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HISRR SR 4 45

PRIERIN T SARS J 23 MUHT e o 85 5 R AU FFEETE L R A, 3o A SEHY
et SR REIE R T AR, R RE . SARS i BE AT TR 5 S5 A (1 R AR
Ve KM, XECRI B dr SR REE A T B, H 202 T AR

R, 2022, 7(1) | 1



csa\ L R B U AR

DERFER

RS AT R AWy, 25 sz 2T E ZMBUR KRS 5% . 20 AP E
80 AR, AL AZMIWE TG T WA RE, AN BRI T — R EE RS2, 5 90
FARLLE, BT T KSR R, 29I ACBE Oy — AN s XU (™ H . 58
Il £ i A1 24 it 7 JR) (FD A B 2o, FER W T AR 2 A S W, SR REA 25X 15 1/5000,
AR AR REh %, SR L 30% LA 25 MIRENS SR B A AERT 2RI RE S, XK %
G BLR ORI AT R ) A S B0 A 2 PR AT 70 R I ) 3 B2 R -21, g R AR AL 2 s o
K% BATFE AR 2 AR RIS TE, A T2 22 S e &4, AR BAT SR
SN RS R, SRR IE N 52 225 AT RN B3 I RIERIR AT ST«

VERFREIR ) — A B ERYE, MR, Rl fE h EAE RRamp s, A3
KT EENHAMIMRN 2SS . Rk, FEMAE NI 5 SRR T 5, 28152 205 250t
RN GIVEM, PRI RIS T A g, (ERMT B THBUN . A% 0™ 1
S R SR SR T B, AR FE Rt A T P R R 2 SR SOk R, AR L Sk S A
R AAE -

BEXFIX 1), YR T A R 2SRRI STk, N TSR EUH STk b 5 1) R 2 e AN
WEE R Bt , AR T B Ak, BT AR A AR SR B R A 2SI A R B S
FRNSERE SO BAT EEME,  RF AL IR s . N TR iR Skt JfiEid
WEE LR S R AL 2 B B S T B, AT TP AL SR B R R S R B S, B
RN 527 Fh 2584, 270 FL RS R 345 MEEDD ARG MER, FEESL T =R AR
MR R Ao Forfr, AR R A S 1 BRI T ISR BB 131 Fep R R 25 SR, L&
A PR R RIR T 101 Rl SRR, Bttt 7 8dkroRIEGRE S, Mo
W BRI, AN AN SO P A2 B 5 R AR R . 2
P R R -SRI TE A, SR B SR e ST AR 55

1.1 BIERIR

rh 2 AR AL 0 B R IE T 19832001 45 [ A v & rh 2 2B BRI, JLUSCEE BB T 131
FERHSYI, SRUESCER AN 1 B, SClR P A0 35 o 2541 Bt A4k 22 e 28l
W B ONTHFRUR K D% Lasiosphaera fenzlii Reich F PRI i 4 38 i A il ik 2% EQ BRI Ak G A €0 % A4l
RGERE il A A B Al BB T Eh T Se b AR R T 6 /MU S Il B o4 4 ) S sE AN
N (22E, 24R) Z AR 18 -7, 2247 3BHE (1) M 7,228 -3, 6 (2) . F A1 §f -50, 89 FF 4 6, 224 -
3BAE (3) M -5.7, 22 = 38 (4) 0K 7,22 4% 38 (5) R (6) HP AW 1~3. 62 H KM
it Bz T h 4y BEAR 2
R < B Ty AR 2 A S SRR AR

Bl 1 A2 By BB RIF SO Bl
Figure 1 Example of source literatures for chemical constituents in traditional Chinese medicines

BN AR SR et SRR T 1945-2015 4F E AME 2R RIESNT), SLUCREEH 7 101 MR,
i BT A 22 A S P B A G R R R BT o AR BERAEAE L CIFSSCAHE SO AE TR SCHR A A
MR, SR AR2E(E B S (Crystallographic Information File, CIF) & —f PA«.cif 45 B T HEAL
fF, e TRERTEAGEE, MERSEL R~ e, RIESCIRSE . 1E ks
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22 S B R A 5 A B 4R C5

mE
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EEt

A N ALRR AR AN FR AL RSO X, CIF U2 RO T iR 4 22 . XRD F5 2 LA
LR TR ST, M RIREEAM 2 S AT U b A A B A . & 2 52 CIF SCIHET
ARG, SRR CIF ST =B LA 2 5.

