) v 90.00
485 Tempsraturs{K): 130  Densiyjgem?): 1410

F‘hL’:Hz\\\‘

4]

4]

~

PhiCHz

G.T.R.Pamore, T-J.M.Lud, M.T MicBride-Wieser,
E A Ficciotio, C.M.Reynoso-Faz (1955 Chem. Mater. 11,3315

CS H1IJ NZ DS-'CW HS NZ
(5,513 5-bis{Carcnymethyi-2, S-dketopiperazin £ £ bipyridne
clathrate

Cyclic peptide (2 residues); ASP-ASP-

P21 Call: & SEA0) b TOTHY ¢ 605D
4 i o 90.00 B e v 9000
237 Temperature{K): 130  Densiyjgiemd): 1435

NH

COCH W



UCEXUY

Synoaym:

Space Group:
Space Group No.:
R-Facror (%)

HDOC

UCEYEG

Synoaym:

Space Group:
Space Group No.:
B-Facror [%):

HOOC

COOH

.T.R.Paimore, T~ M.Luo, M.T McBride-Wieser,
E.A Picciotin, C.M Reynoso-Saz (1090) Chem Mater. 11,3315

CgHyg Nz DgCqg Hiz Nz Oy

[3.5)-3,f-Dicamoaymetnyi-2 S-IKelpiperazing hexa-2.4-dyne-1.6-
dicidinicotinate cathrate

Cyclic peptide (2 residues): ASP-ASP-
cz Cail:
5 A
505 TempertureyK): 130  Densimyjgiem): 1.450

3 86155
o 90.00

b 142843 o
P o0.76(1)

6.043{1)
T 9000

=]

TR Palmore, T - M Lug, M.T McBride-Wieser,
E.APicciotio, .M Reynosc-Paz (1999) Chem Mater. 11,3315

Cg Hy My O 1.0, Hyg M 1+

8,513 5-bis{Carbarymethyl|-2_S-1ketopiperazing 1,3-bis{4-pyridyl)
Dropans clatnrate

Cyclic peptide (2 residues) ASP-ASP-
P21 Gl
B A
13.50 TemperaturefK): 130  Densmyjgiem?):  1.409

2 48s1)
o 30.00

b 12.2D0{4)

¢ 10.5542)
B a4353)

T 90.00

M

coo’

UCEYAC

Refarancs.:

Formaia:
Compound Nams:

Synonym:
Space Group:
Space Group No.:

R-Factor {%):

HOOC

ULEJIE

Refaramcs:
Formuia:

Compound Name:

Space Group:
Space Group No.:

R-Factor [%):

CHN

OMe

G.T.R.Paimare, T-J.M.Lua, M. T AcBride-#ieser,
E_A Picciotio, C.M. (1226 Civerm. Madeyr, 11,3345

g g Mg O 10 Hig Ny 1 H; 0y

|5.5}3,5-0is{Carbaxymethyil-2, S-dketopiparazing 1,2-bis{&-pynayT]
eihane ciathrate monahydrate

Cyclic peptide [2 recidues) ASP-ASP-

© 3TAL6(E)
T 9000

B212121  Col: 7 48131}
19 Az o 8000

5a2 Temperature{K): 130  DensayjglemT): 1455

b 0EIET)
B %000

M

O

hz0

h O

MH

B.Jagadizh, K 0.Carduce!, C Bosshard, P Gunter,
J.Lkiargols, L. Willams, EA Mash (2003} Cryst. Gromeh Des. 3,811

34 Hog Ny D5, 2[C Hyy 0, 5,)

5,5 HCyei-DiE,2-3miNg-7-Cyanc-4-mEmoNy naan- 2-Carayic aciy)
bis{d-n-propyteuifoids]

B Cadll:
1 {4

£.83 Tempsrature(k): 170  Densmyjgiemd): 1224

& 15774[1)
T TRAG[D)

a 10.059(0)
o 70.13(0)

b 131580
P TE4m

"

OMe

o i |

Et



ULEJOK

Compound Name:

Space Group:
Space Group No.:

R-Facror (%):

ONe

E.Jagadsh, M.D.Carduccl, C.Bosshard, P.Gunier,
J1Margols, L. Willams, E.A Mash (2003) Cryst. Growm Des. 3,811

C3aHag Ny g 300, Hg Oy 54

[FLR-Cyeio-bls2-aming- T-Gyanc-&-mesharyindan 2-carbomylc azid)
nsidimetyicufoxice]
cz cell @ 1SN b 10384 © 1236
5 A o S000  B13040m 7 9000
160 Temperaturs(k): 200  Densiyjgiemd): 1.367

HsC

5 0
H:C

ULEKAX
Refarence: E.Jagaash, M.0.Cariue, C.Bosshard, P.Gunter,

L1 Margels, L.J Willams, EA Mash (2003) Cryst. Grow Des. 3,511
Formuia: Coq Hag Ny 3,308 Hg Oy 54
Compound Name:  meso-[RL3 Hoycio-bis(2-aming-T-cyano-4-methouyindan- 2-carbomyls

acid) mis(dimetylsuonde]
Space Group: caie Cail: & TUIZE3I) b BEEL) © 1854007
Space Group No.: 15 L] o 00.00 B1iD29m v 9000
R-Factor (4): 240 Temperaturs(k): 170  Densiyjgiem®): 1343

ONe MeO
CH

H:C

HiC

ULEJUC
Refrence: E.Jagadisn, M.D.Carducs, C.Bosshard, P.Gunter,
J1 Margols, L1 Willams, E.A Mash (2003) Cryst. Growth Des. 3,811
Formuia: Cigq Hog My Dy 3[C5 Hy Oy 54
Compound Name:  rac-Cycio-bis(2-amino-T-cyano-4-methoeyindan-2-carboyilc ackd)
trisidimetmylcuifoxide]
Space Group: PIim Call: @ 10.045(3) b 112931) ¢ 289513
Space Group Mo 14 (A7) @ 9000 Bi0asEm v 9000
R-Faetor {%): £75 Temperstura(K): 170 Densityjgiemd): 1343
OMe Me0

ULEKEB

Rafarancs:

Fomuia:
Compound Nams:

Space Group:
Space Group Mo.:
R-Factor [%):

H:C

HiC

£.Jagagisn, M.D.Carducsl, C.Bosshard, PGunter,
J.1Margols, L Willams, EA Mash (2003) Coyst. Gromeh Des. 3,511

C21 H15 N3 I}J
{R.3}Cycin(|2-aming-T-cyanc-4-meimonyindan-2-carboylic asid)[2-
amino-3-prenylprepancic acd))

B2 Coll: # 11042(4) b E121(27) ¢ 1358005
4 Ay o 5000 BiME Dy 9000
47 Temperature{Kl: 170  Densmyigemd): 1358
CN

4]

