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Molecule Name B b 25 MW(g-mol™") Alogp Hdon Hacc OB DL

Luteolin LR A LIS SR TS SO e s 286.25 207 4 6 36.16 0.25

B A MEFE BT DEE BT KAk FE
Kaempferol i U R 286.25 177 4 6 41.88 0.24

2R, —%ﬁﬁud&éﬁ‘v?—\+ﬂi§:\4iﬂ‘}£\ )
Acacetin BRI ER MER FHIE MFEE FDE SRR 284.28 259 2 5 3497 0.24
Wogonin FE G R ER T O E KRS 284.28 259 2 5 30.68 0.23
Isorhamnetin AREHTLER LT FE 316.28 176 4 7 49.6 0.31
Ellagic acid AL HR KB KT 302.2 148 4 8 43.06 0.43
Coptisine HA ik M 320.34 325 0 4 30.67 0.86
Obacunone ik FA B EEK 454.56 268 0 7 43.29 0.77
Indigo X Hrt MmIEARF S 262.28 211 2 4 382 0.26
6—(3-oxoindolin—2-ylidene)indolo i

XAHe RERFE 363.39 354 1 5 4528 0.89
[2,1-b]quinazolin—12-one
Eriodyctiol (flavanone) FR BRI AL 288.27 203 4 6 4135 0.24
Dinatin AR TEAR AT AR 300.28 232 3 6 30.97 0.27
Oroxylin a FRFCE R 284.28 259 2 5 4137 0.23
Chryseriol BRI A F i E 300.28 232 3 6 35.85 0.27
Paeoniflorin_qt -~ &% i) 318.35 046 2 6 68.18 0.4
Baicalein HE R Y 270.25 233 3 5 33.52 0.21
Epiberberine FR FiE 336.39 345 0 4 43.09 0.78
Berberine ik A 336.39 345 0 4 36.86 0.78
Worenine i T A 334.37 373 0 4 45.83 0.87
Magnograndiolide FiE FA 266.37 .18 2 4 63.71 0.19
Palmatine ik 352.44 3.65 0 4 64.6 0.65
Berberrubine ik 322.36 32 1 4 3574 0.73
Skimmianin S Ti:N=20: 259.28 233 0 5 40.14 0.2
Panicolin HE FOHE 314.31 257 2 6 76.26 0.29
Moslosooflavone HE FOHE 298.31 2.84 1 5 44.09 0.25
Indirubin XEHT HE 262.28 1.88 2 4 48.59 0.26
(2R)-5,7-dihydroxy—2~ )
(4_hydmxyphyenyl):hr()man_4_one S NN 272.27 23 3 5 4236 0.21
DFV AR 256.27 257 2 4 32.76 0.18
Sophoramine AL ZAR 244.37 115 0 3 4216 0.25
Matrine L SRR 3 248.41 142 0 3 63.77 0.25

7 : MW =molecular weight (%% ) ; HBD=hydrogen bond donor( &4£454K ) ; HBA =hydrogen bond acceptor( £.4% % 4K ) ; OB =oral bioavailability ( 7 Jik

EXVEIDE

J& ) ;DL=drug likeness( £ 25 1% ) .
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Exploration of Heat Clearing Herbs with Anti—inflammatory and Anti-tumor Effects Based on the Traditional

Chinese Medicine Pathogenic Factors of Pancreatitis—induced Pancreatic Ductal Adenocarcinoma

BAO Yana'?;, ZHANG Xiaonan™, GUAN Xi', ZHAO Liang', CUI Ywying"?, WU Yu'?,
SHANG Dong"*, XIANG Hong'

(1. The First Affiliated Hospital of Dalian Medical University, Dalian 116011, China ;2. Institute (College) of
Integrative Medicine, Dalian Medical University, Dalianl 16044, China)

Abstract: Background When discussing the new concept of "pancreas spleen integration" in the early stage, we
proposed that dampness heat stagnation in the spleen and deficiency due to stagnation are the traditional Chinese
medicine (TCM) pathogenesis elements of pancreatitis—induced pancreatic ductal adenocarcinoma, among which
dampness heat is the soil of pancreatitis deteriorates into pancreatic cancer. Objective  Based on the TCM pathogenesis
elements of pancreatitis to cancer with "damp heat" as the main factor, data mining technology was used to analyze the
properties, channel conversion and active ingredients of heat—clearing Chinese medicines with anti—inflammatory and
anti—tumor effects, and to summarize the drug characteristics of these Chinese medicines. To prospectively predict the
use of drugs in the transformation process of pancreatitis to pancreatic cancer. Methods Taking Traditional Chinese
Medicine (10th Edition of China Traditional Chinese Medicine Press) as the drug data source, 66 heat—clearing herbs
were searched in the literature database of CNKI and PubMed of inflammation * TCM or (inflammation + tumor) * TCM.
The active ingredients were analyzed in the Traditional Chinese Medicine Systems Pharmacology Database and Analysis
Platform (TCMSP). Results Among the 66 heat—clearing drugs (excluding adjunct drugs), 58 herbs had anti-
inflammatory effects, 53 herbs had anti—tumor effects, and 48 herbs had both anti—inflammatory and anti—tumor effects.
The three groups of drugs were mainly bitter, sweet and pungent in five flavors, and were mainly liver, stomach, lung,
heart and large intestine in meridian affinity. Five flavors and meridian affinity were highly similar. In the TCMSP, the
"five principles of drug class" were used to screen the active ingredients of anti—inflammatory and anti—tumor drugs. A
total of 1041 active ingredient data were screened, and 798 active ingredient data were screened after duplicate items
were deleted. Top three active ingredients were Luteolin, Kaempferol and Acacetin. Conclusion Based on the analysis
of five flavors, meridian affinity and active ingredients of heat—clearing medicine, this study found that the anti—
inflammatory and anti—tumor effects of these Chinese herbs are highly overlapping, it has important guiding significance
for the drug research and clinical prescription of pancreatitis—induced pancreatic ductal adenocarcinoma.

Keywords: Traditional Chinese medicine, Heat—clearing herbs, Anti—inflammatory, Anti—tumor, Medicinal property
(THEmEE: FF7)
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