E

loop_

_atom_site label

_atom_site_type symbol

_atom_site_fract x

_atom_site fract y

_atom_site fract z

_atom_site U iso or_equiv

_atom_site_adp type

_atom_site_occupancy

_atom_site_symmetry multiplicity

_atom_site_calc flag

_atom_site refinement flags

_atom_site_disorder assembly

_atom_site_disorder_group

01 0 0.20503(10) -0.19298(9) -0.30573(8) 0.0189(2) Uani 1 1 d . . .
02 0 0.25946(11) 0.02227(10) -0.58261(9) 0.0286(2) Uani 1 1d . . .
03 0 0.07404(11) 0.22642(9) -0.27222(8) 0.0250(2) Uani 1 1 d . . .
04 0 -0.03017(10) -0.00306(10) -0.18992(9) 0.0219(2) Uani 1 1 d . . .
H40 H -0.090(2) -0.0399(19) -0.2605(18) 0.052(6) Uiso 1 1 d . . .
05 0 0.34076(10) 0.15684(10) -0.05413(9) 0.0230(2) Uani 1 1 d . . .
HS0 H 0.388(2) 0.100(2) -0.0824(17) 0.048(6) Uiso 1 1 d . . .

2 ALY B SRIF S B

Figure 2 Compound crystal data source file example

1.2 FIEREHE

B0t A s R 25 ST SCRR I N 545 55, JE T Microsoft® Office Access® A & T HH 254k 22 %
IR I TR RS, IMLARSAEIE 3 Fia. AN GEEEEE I T RGCR4E . BRI
0 HR B R 2 S AT SRR P 1R R 2 M B AL 2 R B, B e TSR AR R SN
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I *.” ScienceDirect Journal of whs - mRs [ _daeRir ww| e wmr
Natural
ik e Jounal of Netrai Medi s 013, 111 0077-0080 Medicines . B Sl wABRS .|
ELSEVIER doi: 10 3724/SPJ.1009.2013.00077 _—— ﬁﬂ-l 9916 Inperats cylindrica EAOH extract
A4
]
2 2 i «
Two new chromones and a new flav oue{ glycoside LJ
from Imperata cylindrica BT# 28 [Plant -]
’ 2 5 230 < 23 ; SR 12,3% Inperata cylindrica
LIU Xuan', ZHANG Bin-Feng™ ", YANG Li~", CHOU Gui-Xin™~, WANG Zheng-Tao "~
Medicine, Shanghai 523
Shouging Road, 7h. h Park, Shanghai 201203,
Availsble online 20 Jaz 2013 [3-2-3
[ABSTRACT] AIM: To smdy the chemical constiments of the rhizomes of lmper ica METHODS: The compounds were
isolated by silica gel mad Sephadex LH-20 columa chromatography. Their stuctwes adated mamly by spectroscopic azalyves S =i
iclding R, HR-ESI-MS, ID- and 2D-NMR RESULTS: Two sew chromones, S-bydroxy-2-(2-phesylethylichromone (1) snd e
2-(2-phenylethy) chromone-8-0-f-D-glacopyranoside (2), 2ad 2 sew flrvone glycoside, 4'-cetboxyflavoae--(-6-D- ghucopyraaonide Hubei Province, China
(), slong with Sve knows compounds. @), S-hydroxy ylethyl) chromone (4), flavone (6),
4 -bydroxy-S-methoxyflavone (7) and S-bydroxyflavone (8) were isolated from /mprrata cyldndria CONCLUSION: Compounds 1.
2204 § were sew compounds. #0845
[KEY WORDS) lmperass cylindrica, Caromenes, Flavenoids, Isolation and spectoscopic ideasfication
EOH extract
[CLC Number] R2841  [Document code] A [Article ID] 1672-3651(2013)01-0077-04
DASY
two known clyomones, fidersiachromone (3)% and rhizome
1 Introduction S-hydroxry-242-phenylethy)chromone (4", and three known -
Imporata plants (Poacese) are distributed widely in Chi-  favonouds, favone (6)", 4"hydoxy-S-methoxyflavene (7)) AEHE
of Imparata cylindrica Beauv. vax. and S-bydroxyflavone (8)” (Fig. 1). Chvomones were re- silica gel CC$ Sephadex LH-20 coluan chromatography.
ported rasely. besides two papers” ¥, in which ouly five
compounds were reported from the penu: /mperta. The two
by blood beat as well”. In previous phytochemical izvestiga. AW chromones are an interesting additiosto the famsly of
fions, chromones”), phenylpropanosd:', pemtacyche tnter- chromone: - SEHE
razhumavr i o ' oI IlRs ye-EsT-ms
‘4
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Figure 3 Interface of Chemical constituents in traditional Chinese medicines information indexing system
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W E NSRS RETT B R, PAMM RS AR B RS R K E B — e, H—/
SCHRBE FEZ A MR BRI, AR 2R G5 2 A2 3 TR R B RN R 2% o X ORI
SCHR IR LT i, 158 T PP 254022 B0 B O Bt R AR 5 S A«