NH
CH4Fh
NH
o

OMe



4

ULEKIF WAHXIM
Bafarance: E.lagadish, M.D.Carducs, C.Bosshard, P.Cunker, Refarancs: MR.Calr, EBuyukkingol, A Adeiare, W.R.MITngion
JAMtErgelis, L.J Willams, EA Mash (2003) Cryst. Growin Des. 3,511 (2002) Anal. Scl 1811735
Formuia: oy Hyz Ny Oy Formufa: Ty Hyy My 0y
Compound Name:  [3,5)-Cyclo|{2-amino-T-cyano-£-methaonyindan-2-cartonyic ackd ) 2- Compound Name:  Cyclo[glycy-L-glutamyi)
aminc-3-prenyipropancic acd])
Symonym: Cyclic peptide |2 residues |k GLY-GLN-
Space Group: P21 Call: 2 0S¥y b EOTTD) e 13.7531) ) _
Space Group No.: £ A7) o 50.00 B s408@ 7 90.00 Space Group: 21 Cal: a  A4Ziity b 1821
Space Group No.: 4 A o S0.00 B osaaum
B-Factor {%): 478 TemperstursfH): 170 Densmyjgiemd): ~
R-Factor {%): 300 Tempsrsture{K): 225  Densiyjgiemd):
HzM o
]
o
OMe
NH
NH
o
VARPOU VECTAY
Rafarance: R.AKioster, ML.D.Carducc], E.A Mash (2003) Og.Lett 5, Rafarands: AR Katitzky, Wei-Qlang Fan, A E Koziol, G.J Palenlk
3583 (1982) J Hederocyel Chem. 26,821
Formuia: e Formuia: CypHyg Ny 0,.2(C; Ho N, 0y}
nd Name: I:l rofd, 7-bis(l ndan 2,2 -3 5-doxo-1" £~ . L ) =
Compoul HH mﬁg%{ﬂusm lrendly Compound Nams:  3,6-bi5(2-0wo-3-ndolylidens jpiperazine-1 S-dions dmetmyifamamide
Space Group: P2iic Call: @ H8EL) b 1EZ98[E) © B4E00(5) Space Group: Fzim Coll: @ 12483(2) b S8E8(1) ¢ 17.328(3)
Space Group No.: 14 LK o 5000 B10ET23) 7 2000 Space Group Mo.: 14 [z o 50.00 B sixi) 7 o000
R-Facior (%): 9.32 Temperaturef®): 100  Densimyjgem?): 1.113 R-Factor [%): 4.0 Tempevature(K): 295  Densdyjgemd): 1352
Et

KMEs

5.087(1]

T 90,00
1436



YOPKAM WAFHAD

Rafarance: PMIKUIIK, J. Riege, H.Schmkibaur (1931) Chem Ber. 124, Raferancs: JIng-Jing A3, Xi-an Meng, Shi-Zhang Liang,
743 Sh-Hua Zhang, YHMIn Jiang (2010)
Acta Crystalogr, Sect E-Struct Rep. Onine 66,03315
Formuta: g3 Hay N5 Mg R
Formwra: Ty Ha Na Oy

Compound Name:  catena-{Tetra-aqua-ju-tyciolL-e-aspary-L-phenylalanyl 00" -sodium) and Nams:  E et 35 .

Synoaym: cahen- (Telra-aqua-jp,-3-benzy6-{ carbrylalomethy}-2,5- e
dicwopiperazne-0,0ksodum) Synonym: Piperazine-2.3.5.6-tetrone
Space Group: P22 Ol @ GDEX1) b E267(1) e 33ATEE Space Group: P2im Call: 2 SME3{1) b BEINN) e 5ES4[1)
Space Group No.: 19 A o 90.00 B 2000 T 8000 Space Group No.: 14 A o 50.00 Bioszs3) v 9000
R-Fachor [%): 270 TempeEiure(K): 285  Densiygiemd): 1422 B-Factor {%): 477 Temperaiure(K): ZE3  Densuyjgiomd): 143
Na
Hi0
‘ /,H,c:- 0
Ma'
Hgo'// \ KH
-
CHy— CHy——Fh
o o
NH
o
WAFHAOO WANZOB
Refarancs: OV Kovaichkova, M.D.Do, Al Stash, 5.5 5rashnova, Referancs: . Becker, C Hoben, D Scholmeyer, G.Scher, H.Kunz
BLE Zaksev [2014) KrisiaVografya)Russ | (Crysialogr.Rep.| 59,65 (2005) Eur.J Org.Chem. 1497
Formuia: CyH N, Oy Formuia: Cyg Hag Mg Oy 1+.N Oy 1-
Compound Name:  pipsrazine-2,3,5,6-52Ta0ne Compound Nams:  2-5-Benzyh-2,S-dimnplperazin- 3-yl-N-jdiaminomethylens jethanaminium
niratz
Space Group: P21 Call: a2 SATRI) b SE35[ e 56621) ) _
Space Group No.: 14 A9 o 80.00 Biosza@ v 9000 Space Group: L Cell: a 52413 b 230H4) e 112304
Space Group No.: 1 1A o IZEEZ) B4 7 98913
R-Factor [%): 308 TemperaturefK): 2393  Densiyjgemd): 1.938
ek ¥ ¥ R-Factor (%): 557 Tempevaiure(K): 143  Densifyjgem?): 1352

PhCH
O—————N0z

o NH

o
hH NH
KHz
NH o
NH” NH;
=}
[+



WAPPOT
Rafarance: M.Crisma, J R Deschamps, CGeorge,
J L Fippen-Andamson, B Kapiein, QB Broxierman, A Moreths,
5 Dancea, M.Jost, F.Formagglo, C.Tonkolo [2005] J Papt Res. §5,564
Formufa: Cog Hag Mg 04,2003 Ha Fg Oy
Compound Name: 2,244 11,11,13,13-0camethy-8, 16-doko-3, 12-diowy-3.7, 12, 15-betra-
azadsprofS 2.5 Zjhexadecans 1,1,1,3,3,3-hexafuanisopopanal
Ecivate
Synoaym: Cyclic pephide (2 residues) GLY-GLY"-
Space Group: Azin sl a 121533} b 15.254[4) ¢ 146233
Space Group No: 15 A9 o 8000 B o208@) v 9000
R-Facror (%) 707 Temperaturefk): 233 Densmyjgiemd): 1232
o
Hal CHy
\ N /
HsC // ‘\"“ CHs
>< o
KH M Fal CFs
fﬂ MH
@ aH
HsC \‘\‘ CHs
/ N
Hil CHy
o
WOBWUF
Refarance: |.A Razak, 5.5.5.Ral, Hoong-Kun Fun, Zhang-Fang Chen,
JAng2rang, Ren-en Xlong, Kiac-Zeng You (2000
Acta Crystadogr, Sect C-Cryst.Siuct Commun. 562341
Formufa: CiaHyz Nz Oy
Ccompound Name:  3,5-bis{d-Hydronybenzyl piperazine-2 S-glane
Space Group: Caic Cail: a 163530} b SO58[0) ¢ 14.779(0)
Space GroupNo.: 15 LK o 80.00 Biz187m) y 9000
R-Fachor (%] 550 TemperaturefK): 235  Densmyjgem?): 1.320
0
CH
NH
NH

HO

WEQsSUG
Refarance:

Formuia:
Compound Nams:

Space Group:
Space Group No.:
R-Factor (%)

Fh

WOBWUFD

Rafaramce:

Formia:
Compound Nams:

Space Group:
Space Group Mo.:

R-Faetor [%):

H,

¥ Kanof, S Koeno, J Katada, J Takahashl, LUna,
¥ Hayashl (1982 Biporg.Wed.Chem. | 7.1451

Cag Hag My O
|#HCyeie(5 1, 1-gimethyiprop-2-enyld=rydrohistidnyl-L-phenylataning)
{#-Phenylanistn Cyclc paptie [2 residuss): HIS PHE-

P4z Call: a 15.351(0) b 153500) ¢ 8.309(%)
77 142 o 50.00 B =000 T 8000
570 Tempsrature(k): 235 Densmy[gemd): 1133
o
MH N"f‘a\
NH
NH
CH;z
8]
HiC CHa

AN Churakow, PV Prikhodoheniio, MUA Nawvasardyan,
D.A.Grishanoy [2015) C50 Communication|Prvane Commuication) ,

Cygtyg Np Oy

3 E-bisi4-mypdromybenzyl piperazine-2,5-dione
cie Coll: a TEMD{1) b E0ND) © 150341)
15 Az o 90.00 BA23EHD) 7 90.00
378 Temperature(K): 150 Densiyjgiemd): 1351

=]

hH
hH
CH
Q



XABMIX

Compound Name:
Space Group:
Space Group No.:
R-Facror (%):

KAZHIO

Compound Name:

Space Group:
Space Group No.:

R-Facior (%):