PRI GRS R 25845 2 (BAEh 2 b SCaRR. 50T 4K, EMER (B
EHFR CASRN ), RKIFECHREE (BIETIAAR. £, & 0. B8, ULPZMIE
B A YE B BLBORIE SRS B 18] X R R AR

TGRS BRI 5N T RS h 258 A RR R RIUL A 2 A R H A A FR . dnRIE E
PRRRRWCR AP, W i KRG I 254 4 Rk

WEDE SRRGI RN DB E AL S A IR EdE . WERIL S AR P S B 2, B0
TCVEHRAE A4 KR E X NLIRAL S A5, AN

SRIESCHRAE AR TR ARGE IS B RA S, SRBCRIESCERIA IR AR . & AR
1B TR

HER S GG G R Ok A S B SR ORIN : ARE SRR IESCHiE, R AERE — & A 1
BEMNER R, NN ZF IR RAE R .

HI AL S S AR S5 A K DA CIF SCAF R A AE T RIESCRR b s kLR, it LR A CIF 3¢
Pirg BT CIF Bl AR BURIE, SRJEHE 1AW i ik a5 e it B AL BRI RE . 15 5,
SRR B R 3 E bR SCERAN SR R CIF SR SR)E, 8 CIF B0 7 A U R I rp
B RIESCIR B AL S8 . RS EEETUYES, W B SR A BMRIESTHR o N AR 51 %
RS EEE . 5, BIED TR, CIF SCHEFRIFESCREE 5\ B b 4.

1.3 FAZEE L

SRR ZTAAG S 5o B AL S Y S AR S5 M B A 0 S A A&, mT DRI S S
HARrEs, HAELERfEe: uhk, RAMAGWEIRABNELER Web IREGFEFT, K 2idt
SRR RN CIF SCAERE L AL B ) 44 FR 23 Sl A Al 27 28574 SMILES #0814 23 1 8P A
6, —FH ASCII F4F 5 B IR 7 T IS, T2 F T2 25 i B0 B BOR R A7 5 N 48 58
HARND; 8T, I EWE K E Web IjR5S5 R 41015 2465 458911 SRN 5 (SIOC Registry Number,
A5 T PEARYE AL 22 S5 MBS R AT A YA IS, B2 84 R, AT R TR0 R SRJE
AFIAE A 2L R R 8 T [F — M G0, IFARYE SRN S I3 AN R o 2564 (AR [F) A0 27 i 43 i 5%
5, WP G SRN 5 8 7k 5 R H5H0E (] RO OG5/, AT SEBIL 1 03 82 A b 25 44 257 s o B0
Hl &) e AR 2 HAR A