KA L yssenkn, DA L eney, FG. KoGyamovsky (200)
Tetrahedron 58 5525

CxHzg Ny O
[#--Dibnzyl 2 5-glazskicycio|2.2. 2 jectans-3, E-done-1 A-glcarnowyiate

Py ol & 5554 b GTEST) © 1TTEO)
2 Ay @ 03455, B 2145 y SL1E(5)
B.42 Temperaturs{K): 293  Densmyjgiem’): 1.0
CHzPh
o
CH
(o]
// °
MH
c/f \0
CH:Ph

ALAWeatherhead-Kioster, H.D.Seloy, W6 Miler il
E.A Mk3sh (2005) L Ovg.Cham. 79,8503

Cag Hag By O 2C; Hy Fy Og)

5,6,5" 6~Teramethyl-2" 4-diapodspiro{indan-2 3 -piperazine-£ . 2™-ndan)
rifluoroacetic acid soivent

C2i Csl: a 28.566(5) b S9564) © 17.484(10)
15 Ay o 90.00 P 97a7E 7 9000
10.10 Temperafurs(K): 232  Densiyfgiemd): 1.355

F:C——CO0H

XABMOD

Rafarams:

Formaia:
Compound Mams:

Space Group:
Space Group No.:

R-Factor (%)

KEHDAS

Refarance.

Formaia:
Compound Names:

Space Group:
Space Group No.:

R-Fattor [%):

B A L yseenikn, DA Leney, G KDETyanovsky [2002)
Tetrahadron 58 5525

CyqHyg Ny O
{+HDisopropyl 2, 5-dlazableycio[2.2.2)octane-3 6-done-1 £~
dizarboanylate

¢ 13.596[5]
T HI.45(5)

a 5.933)
o 73.43(4)

b 10EEE)

S
2 B 7rEma)

Call:
A7)
T.36 Temperaiure{K): 33  Dansgyjgomd):

O / Pr
hH/¢D
\hH

\

N

1324

Kuncheng Uu, Bo He, CL _Anderson, Jun Kang, T.Chen,

Jindang Chen, Shizhen Feng, Lianjle Zhang, MLA Kolaczkowskl,
S.).Teat, M.A Erady, Chenhul Zhu, Ln-Wang 'Wang, Junwu Chen,
¥ Liu [2017) JAm.Chem.Soc. 1335355

CM |-|1III N: D! SZ
3 ,5-pis[j thiophen-2-yymetrylidensJpiperazine-2 5-dlane

B Call: F
2 1Az o 95.3%(0)

535 Tampsrazurs{K):

¢ 1238401
T 84820

B0 b SSEND)
BT

100 Densmyjgiems): 1588

HH ]



XELGAW

Refarence: E.Jagadsh, L2 WHlams, WD Carduccl, C Bosshand,
E A dash (2000) Temahedron Lett 41,8453

Fomufa: Cyq Hag Ny 03(E; Hg ©, 541

Compound Name:  [3,5-Cyclo-bis/2-aming-2-methouy-T-cyanoindan-2-carboylls acid)
mieirytcuifoaice soivabe

Space Group: cz Cail: @ 164321) b 10370 ¢ 12.268(0)

Space Group No.: S A o 80.00 P1a02em) ¥ 90.00

R-Factor (%): 339 TemperatursfK): 170  Densmyjglem): 1379

XELGAWD1
Refarancs:

Formaia:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

B.Jagadisn, M.D.Carduce!, C.Eosshard, P.Gunter,
J.LMargots, L) Willams. EA Mash (2003) Cryst.Growh Des. 3,511

C3qHag N 03005 He 0, 5,)

5.5 HCycio-bls2-aming-7-Cyano-4-methonyindan-2-carbonylc asid)
tris{dimetylsuonios)

c2 Cail: # 16.432(1) b 1037T0) ¢ 12.268(0)
5 A o 9000 B13mzym 7 9000
3.30 Tampsraturs{K): 170  Densmyjgiemd): 1373

YAHJUO

Rafaramoa:
Formufa:

Compound Name:

Space Group:
Space Group No.:

R-Faenor (%):

HiC

=

HiC

pmgu Chun Zhang, Wel Xu (2011
Acta Crystadogr., Sect E-Suct Rep. Onine 67,03041

CgHyp Ny O,
mego-3, E-Dionnpiperazine-2, 5-dacetamide

PRIl Ceil: a S0411) b &38[) ¢ 1290003
14 Ay o 90.00 P10976@F 7 90.00
367 Temperaturs(K): 293 Densmyjglemd): 1489
H:WDI
MH
MH

CONHz

ONe

YEKGAW

Rafarancs:
Formuia:

Compound Name:

Space Group:
Space Group Mo.:

R-Factor (%):

ONe

HiC

Zhuming Zrang. H Kohn [1984) J Am Chem Soc. 118,
3815

€45 Hag Mo OpH3 Oy

E-Hydromy-5-methylene-1-12.2, 4-rimethyil-1,3-coeoian-2-yl-carbeny(-2-
ox3-7 S-dlazabicycioid 2 Zjdecan-8, 10-dkne monchydrate

B2 Colt: @ E407(3) b 10S0NS) © 122047
s e o 9000 B o7y v onmn
350 TemperEtUre(K): 5 Densmygem): 1356
CHa
QO
CHa
a
CH3
Q
H:0



YEKGEA

Refarance: Zhuming Znang, H.Kahn [1554) LAm Chem.Soc. 116,
9815

Formuia: Cyg Hyz Ny Oy

Compound Name:  5-Hydromy-5-methyiene-1-{|2.2.4-imethyT}-1,.3-dicwoian-4-yi) hydroxy|
medhyi}-2-cora-7 S-dlazabicyclojd. 2. 2pdecan-8, 10-done

Space Group: P21 Cal: & TETHI) b 10355 e 112663
Space Group No.: 4 Ay @ 5000 @IS0y 9000
R-Factor (%): 310 Temperature(): 213 Densimyjgien®) 1358
CHa
o
o CHz
HO NH o
HzC
f’n
CHe CHa
WA OH
)
YERJIO
Refaranmce: M.-J Erlenne, J.Gabard, M. Leciersy, J.-M.Lehn,

M.Cesang, C.Pastard, M.Cheve, G Dutruc-Rosset (1994}
Tefrahedron Lett 38 8157

Formufa: Cg Hg My Oa
Compound Name:  [+-}-2,5-Diazabicysio(2 2 Zjoctans-3,5-done

Space Group: Pcon Cail: a ET9X3) b B362E) ¢ 11.156(9)
Space Group No.: 56 A" o S0.00 B =000 T 90,00
R-Fachor (%) 551 TemperafurefK): 235  Densayjgiemd): 1253
CHz
-rff“
MH
NH
o

YERGOK
Refarancs:

Formaia:

Compound Nams:

Space Group:

Space Group No.:

R-Factor [%):

Zhuming Zrang, H Kohn [1954] LAm Chem. Soc. 118,
2815

CigHn Np By
&-Hydroy-S-mthylene- -(3-hydroy-2 2, 5-rimetyh 3
Oy TN N Ly 28T S-dazanieyciod 2 2 jdecan-8 10-dane

P21 Call: & T0.4E8(5) b IDEENE) e 142183
4 iy o 50.00 BimmE v 9000

340 Temperature(K): 223  Densiyjgiemd): 1419

HiC

YERJOU

Formuia:
Compound Name:

Space Group:
Space Group No.:
R-Factor {%):

FZ1212  Cailt: @ B3142) b EERHZ) © 5
18 47 o 30.00 B s000 ]

4.12 Tempersture(K}: 735  Densiyjgiem?): 1458

M -J Erlenne, JGabard, M.Ledercq, J.-MLshn,

M Cesario, C.Pascard, M.Cheve, GIDuinuc-Rossal 1994
Tetfrahedron Ledt BEE157

CgHg Nz Og

(-} 25-Diazabicycio)2.2.2joctane 3 5-done

556

MNH




YUSBIX

Rafaranca: ALl Gieichmann, J M Wois, 'W.S Sheldrick (1995)
Jchem. Soc Dakon Trans. 1540
Fommula: g Hag Ny Oy Ry 2+,2(C, F 03 5y TL15(Cy Ha Oyl
Compound Nams: [rznE nE-Cyciobis[phenylatany!)Hois(m Spentamethy-cyciopentadienyl)
—iHuthenkum ) bis{TrMucromethanesufonate] methano! soivaie
Space Group: P21 el 3 T1B3HS) b IS006E) © 2250405
Space Group Mo 13 A o 5000 B =oo0 ¥ 4000
R-Facror iK1 200 Temparatoreil: 173 Densmwaiemdl: 1611
cp* Cp*
| |
| |
| |
| |
! -» ! -
Ru Fu
| |
| |
| 9 |
1 |
MH
CH; CH;
KH
a
FiC——3503 HiC——OH
ZICLAY ZUsSDAU
Reference: T.M.Kndle, KA Watson, B Gregariou, LN.Johnson, Referance:
5 Croak, DLLWatun, R_C.Greihs, R Nasn, K.E Tetsanou,
5 E Zograpios, N.G.OKONOMaKos, G Fleet (1995)
Tefranedron Lett 36,5231 Formufa:
Fomufa: Cyg Hag My O Hy 0y Compound Name:
Compound Name: (2R 35 43 57 55 -4-Benzyiony-3. S-diydrary-2-hydroaymetyt-7, 10-
Alar3-1-DHaEpiNg 3.5 jundscan-8, 1 1-dkane monohiparate
Space Group:
) ) Space Group No.:
Space Group: P Call: 7 B34 b TAEIE) o MLOTSM)
Space Group No: 1 A o BIEIW) B STI2M4) 7 TILa%E) R-Faetor (%):
R-Factor (%) 478 Temperaturef): 285  Densyjgemd): 122
Fh
-]
HO OH
Hal:
0, MNH
COH
o
NH ()

H:0

YUZPUG
Refarancs: M B Awinash. D Raut, MK Mishra, U Ramamurty,
T.Govindarsju (2015) Scisnttc Reports 5, 16070

Formua: Cyg Hyg Mo Oy
Compound Nams: 3 5-diphenyipiparazine-2 S-dions
Space Group: P Coll: a B2 c
Space Group No.: 2 A o B1.20(6) T
R-Factor {%): £.82 Tempersturs(K): 150  Densmyjgiemd):

Fh

B
MH
(=]
Fh

¥an-Lal A3, Mek-Yan Wel, Ha-Yan Chen, Fet-Fel Guan,
Cnang-Yun Wang, Chang-Lun Shao (2015) Org.Len. 17,4216

€33 Mg Ny OgH; 0,

2,11-bls{5-ydromy-3-methyipent:2-enoyl-1. 10-01003-2,7, 11,15
tetraazadispio(5 2 5 Zheradecane-&, 15-tlone menohydrase

P Col: @ o7aS(l) b 10737 c 1231503
2 Ay | P STZY 1 95453
473 T o{K): 203 Densitylglem?): 1358

10.529(5)
TT.74[5)

1333
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H c
TAZZOM WAFHAD
Reforsnce: . KIngsbury, B.F Abrahame. F.Robson [2017) Reforancs: JIng-Jing a3, Xk-JAn Meng, 3hi-Zhang Liang,
C50 CommunkationFrivaie Commonication) Sra-HUA Zhang, YHMIR Jiang (2010]
Acta Crystailogr, Sect E-Sirugt Rep.Online ,66,03315
Formuia: Gy Hy Ny 0,.20C, Hy N, D)
Fomia: Ty Ha Na 0y
Compound Name:  plperazine-2,3,5,5-5rone NN-dmetnyiformamide sohate — o235 ke
Space Group: P21 Cell & SN0, b MEEED) ¢ 9ESED) Synomym: Fiperazing-2.3.5 5-Elmone
Space Group No.: 14 A o 80.00 B104520) T 90.00
. 2 . . Space Group: F2im Cal: a GAG3(1) b BEX1) ¢ 56541)
R-Facir %) 2 omporstureiK): 130 Densityjgiem?): 1325 Space Group No.: 14 A o 90.00 Bios2sd) v enon
o]
R-Factor [%): 477 Temperaturs(K): 233 Denskyjgemd): 1543
0
NH
NH
0
OHCE————————NMe,



WAFHAOQDT
Ratarence: 0.V Kovalkchkgva, N.D.Do, A Stash, 5 B Srashnova
B.EZaksey (2014] Knistalogranya(Russ )| Crystaiogr. Rep. 59,65

Formuia: CyH N, O,
Compound Name:  ppsrazne-2,3.5 5sTamne

Space Group: P21 Cell & EATAI) b BE2SZ) ¢ 5863(1)
Ay o 8000 Bios223 v 9000

Space Group No.: 14 ¥
308 Temperstursf): 233 Densmyjgemd): 1338

R-FaCIOf [%):

o

f—e— - --D)

[ TR



BAKGOJ

Refarence:

Formuila:
Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%)

H:O

0

A_Stepien (1981)
Acta Crystallogr, Sect B:Struct. Crystaliogr. Cryst Chem. ;37,2087

Cg Hy Ny OaHy Oy
B-Nitro-2, 3-dihydroxyquinoxaline monchydrate

B-Nitre-2,3-{ 1H 4H)-quincxalinedione monohydrate

M2 Gel: a T4BI(1) b 11.343(2) ¢ 12.066(2)
14 (A3 a 90.00 B12043(2) ¢ 90.00
520 Temperature(K): 295  Density(wcm): 1606

NO3 07
NH %
0]

BIFREP
Reference: L Schwiderski, 5.C_Rasmussen (2013) J.Ong.Chem. T8,
5453
Formuda: CH Hg N;_l 02 53:C1 H4 O]
Compound Name: 5, 7-bia{2-thienyl jthieno[3 4-blpyrazine-2, 3 1H 4H)-dione methanol
solvate
Space Group: P21ic Cell: & 11.9820) b 13.202(0) < 10.90&(0)
Space Group No.: 14 A, o 90.00 B11549(0) y 90.00
R-Factor (%): 427 Temperature(K): 100  Density{glem3): 1555
HO» CHy

BAKGOJO1
Reference:

Formula:
Compound Name:

Space Group:
Space Group No.:

R-Factor (%)

N

CAHXQX

Formula:
Compound Name:
Space Group:
Space Group No.:

R-Factor (%):

HzN

M.Kubicki, TW Kindopp, M.\ Cappareli, P W.Codding
(1996) Acta Crystallogr., Sect B:Strucf. Sci. 52,487

Cg Hg N3 O4,Hy Oy
G-Mitro-1 4-dihydro-2, 3-quinoxalinedione monohydrate

P21in Cail: a T4740) b 1927(10) ¢ 10491(0)
14 (L] o 90.00 B 97510 y 90.00
5.06 TemperaturefK): 295 Densityfgicm?): 1613
NH
NH
Ha0
& Stepien (1977)

Acta Crystallogr., Sect. B-Struct Grystallogr. Cryst. Chem. 33,2854
Cg Hg Cly Na 0,0.52{H; Cly)

5-Chloro-7-amino-2 3-dihydroxyguinoxaline hydrochloride

Pca Call: a B554(2) b 166333 ¢ 13402(3)
61 A5 o« 90.00 B 90.00 ¥ 90,00
400 TemperaturefK): 295  Density(g/iem3): 1608

& CIH

NH

NH



CNIXQX

Reference:

Formuia:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

OsN

DULFUM

Reference:

Formuila:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

M.J.Grabowski, A Siepien, M.Cygler, E. Wajsman (1977)
Acta Crystallogr., Sect B-Struct. Crystaliogr. Gryst. Chem. 33,2851