TR A Oy B AR S R B ARIL BT 4 DN EUEER: TP RO SRR AL S E B
WA R B LA S5 DR . P 2P o B 3R AT ik P 2 e . A i Bl AR
POCHRAEE; S WE BRAHE TSI SCARR. ST 48K, SRN 5. CASRN SAI{LE 245
SMILES ¥uif; &S Ea R 6 VL EMEAE . Sk CIF ST ID SNSRI S Wik(E
BRI EAAH T RAESEH CIF £l 4 MERRIEEAIR. BT 1-4 pr
o B4 REHRER IR R R, R T 4 DEUERSHRRIFZ K R,
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DEHF IR
CmpCIF
| Lo
mE
| o
CIF_ID

TcmCmpd o2 Compound s [N [P

| Lup _| LiulD | vear

| Spec D _gl SR B Wolume

| TemMameCh _| CASRN " | Frstrage

| TemMamelatn _I Comphlame _

| sRn | svmes

| Journal

L Year

| olurne

| Page
CIF
J LiuID
j CIF_ID
J cIF

¥: TemCmpd BHEMNERIEIEER, Compound RUAWEER, CIF REHBELEE, CmpCIF ZILEYHE
#EHIEF . Compound FLLE4 SRN 5 TemCmpd F1 CmpCIF FiE#E, CIF £PIF4 CIF ID 5 CmpCIF FiE#.

E 4

B RS B RS BAR R TR S R E

Figure 4 Entity relationship diagram of the crystal structure dataset of the chemical constituents in traditional

Chinese medicines

K1 HEMUERS BRI

Table 1 Example of chemical constituents in traditional Chinese medicines

FF5 JRHEATR JR VLR Pl
1 LiulD mKS 399569
2 Spec_ID M ID = 1465
3 TCMNameCN HRZA R SCAA R FI&
4 TCMNameLatn HREMELT 4 Radix Ophiopogonis seu Liriopis
5 SRN 1253 SRN 5 339902
6 Journal SRIFHATI 2 FR Wb RS E
7 Year & 1998
8 Volume & 20 (3)
9 Page Ryl iy 175—176
F2 MBS BRG]
Table 2 Example of chemical constituents data
5= B4R JBHEVLEA EH
1 LiulD WK 1
2 SRN 12153 SRN 5 5339
3 CASRN {2253 () CASRN 5 100-09-4
4 CompName W& TR Xof- B AR BE R R R
5 SMILES b2 557y SMILES (4% COcleccc(cel)C(0)=0

T ERHEEE,2022, 7(1) | 5



FELE RS B R R SRR SR

C5 H10 02
_journal_coeditor_code "IUCr A03686"
_journal_date recd electronic '?'

_journal date from_coeditor '?'
_journal date accepted '?"
_journal_coeditor _code '?'
_journal_volume 15
_journal year 1962
_journal page first 1244
_journal name_full 'Acta Crystallogr.'
loop