CgHy Cly M3 0y
S-Chlgro-7-nitra-2, 3-dihydroxyquinoxaline

B Call: a 92802) b 12870(3) ¢ B.503(2)
2 (A% @ 9095(2) [ 9T.08(2) oy 11848(2)
460 Temperature{K): 295 Density{gicmd): 15818
Cl
NH 0
NH 0
J.Bruning, A.Peters, J.W.Bats, M.U_Schmidt (2010)
Acta Crystaliogr., Sect. C:Cryst. Struct. Commun. 66,01
CgaHigNg O3 1+ H; 01.Cly -
T-Methawy-2, 3-dioxo-1,4-dimydroguinoxalin-&-aminium chlonde
monohydrate
Pbea Cell: a B.734(1) b 1548004) e 21.32714)
&1 (A, o 90,00 p 90.00 v 5000
538 Temperature(K): 168  Density(gicm3): 1565
NH OMe
NH NH3

Hz0 cr

DECLOP

Reference: Yeshuang Zhong, Cheng Chen, Chunchun Zhang,
Dinggua Xuw, Zhien Lin (2017) lnorg. Chem. Commun. 84, 156
Formula: (Cap Hyz Iny N Oygin,3(Ha O4)
Compound Name: catena-[tris{y-oxalato)-bis| 1,4-dihydroquinexaline-2, 3-dione)-di-
indiumjii} trihydrate]
Space Group: P21ic Call: a 9810(0) b 10.986(0) e 12.949(0)
Space Group No.: 14 A9 o« 90.00 B 91.85(0) 1y 90.00
R-Factor (%a): 280 TemperaturefK): 203 Density(g/em3): 2076
NH @O\z\, g‘
TN
KH. a \ / d&f
D,;‘LL " K0
rrr \\‘c__)
o it
Orag g
5 HIP
Q
> el
o g
I HH
i
I"'\""\é MNH
EVAFIR
Reference: Ming-Feng Wang (2011)
Acta Grystallogr, Sect E-Struct Rep. Online 67,01581
Formula: Cg Hg Ny Og,Cg Ha My Og,Ha Oy
Compound Name: S-Nitroisophthalic ackd 1,4-dihydroquinaxaline-2,3-dione monohydrate
Space Group: P-1 Cail: a 7.2452) b SBBB(3) © 13.142(4)
Space Group No.: 2 A5 « 9384(0) B 95820 v 9579(0)
R-Factor (%a): 333 TemperaturefK): 295  Densify(gicm3): 1592
HODC. COOH
H:Q
NO2
NH 18]

NH 0



HAPGOX

Reference:
Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

Mnyaam

HIJBAD

Reference:

Formuia:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

OzN

Gang Yuan, Chao Zhang, Kui-Zhan Shao,
Xiang-Rong Hao, Zhong-Min Su (2017) Z.Anong. Allg. Chem. 643,531

(Cyg Hyg Mng Ng Oggln

catena-[bis(p-2, 3-diowo-1,2,3 4-tetrahydroquinaxaline-6-carioxylato}-
diagua-manganeseliij]

P Cell; a SD083S) b 11.583(4) ¢ 15.374(4)
2 (A, o BBO7() B 8B3ND) y S48D)
403 Temperature{K): 293  Density(g/em3): 1.648

M Kubicki, T.W Kindopp, MV Cappareli, PW.Codding
(1995) Acfa Crystallogr., Sect B:Struct Soi. 52,457

CgHg Mg Og
3,7-Dinitro-1,4-dihydro-2, 3-quinoxalinedione

F212121  Call: a

6.977(0) b 13.083(1)
19 (A9 :

¢ 20401(1)
o 90.00 B 90.00 .00

¥ 200

350 Temperature(K): 295  Densityfgicm): 1799

NGz

HIHZUT

Formuia:
Compound Name:

Synonyn:

Space Group:
Space Group No.:
R-Factor (%a):

OuN

QN

HIJBIL
Reference:

Formula:
Compound Name:

Space Group:
Space Group No.:

R=Factor (%a):

M Kubicki, T W.Kindopp, M.V.Cappareli, P.W Codding
(1996) Acta Crystallogr., Sect.B.Strucf. 5ci. 52,487

Cg Hy Ng Og
6,7-Dinitro-1,4-dihydre-2, 3-quinoxalinedions

DrugBank: DED3759

F2iic Cell:
14 A

a S467(0)
o« 90.00

b 8.533(0)
B 90340

Density(g/em?):  1.855

¢ 12.466(0)
¥ 9000

314 TemperaturefK): 285

NH 0]

NH 0]

M Kubicki, T W._Kindopp, M.V Cappareli, P.W.Codding
{1996) Acta Crystallogr, Sect.B:Struct. Sci. 52,487

CgHa Cla Ny Oy
6,7-Dichloro-1,4-dilydro-2, 3-quinoxalinedione

P21in Call: a 72070 & 84500 ¢ 1447U0D)
14 A9 o 90.00 B 9870 vy 90.00
280 Temperature{K): 295 Density{gicmd): 1767

Cl NH o
NH | : : : : I
I Cl NH 0
NH o]



HIJBOR

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

Cl

HQOXDO

Refarence:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%a):

M Kubicki, T.W Kindopp, M.V.Cappareli, PW.Codding
(1995) Acta Crystallogr., Sect B:Struct Sci. 52,487

Cg Ha Clp Ny O3,C3 Hy My Oy
5,7-Dichloro-1,4-dihydro-2, 3-quinoxalinedians

Cl

P-1 Cell: a G6.1500) b 8379(0) ¢ 13.738&(1)
2 A4, a107.41(0) P 99.300) 7y 95.030)
425 Temperature(f): 285  Density(gem3): 1532
NH o}
NH o}
MeaN CHO
C Svensson (1976) Acta Chem.Scand. 30,581
CgHg N2 Oy
1,4-Dihydro-2, 3-quinoxalinedions
P2in Call: a 8063(1) b 4275(1) ¢ 208112
14 4,9 o 90.00 B100.42(1) y S0.00
430 Temperature(K): 235 Density(giem?): 1518
NH
NH

HOYVEX

Refaronce: M.U.Schmidt, S.Bruhne, 4 K. Wolf, & Rech, J.Bruning,
E_Alig, L-Fink, C.Buchsbaum, J.Glinnemann, J.van de Streek,
F.Gozzo, M.Brunelli, F_Stowasser, T.Gorelik, EMugnaioli, UKol
(2009) Acta Crystallogr., Sect B Struct. Sci. 65,189
Formula: Cgq Hpq N5 Oy
Compound Name: Pigrment yellow 213
Synanym: Dimethyd 2-(2-{1-{(7-methooy-2, 3-dioxe-1,2 3 d-tetrahydro-6-
quinoealingl jamina)-1, 3-dioxe-2-butanylidens hydrazine jierephthalate:
Space Group: P-1 Call: a 6901(0) b 11.835(0) c 14.0580)
Space Group No.: 2 A% « B1.810) B 810300 vy 87.54(1)
R-Factor (%) 26.10 Temperature{K): 293 Densityjgiem?): 1513
0 MH OMe
0 MH MH
COMe
o)
//N
NH
COOMe
Me0OC
HQOXDO01
Reference: M.C Munoz, R.Ruiz, M.Triannidis, A.Aukauloo,
Y Journaux, | Femandez, J.R.Pedro (1999)
CSD Communrication|Private Communication) ,
Formuia: Cg HgNa Qo
Compourd Name: 1,4-Difydra-2, 3-quinoxalinedions
Space Group: P21in GCell: a 80721 b 42B80{2) ¢ 20922)
Space Group No.: 14 (] o 90.00 B 100.39(1)  y 90.00
R-Factor (%) 450 TemperaturefK): 295  Density{g/cm?): 1515

NH 0O

NH 0



HQOXDO02
Referance:
Formula:
Compound Name:
Synomnym:

Space Group:
Space Group No.:

R-Factor (%):

HQOXDO04

Reference:

Formuta:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

Fang-Fang Jian, Pu-Su Zhac (2004 J Mol Struct. 705,133

CgHa N2 Oz

1,4-Dihydro-2, 3-quinoxalinedione

2 3-Dikefobenzopiperazine

P2iic Cell: a 8.0501) b 4286(0) c 20995(6)
14 4,9 o 90.00 B102143) y 8000

823 TemperatureK): 293  Density(giem3): 1521

NH 0

NH 0]

5.M.Soliman, J Albering, MLA M Abu-Youssef (2013}
JMol Struct. 106345

CaHa N2 O
14-Dihydrequinaxaline-2, 3-dione

P21in Gell: a
14 A"

8.062(0)
o 90.00

b 4217(0)
B 100.38(0)

¢ 20783(1)
¥ 9000

348 Temperature(K): 100 Density(g/icm3):  1.549

NID OINH\ ‘: :
N o O NH

HQOXDOD03
Reference:

Formuia:
Compound Name:

Synonym:
Space Group:
Space Group No.:

ReFactor (%):

KIZKOU
Reference:

Formuia:

Compound Name:

Synonym:

Space Group:
Space Group No.:

R-Factor (%a):

P.S Zhao, FF_Jian, H L Xiao, P.P.Sun (2004)
Pol.J Chem. 78,1335

Cg Hg Nz O
1,4-Difydro-2, 3-quinoxalinedions

2 3-Diketobenzopiperazine
P21ic Cell: a B80S0(1) b 4286(0) € 20995(5)
14 A5 « 90.00 B10244(3) v 90.00
623 TemperaturefK): 293 Density(g/em?): 1521
NH
NH

B Piotrkowska, MMyslinska, M. Gdaniec, A Herman,
T.Polonski (2008) J Org Chem. 73,2852

CgHiaNz Oz
(R, R)-2,3-Decahydrobenzopyrazinodione

(R, R }-Octahydroquinoxaline-2, 3-dione

P43212  Cell: a 660900 b 6609(0) ¢ 18.834(1)
98 Az o« 90.00 B 90.00 v 90,00
367 TemperaturefK): 293 Density(gicm3): 1358

0



KIZKUA

Reference;

Formuta:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

KIZLOV

Reference:
Formuta:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

NH

NH

OCUSsOoU

Refarence:

Formuta:

Compound Name;

Space Group:
Space Group No.:

R-Factor (*):

KIZLIP

B. Piotrkowska, M_Myslinska, M.Gdaniec, A Herman, Reference: B Fiotrkowska, M.Myslinska, M.Gdaniec, A Hsman,
T Polonski (2008) J.Org.Cham. 73,2852 T Polonski (2008) J.Org.Chem. , 73,2652
CsHa Nz Oz Formula: Cig Hig Np 03,04 Hg Oy
(R}-5-Methylpiperazine-2, 3-dione Compound Name: (35,65)-5,6-Diphenylpiperazine-2, 3-dione tefrahydrofuran solvaie
B43212  Cell a B9810) b 69310 c 24.202(0) Space Group: P2221 Call: a 12405(2) b 690601 ¢ 11.003(1)
96 (A% o 90.00 f 90.00 v 90.00 Space Group No.: 17 A o« 90.00 B 90.00 v 90.00
282 TemperafurefK): 293 Densityfg/om3); 1443 R-Facior (%) 5.90 TemperaturefK): 200  Density(gicm3); 1.192
NH CH; 0 NH Ph
o NH Ph
0
NH
LIPWEP
B Piotrkowska, M_Myslinska, M Gdaniec, A Herman, Reference: (3 Sun, ¥in Li, Qiuhan Lin, Ming Lu (2018)
T.Polonski (2008) J. Org.Chem. 73,2852 Crrg.Biomol Chem. 16,8034
C1g Hyg No 02, 2(C7 Hy F5 OolHa O Formuis: 3{C4 Hy Ny 03], 2(Hz O4)
{55,65)-5,6-Diphenyipiperazine-2,3-dion bis{pentafiuorolienzoic acid) Compound Name:  [1,2 Sloxadiazolo[34-]pyrazine-5,6(4H,7H-dione dihydrate
monohydrate o :
Space Group: P21ie Celi: a 19.279(1) b 5470} ¢ 19.483(1)
P21 Cell: a 14500(1) b O5.848(0) ¢ 16.791(1) Space Group No.: 14 (L] a 90.00 Bi11.92(0) vy 90.00
4 (4,9 o 90.00 p o4.63(0) vy S0.00
R-Factor (%): 468 TemperafurefK): 173 Density(giem3): 1737
2487 Temperature{K): 100 Density(giemd):  1.630
Q NH
N B:0
H20
Ph ?
0
FzCy COCH
N
Fh a NH
OCUsoUM
RLT Stibrany, J_A Potenza, H.J Schugar (2001} Reference: C.Mukhopadhyay, 5.Ghosh, R.J Butcher (2010)
CSD Communicafion{Private Communication) , ARKIVOC 14,759
CypHip N2 02 Formuia: Cap Hyg M2 O2
6, 7-Dimethyl-1,4-dihydre-2, 3-quinoxalinedions Compound Name: 6,7-Dimethyl-1,4-dihydroguinoxaline-2, 3-dione
P21ic Cell: a B914(1) b B8.588(1) c 12349(1) Space Group: P21ic Cell: a 8814(0) b 8730 c 12.09%0)
14 A4 o 90.00 B 92.39(0) 1y 9000 Space Group No.: 14 A5 o 90.00 B 9377(0) y 90.00
344 Temperature(K): 294 Densityfglemd):  1.338 R-Factor (%) 433 TemperaturefK): 110  Density{gfcm3): 1.359
CHz
NH CHs
CHa
NH CHs



OGERUN

Reference: Cai-Ming Liu, De-Qing Zhang, An-Jun Qin, Chen Ye,
Huai-Ming Hu, Dao-Ben Zhu (2002) Eur.Jlnorg Chem. 1595
Formula: C12 HH N4 Ni] D]g_
Compound Name: bis(2,3-Diowo-1,4-dihydropyrazine-35, G-dicarboxylato)-ieira-aqua-nickel(ii)
Space Group: C2c Cell: a 17.858(4) & 11.088(2) ¢ 9.869(2)
Space Group No.: 15 A, a 90.00 B 119.87(3) y 90,00
R-Factor (%): 441 Temperature(K): 293 Density(glem3): 2072
0 NH CO0H HOOC NH Q
o} NH NH 0]
O / i
H20r i Hz0
H20 Hz0
PECYON
Reference: F_Eya'ane Meva, D.Schaarschmidt, M.A_Abdulmalic,
T.Ruffer (2012) Acta Crysiallogr., Sect.E:Siruct. Rep. Online 68,03460

Formuila: CypHg Ny O

Compound Name: 1,4-Dinydrobenzo[glquinoxaline-2, 3-dione

Space Group: P21/ Celi: a TA3Y1) b B423(1) e 15292(2)

Space Group No.: 14 (A, o 90.00 B e8.79(1) y 90.00

R-Factor (%): 938 Temperature(K): 293  Density(glem3): 1557

NHIO
NH (o]

OGESAU

Formula:
Compound Name:

Space Group:
Space Group No.:

R-Factor (%3):

Cai-Ming Liu, De-Cing Zhang, An-Jun Qin, Chen Ye,
Huai-Ming Hu, Dac-Ben Zhu (2002) Eur.J inorg. Chem. 1595

CaHyNy Og-Ha Oy ™+
oxonium 2, 3-dicxo-1,4-dihydropyrazine-5-carboxylate-6-carboxylic acid

C2im Cell: a B.8%3(1) b 181784} ¢ 5.035(1)
12 A,z o 90.00 B 96E5(3) 7 9000
510 TemperaturefK): 203  Density(g/em3): 1792
Q
OHz
0 NH
T_
T
o]
O NH
Q