C55)
DB F R
R3 feaREFEERsl
Table 3 Example of compound crystal information
Fs | JRHERK BB FERs]
LiulD HiKs 533
2 SRN &) SRN 5 12977
3 CIF_ID CIF ##% ID 5 CDSioc58730824
4 Journal FIFIATI 44 Acta Crystallogr.
5 Year & 1962
6 Volume 5 15
7 Page EUR TR 1244
R4 B REEHEIETG
Table 4 Compound crystal structure data example
s | RBHAHK =R calit] 451
LiulD iV 2 289
2 CIF_ID CIF #i4fs ID 5 CDSioc58730824
# Crystal Database of SIOC
# #
# #
data_CDSioc_ 58730824
_audit_creation_date '2021-02-01'
_audit_creation_method 'by CrystalStructure v3.5.1'
_database code CDSioc '58730824'
_audit_update record'?'
_chemical formula sum 'C5 H10 O2'
_chemical formula moiety
CIF CIF %4 ;

www.csdata.org | 6
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MEHFIR

B AR JR UL Rl

_publ author name
"R.F.Scheuerman"
"R.L.Sass"
_chemical name_systematic
Valeric acid
_cell volume 595.379
_diffrn_ambient_temperature 138.15
_refine Is R factor gt0.11
_refine Is wR_factor gt 0.11
_symmetry cell_setting monoclinic
_symmetry space group name H-M 'P 21/c'
_symmetry Int Tables number 14
loop
_symmetry equiv_pos_site id
_symmetry equiv_pos_as_Xyz
1x,y,z
2 -x,1/2+y,1/2-z
3 -X,-y,-Z
4 x,-1/2-y,-1/2+z
_cell_length a5.55
_cell_length b 9.664
_cell_length ¢ 11.341
_cell_angle alpha 90
_cell_angle beta 101.82
_cell_angle gamma 90
_cell_formula units Z 4
loop
_atom_type_symbol
_atom_type radius_bond
C0.68
0 0.68
loop
_atom_site label
_atom_site_type symbol
_atom_site fract x
_atom_site fract y
_atom_site fract z
C1 C-0.77920 0.41120 0.40650
C2 C-0.61380 0.34000 0.33240
C3 C-0.48260 0.44140 0.26280
C4 C-0.33930 0.35820 0.18050

T ERHEEE,2022, 7(1) | 7
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By | RiEER IRV Rl

C5 € -0.18040 0.45530 0.11360
01 0 -0.90220 0.32800 0.46890
02 0 -0.80430 0.54030 0.41460

NREF 20 AR KRR, RYE (PEZ ) VOSSR 28R g 7 h 2k 4
MK, FEEIEIRM T RS . LRMANDFANPAMERR, T RFSKYE H 2 2 FRR L
A A SR N ) IERA Y, IR RN SOmgs AN G, fEE R R RFA AR SR
PTNERR LM AR, WELFE, FINEFG, BHENE, RN LM LHE. @idix
Fhor R, EAEIN T RS RIEMEREEA L, BRURE T SN H 25 E50R 0 B R

CASRN (CAS Registry Number) “5-f5 @& —F b 24 i (e — B AR IR RT,  H 3B AL 230t
(CAS) KAfi. CASRN “SH3) 2 B T 2240 T4, A5 S0k A A 1R L &4 1) CASRN 5
i, 1ENEAMEEIRIARR . HRPE CAS KA CASRN S-S, CASRN S K2 10 Ak
T, HETR “=7 SANERLN =AY, B0 oKEwE, F72-7 T, 8/ 2060
Mo, B=E R AT, fE A CASRN SIS, CAS RAT T REUGAS brE 572,
B DA T2 56 %% Fh R SCHR o CASRN SRS 1A 801 o A4 CASRN 55 AU bRtk e 75, Hd i
TRGEF W R T REFEIZEUA AN CASRN HHl A k. AP IRE:

L. FARHIA CASRN SHJ5, e LRGEERNEEESE, WREEETCHIIL S, Wik
BUERARIR, SRR WREA, WELETRF “=7 Fr/r-fi A\ CASRN ¥

2. Yoo #ERs CASRN 4l 7y N =#04r: WS 2-7 R s — o, TR 2 8y
S TRy, BE | B S . AR R IEOUNGR AR AR N, S AR

3. BRI EIN — . A TFRERAIF, AR E, i\ CASRN 54 AR IE A AT
T, B RS 5 =3 R AR . AR E, WER EHRER I R AR, R B E A
PRI

IS LA CASRN BEieie 77i%, nIA BRIESR A CASRN SRS IR 1.