QERCOF

Reference:

Formuia:

Compournd Name:

Space Group:
Space Group No.:

R-Factor (%)

M Heller, W.S. Sheldrick {2001) Z.Anorg. Allg. Chem. 627,
559

(Cg Hy My Oan,niC4 Cuy Ny)

catena-[{1;-Cyano-C Mj-copper(i) 1,2,3 4-tetrahydroquinaxaling-2, 3-
dione]

F21in Call: a 12447(3) b 4843(1) ¢ 15820{3)
14 A% « 90.00 B 97.4(3) vy 90.00
561 Temperatura{K): 295  Densityjg/icm3): 1770

: :NH 0
NH 0

NAAAAAACu

(C mm— ], U



QODCAO

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

Ming Yu, Hai Lin, Huakuan Lin (2008) Supramoil. Chem. ,
20,309

Czq Hig Clp Coq Ny 1+,Cg Hy Ng O.Cly - Hp O

Dichioro-bis(1, 10-phenanthroline }-cobaltii) 6, 7-dinitroquincealine-2,3-
dione chioride monohydrate

=X Cell: a B8126(3) b 10.0934) ¢ 19.851(7)
2 (A, o G3ETM) B SAZYD) ¢ 92240
744 Temperature(K): 734  Density(gicm3): 1867

02N NOz2
ol
H:0
MNH NH
o] o}
RAVFIE
Reference: MN.5.Oxtoby, A.J Blake, N.R.Champness, C.Wilsen (2005)
Chem.-Eur.J. 11,4542
Formula: Cg Hg N Op,0.5(Hz Oy)
Compound Name: B-Methyi-1,4-dihydroguinoxaline-2, 3-dione hemihydrate
Space Group: P-1 Gell: @ 4362(3) b 12.833(10) ¢ 160M(12)
Space Group No.: 2 A2 o 70.39(1) B 88.89(1) v EFTH)
R-Factor (%) 831 Temperature(K): 150  Density(g/cm?): 1456
HaC NH o]
NH o]

H:O

RAVFEA

Formula:
Compound Name:
Space Group:
Space Group No.:

R-Factor (%a):

RAVFOK
Reference:

Formula:
Compound Name:
Space Group:
Space Group Na.:
R-Factor (%):

N.5.Oxtoby, AJ.Blake, N.R.Champness, C.Wilson (2005)
Chem.-Eur.J. 11,4643

Cg Hg Ny 02,2(Hp O4)

1,4-Dihydroguincecaline-2, 3-dione dihydrate

P Cell: a 70240 b T7.728(0) e 8.805(0)
2 4,9 « B562(0) B 7E44i0) vy TEO3(0)
478 TemperaturefK): 150  Densify(giem3): 1449
NH 0
NH 0
H.O

N.5.Oodoby, A .J Blake, N.R.Champness, C Wilson (2005)
Chem.-Eur.J. 114643

Cig Hyp Ng 02,6(Hz Oq)
6,7-Dimethyl-1, 4-dihydroquinoxaline-2, 3-dione hexahydrate

F21in Call: a G66810(0) b 198D4(2) c 11.761(1)
14 A7) « 90.00 B 1044700  y 9000
418 TemperaturefK): 150  Density(g/em3);  1.303

H:sC: i :NH IO
HaC NH 0

H20



RAVFOKO1
Refarence: M_5.Ontoby, A.J Blake, N.R_Champness, C.Wilson (2005)
Chem -Eur.J. 11,4643
Formuta: Cqp Hyg Na Og.6(H2 O4)
Compound Name: 6,7-Dimethyl-1 4-dinydroquinoxaline-2,3-dione hexahydrate
Space Group: P21in Call: @ G678%0) b 19617(2) ¢ 11.739(1)
Space Group No.: 14 (A, o 90.00 104300y 7y %0.00
R-Factor (%): 356 Temperature(K): 50 Density(giem3):  1.308
HaC NH o]
HaC NH o]
H:0
RAVGAX
Refarence: MN.S.Onctoby, A Blake, N.R.Champness, C.Wilsen (2005)
Chem.-Eur.J. 11,4643
Formula: (Cap Has Mg Mag Ogin
Compound Name: catena-{(15-6, T-Dimethyl-1,4-dihydroquinoxaline-2 3-dione - uy-aqual-
(6, 7-dimethyl-4H-quinoxaline-3-one-2-cnate)-sodium)
Space Group: R-3 Cell: & 345306) b 34.530(6) ¢ B.600(3)
Space Group No.: 148 (A% o 90.00 B 20.00 ¥ 120.00
R-Factor (%) 421 Temperature(K): 150 Density(gem3): 1415
HgC: : :NHIO
HsC N (0]
" \
N ’\/\/\M’\HQO
HaC NH

“‘mﬁ'

RAVFUQ

Formuia:
Compound Name:

Space Group:
Space Group No.:
R-Factor (%)

HaC

HaC

RAVGAX01
Reference:

Formuia:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

Hal

HaC

N5 Oxtoby, A.J Blake, N.R.Champness, C.Wilson (2005)
Chem.-Eur.d. 11,4643

HC1p Hap N2 Ozl Ha Oy
6,7-Dimethyl-1 4-dihydroquincealine-2, 3-dione monohydrate

P-1 Ceil:
2 [L%)

& 9358(2) b 10.049(2)
o 99.27(0) B 98.1TD)

¢ 16.360{3)
F 110.01(0)

8.53 Temperaturefk): 150 Densityjg/cm3): 1402

NH

NH

Ha0

N.5.Oxtoby, A.J.Blake, N.R.Chamgness, C.Wilson {2005)
Chem.-Eur.J. 11,4643

(Cag Hat Ng Nay Ogln
catena-{{u;-6,7-Dimethyl-1,4-dihydroguinoxaline-2, 3-dione Huz-aqual
(B, 7-dimethyl-4H-guinexaline-3-one-2-onato}-sodium)

R-3
148

Gell:
A

Temperaturefk): 298

a M631(3)
o« 90.00

b MEIND ¢ BE2HD)
B o000 ¥ 12000

427 Densityfg/icm?):  1.402

HaC NH 0

HiC
NH

AN H

NH

P
e

;0



RAVGEB

Referance:

Formuia:
Compound Name:
Space Group:
Space Group No.:

R-Factor (%):

SATCUL

Referance;

Formuda:
Compound Name:

Synomym:
Space Group:
Space Group No.:

R-Factor (¥):

TN

~

MN.5.Cxtoby, A.J.Blake, N.R.Champness, C.Wilson (2005)
Chem.-Eur.J. 11,4643

Cqz Hg My 02,3(H, Oy)

1,4-Dihydrobenzo(g)guincxaline-2, 3-dione trihydrate
P2ic Cell: a
4 4,
4.3 Temperature(K): 150  Density(g/emd): 1445

7.164(1)
o 90.00

b 20084(3) c 85181
B 92340y ¢ 20.00

NH O

NH o}

Ha0

A THLenstra, B.Bracke, B.van Dijk, S Maes, C Vanhulle,
H.0.Desseyn (1298) Acta Crysfallogr, Sect B:Stwct Sci. 54,851

CaHg N3 Oy

2 3-Piperazinedione

2 3-Dikefopiperazine

P21fe Cell: a 5841(3) b 10080(3) e &282(2)
14 4,9 o 90.00 B 95.87(3 y 90.00

340 Temperature(K): 295  Density(gicm3): 1.535

/N

Space Group:
Space Group No.:

R-Factor (%)

SUHHEI
Referemce:

Formuia:

Compound Name:

Space Group:
Space Group No.:

RFactor (%a):

J.Elguero, P.Goya, J.A.Paez, C.FocesFoces, F.H.Cano,
M Martinez-Ripoll (1988) J Mol Struct. 172423

Cg Hy M5 Qg Sy 1~ Hg Oy 12,205 0q)

Owonium 4-amine-5, 7-dioxe-5,6,7,8-tefrahydropyrazino(2, 3c)-1,2 -
thiadiazine-2,2-dioxide dihydrate

P-1 Geil: & 934200) b 9407(0) ¢ T7.334(0)

2 A,z «i15730) B 78810)  110.41(0)

450 TemperaturafK): 295 Density(gicm3): 1743
NH2

M Kubicki, P.W.Codding (1993) Can.J. Chem. 71,68

Cip Hyp Nz O2,2{H; 0q)
6,7-Dimethyl-1, 4-dinydro-2, 3-quincxalinedione dihydrats

P Cell: a T.011(0) b B8590(0) c 10.78%{0)
2 A w11270(0) B 96.05(0) v 107.58(0)
430 TemperaturefK): 295  Density(gicm?): 1359
MH CHs
NH : CHs
H;0



SUHHIM

Refarence:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

M Kubicki, P.W_Codding (1593) Can.J.Chem. 71,68
Cyp Hip N2 OgH2 O
6, 7-Dimethoxy-1 4-dihydre-2, 3-quinoxalinedicne monochydrate

Phea Call: a 1227700y b 6.929(0) c© 25.864(0)
&1 (4,9 a 90.00 B 90.00 ¥ G000
360 Temperature(K): 295  Density(gicm3): 1450

DINH : JO—CHs
O NH O—CHs

H;0

TAZZOM
Reference: C.J Kingsbury, B.F.Abrahams, R_.Robson (2017}

CSD Communication(Private Communication) ,
Formula: Cyg Hy Ny 04, 2(Cq Hy Ny Oq)
Compound Name: piperazine-2,3,5 6-tefrone N N-dimethylformamide solvate
Space Group: P21le Cell: a 5152(0) b 14668(0) e 9.856(0)
Space Group No.: 14 (A,% o 90.00 B 10462000 y 90.00
R-Factor (%): 712 Temperature{K): 130 Density(glemd): 1328

o]

0
NH
NH
o
OHC NMez

TASWAL
Reference: J.Ohmori, H.Kubota, M.Shimizu-5asamata, M.Okada,
5 Sakamoto (1996) J.Med Chem. 39,1331
Formuia: CqqHg N Qg “‘,CH 1-
Compound Name: B 1H-Imidazol-1-yl - F-nitro-2, 3-{ 1H, 4H}-quinoxalinedicne hydrochloride
Synanym: YMSDK hydrochlonide
Space Group: F21in Celi: a 96131y b 92.093(1) ¢ 14.154(1)
Space Group No.: 14 4,7 o« 90.00 B 90.20(1) y 90.00
R-Factor (%) 3.80 TemperaturefK): 295  Density(gicm3): 1663
+
NH-.._,__‘_-_ )
Cl
N: : NHIO
02N NH 0
vaucoz
Reference: Ling Shi, Bin Cai, Guang Huang, Jian-Zhong Wu, Ying Yu
(2011) Z Anorg. Alg.Chem. 637,306
Formuia: (Cg Hg Cdy Clg Np Og)n
Compound Name: catena-(lbis{yy-Chilora)-{ 1, 4-dihydro-2 3-quincxalinediane -cadmiumlii))
Space Group: Caic Caell: a 13.079(2) b 12793(2) ¢ T.084(1)
Space Group No.: 15 A3 « 50.00 P97y  y 9000
R-Factor (%a): 240 TemperaturefK): 293 Densityfgicm3): 2237

Cl

I 1
NH 0 cl

Cl



WAFHAO WAFHAOO1

Reference: Jing-Jing Jia, Xiu-Jin Meng, Shi-Zhang Liang, Reference: Q. Kovalchkova, M.D.Do, A | Stash, 5.B.Strashnova,
Shu-Hua Zhang, Yi-Min Jiang (2010} B.E Zaitsev (2014) Knstalografiya(Russ.)(Crystaliogr Rep.) 59,65
Acta Crystaliogr, Sect E-Struct Rep. Online ,66,03315
Formula: Cyq HayNg O

Formula: C, My Q.
4HaNa O Compound Name: piperazine-2, 3,5, 6-tetracne:

Compound Name: Piperazine-2,3,5,6-tefraone

Synonym: Piperazine-2,3,5,6-tefrone Space Group: F2lin  Call: a SATIN) b 8E25@2) ¢ SEE21)
Space Group No.: 14 A, « 90.00 B10522(3) vy 90.00
Space Group: P2Min Cell: a S5183(1) b 8621 ¢ 5654(1) R-Factor (%): 108 T ture(K): 293  Densityjgicm): 1934
Space Group No: 14 A5 o 9000 B105253) ¢ 90.00 actor (%) empers ity(glems);
o
R-Factor (%): 477 Temperature(K): 293 Densityfglem3): 1.943
NH 0
(o]
NH
KH
NH (o]
o
[n]
ZASGUY ZILROB
Refarence: L.H.Finger, A Venker, F.G.Schroder, J.Sundermeyer Reference; JFW.Keana, S.M.Kher, Sui Xiong Cai, C_M.Dinsmore,
(2017) Dalion Trans. 46,3014 A G.Glenn, J.Guastella, Jin-Cheng Huang, W.llyin, Yixin Lu,
P.LMouser, R.L. Waodward, E.Weber (1995) J Med. Chem. 38,4367
Formuia: CyHg Ny Op
] ) ) Formuls: Cg Hs Cly Ny 0,C3 Hg 04 Sy
Compound Name: 1,4-dihydropyrazine-2, 3-diona
Compound Name: &, 7-Dichloro-1,4-dihydro-S-nifroquinoxaline-2, 3-dions dimethylsulfoxide
solvate
Space Group: P2ic Cell: a 6A110) b 10.226(0) c 69670
Space Group No.: 14 ] o 90.00 B 93.87(0) y 90.00
Space Group: F21in Call: a 10.349(3) b 63041 ¢ 21.131(4)
R-Factor (%): 344 Temperature(K): 100 Densityjglem3): 1714 Space Group No.: 14 A7) o 90.00 B 99.89(2) y 9000
R-Factor (%a): 420 TemperaturefK): 295  Densify{a/cn®): 1679
HH 0 NO;
Cl NH 0
cl NH 0
HiC

~

~.

H3C



ZILRUH

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%)

J.F.W.Keana, 5.M.Kher, Sui Xiong Cai, C.M.Dinsmore,
A G.Glenn, J.Guastella, Jin-Cheng Huang, V. Ilyin, Yixin Lu,
P.LMouser, R.L Woodward, E Weber (1935) J Med Chem. 38,4367

CgH3 Cly F3 N3 OgH3 04

3-Chiare-1,4-dihydro-6-nitro-7-triflucromethyiquinexaline-2, 3-dione:
monohydrate

P21fc Cell: a
14 A

78322) D 11.686(2)
o 90.00 B 100.26(2)

Density(giem3): 1815

e 133152)
¥ 90.00

4.90 Temperature(K): 295

Cl

NH o

NH 0

Hz0

ZILSAO
Reference:

Formula:

Compound Name:

Space Group:

Space Group Mo.:

R-Factor (%)

QN

Cl

JF W Keana, 5.M.Kher, Sui Xiong Cai, C_M.Dinsmore,

A G.Glenn, J.Guastella, Jin-Cheng Huang, V.llyin, Yixn Lu,

P.L Mouser, R.L. Woodward, E.Weber (1995) J Med. Chem. 38,4367
Cg Hy Cly Fq Ny Og,H; 04

T-Chloro-1,4-dihydro-6-nitro-5-frifluoromethylquinoxaline-2, 3-dione
monohydrate

P21in Cadl: a T.0322) b 196034) ¢ BT1HY)

14 A= o 90.00 B 9677(2) v 90.00

.40 Temperafure(K): 295  Densityjg/iemd): 1823
CF3

NH o

NH 0

H,0