T ZAL 2 B IR R AR S A BRI LR R R FERUG, 347 T REF AW IEFIENK, Bk
MEARTT i B, MR R A 2904 P SR AP BEHLIE X 100 75508k, HIE RN TAssl, ik
BSOS AN I TR G . A5, Bt AN SosEE S I TR/ giks 5] F—Hocik. e, @b
— BN ER (g TR REMWNFRGI4E R, ELERNE S o, RPN REFEA
FFE NV EE SNSRI, ben, 2 B RREERAAE SR N B RR B A e 8. KA S 1R
SRAAMR T BRARR T AR R KA T RGhr 5 8, HA& DU R H % E K
TANLHRGITT e WRBEIR AT, SR B 258440 252 oy 1) S AR S5 Ml i R4, Ref
F AREIE N E I R L, BN T REHRH, HEdRENEERES T — & NHRIIE.

www.csdata.org | 8
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22 S B R A 5 A B 4R C5R)

Yol
MEHFIR

RS PAMUERIBRERFIARBIMEER

Table 5 Quality evaluation results of data entry of chemical constituents in traditional Chinese medicines

R 25 SR &Y 2 FREHE CASRN S

BRI FANERE FANERE FNEIRE
NI HR5] 6% 3.0% 0.8%
BN LARS 0% 0.5% 0%

2R 2 By B d PR S A B AR LIRS T 500 RANE WL 25 AL S RO s, AR
BRI SR BT AR AAEE5HE SMILES B0 A s iR 454 CIF i . A 1 8505 48 1) T i
PRSI AME , BRASEBER T A SRN 51 CASRN “S#dfs, i F & m] A7 (i s SRN 5
o CASRN Tt Hdfa e 5 Hoth B2 25 A A SR Am ARt AT A B 5, b st Bt 45
WEDIEEEIESE . P2 ECTT 5 m RN B S5, AT KA S 4 (1 3 i v 5 s, 3K
BRI E -

T Ry B A AR 2 R B B R ] MDB SR A% A, A vT LLdE I Microsoft® Office
Access" T ERAE BRI, SCBUR SRR LR 0 AR TR AR S e . HdlRdein
ML T PR B R 2GR T AL A R R B AR - AR R 2P R R B AR P A\ 25 K
DA RG R P M S AR Bl MR W 5 s LSRR AR A
ARG SRN 5, DS RESIW & AL ST 246, A ez ailsl 6 fis. SRN 5
KR DI RE TR R P 2 M I AR R AL Loy o A3 38 08 W] LR AR B SR I B s =X, #h e
SETHT A TR AL A R R A S AR S R R, DTS e Em AR I R

ML T R MR BIEE I M LHRERAA
HMARAMRILE: KA &
Y orkEs  hEmHIDE  dmHGg FEHALT &
149 138 AudE Caulis Akebiae
SRN CASRN o 2 A RR SRR i & T
1063371 87-89-8 ZRAPEIRKARE 1995 7(4) 43—44
L EMETR JCS 45 FISMILES
B 0[ceed]1[ceH] (0) [caeH] (0) [CaaH] (0) [CeeH] (
0) [CeH]10
CIFAFIDS CIFRIE Sk S & AT IR TURD
CDSi0ch6574346 Acta Crystallogr., Sect. E:Struct.. 2007 63 0530
CIF ¥R
_audit_creation method by CrystalStructure v3.5.1 ~

_database_code_CDSioc ' 56574346

_audit_update _record '?

_database code_depnum ccdc_archive 'CCDC 636625
_chemical_formula_sum 'C6 H12 06

_chemical formula_moiety

C6 H12 06

_journal_coeditor_code “IUCr FL2082”
_journal date recd electronic '?’ v

155 M E1(EF 2846 M Fiiaiese | R
B 5 S Sk EHEEESYR R~

Figure 5 Example of drug retrieval from the crystal structure dataset of chemical constituents in traditional Chinese

medicines
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' DEF IR
T HMLFE RS R RERBIERTE RSB E R A
ERAL SSRGS ;. 71527311 R
Y gkE  hHIDE MR LE hE R T £
1 16 HEELE Inula britanica L.
SRN CASRN Fh 24 B4 SR IR SCRR &E & TR
71527311 33620-72-3 TR EIRRAE 1998 10 (4) 233
RACELES 1L 27 25 HISMILES
F LB EE LR e CC1C[CeH]20C (=0) C (=C) [ceH]2[CaH] (0)C=1[Ce
@H] (C) cceo
CIFX{FIDS CIF3R i LRk F & LR TS
CDSi0c53326970  (Chem. ~Eur. J. 2011 17 3332
CIF¥i4&
audit creation method 'by CrystalStructure v3.5.1 ~

_database code CDSioc ’ 53326970

_audit update record ' ?
_database code depnum ccde_archive 'CCDC 794896’
_chemical formula sum ’C15 H22 04’

_chemical formula moiety

C15 H22 04

_journal_date_recd_electronic "2’
_journal_date_from_coeditor ' ?’ v

BT M BT INEE 4671 b M HHimims | EER

B 6 ShEMALEE IR RS BRSO R B

Figure 6 Example of compound retrieval in the crystal structure dataset of chemical constituents in traditional

Chinese medicines
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A dataset of crystal structure of chemical constituents in

traditional Chinese medicines

LI Yingyong!?*
1. Shanghai Institute of Organic Chemistry, Chinese Academy of Sciences, Shanghai 200032, P.R. China
2. National Basic Public Science Data Center, Beijing 100190, P.R. China
* Email: liyingyong@sioc.ac.cn
Abstract: Based on the collection of the chemical composition data and compound crystalline structure data
in traditional Chinese medicines from the Chinese and foreign journals of 1945-2015, I adopted a variety of
approaches, such as the data entry regulation and real-time data processing system software inspection, for
data quality control and standardized sorting of the chemical composition data and compound crystal
structure data of traditional Chinese medicine. These two kinds of data were integrated in accordance with
different chemical structures. This dataset collects the crystal CIF data of 527 common traditional Chinese
materials, 270 Chinese medicinal chemical compounds, and 345 compounds, and presents the corresponding
relation and source information among these three kinds of data. This dataset can serve as basic scientific
research data for medical chemists, pharmacists and other scientific research personnel in pharmaceutical
research, such as the modernization research on traditional Chinese medicine and the research and
development of new drugs.

Keywords: traditional Chinese medicine; chemical constituent; chemical structure; crystal structure

Dataset Profile
Title A dataset of crystal structure of chemical constituents in traditional Chinese medicines
Data corresponding author LI Yingyong (liyingyong@sioc.ac.cn)

Data author LI Yingyong

Time range 1945-2015
Geographical scope Worldwide

Data volume 102 MB

Data format *mdb
Data service system <https://dx.doi.org/10.11922/sciencedbh.01090>

The 14th Five-year Network Security and Informatization Plan of Chinese Academy of

Source of funding )
Sciences (WX145XQ07-12).

The dataset consists of one Microsoft Office ACCESS® file, composed of four data tables
(TcmCmpd table, Compound table, CmpCIF table, and CIF table) and two retrieval forms
(TCM retrieval form and chemical constituent retrieval form). The dataset collects the
Dataset composition crystal CIF data of 527 common traditional Chinese materials, 270 Chinese medicinal
chemical compounds, and 345 compounds, including TCM’s Chinese name, Latin name
and chemical constituent, compound’s SRN number, CASRN number and SMILES data,

crystal structure’s CIF data, and source literature data.
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