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Table S1 Equations presented in the research paper

Sl. No. Equation
) R2= 1 SSres _ _ Lili~f?
SStot 21()':_)_'1')2
. 2_q _ PRESS/df,
2 Adjusted R? =1 S /df,
3 RSS = % (yi — fi)?
2
4 PRESS = Ty (v — fisi)

5 SDEC = /Rnﬁ
_ |PRESs
6 SDEP = / :

1
MAE(X,h)= —¥|h(x) — vl

1 "
8 MSE = ;2?1:1(371' - 9)?

Note: y; , f; , ¥ are the experimental, predicted, and
average values, respectively. S5, is the sum of squares of
residuals, also called the residual sum of squares. SS;,; is
the total sum of squares. df, is the degree of freedom of
the underlying overall error variance estimate n-p-1. df; is
the degree of freedom n-1 of the overall variance estimate
of the dependent variable.



Table S2 2D-MLR-QSAR prediction of potential natural a-glucosidase inhibitors

name QED MW ALOGP HBA HBD ROTB PSA AROM ALERTS smile
5281605 0.5911 270.24 2.5768 5 3 1 90.9 3 1 O=clcc(-c2cceec2)oc2ec(0)e(0)c(O)cl2
COclce(-
5281654 0.5721 316.265 2.291 7 4 2 120.36 3 0
c2oc3cc(0)cc(0)c3c(=0)c20)cecl O
O=clcc(-
5280445 0.5106  286.239 2.2824 6 4 1 111.13 3 1
c2ccc(0)c(0)c2)oc2ec(O)ec(O)cl2
COclce(-
CNP0401811 0.6769  330.292 2.594 7 3 3 109.36 3 0
c2oc3cc(0)cc(0C)c3¢(=0)c20)ceclO
COclccce(-
CNP0229011 0.6769  330.292 2.594 7 3 3 109.36 3 0
c20c3cc(0)cc(0)c3c(=0)c20)cc10C
COclcc(O)c2e(=0)c(O)c(-
CNP0237570  0.6769  330.292 2.594 7 3 3 109.36 3 0
c3ccc(0)c(0OC)c3)oc2cl
COclccce(-
CNPO0137967  0.5721 316.265 2.291 7 4 2 120.36 3 0
c2oc3cc(0)cc(0)e3c(=0)c20)cclO
COclcc(-
CNP0304960  0.6769  330.292 2.594 7 3 3 109.36 3 0
c2oc3cc(0)cc(0)c3c(=0)c20C)ccclO
COclce(-
CNP0070352  0.6723  314.293 2.8938 6 3 2 100.13 3 0
c2oc3cc(0)cc(0)c3c(=0)c2C)ccclO
COclcc(-
CNP0085812  0.6567  315.257 1.659 7 3 2 123.19 3 0
c2oc3cc([O-])ce(0)e3c(=0)c20)cccl O
CNP0251015  0.6318 270.24 2.5768 5 3 1 90.9 3 0 O=clcc(-c2ccc(O)cec2)oc2ec(O)ec(O)cl2
O=clcc(-
CNP0290456  0.5106  286.239 2.2824 6 4 1 111.13 3 1
c2ccc(O)cc2)oc2ec(0)c(0)c(O)cl2
CNPO0311055  0.6388  284.267 2.8852 5 3 1 90.9 3 0 Cclce(-c2ce(=0)c3c(0)ec(O)cc3o2)ccc1O
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O=clcc(-
c2ccc([O-])c(O)c2)oc2ec(O)cc(O)cl2
Cclc(O)cc2oc(-c3cecee3)ec(=0)c2c10
Cclcc(O)c2e(=0)ce(-c3ccc(O)cec3)oc2el
O=clcc(-c2cceec2)oc2eec(0)c(O)el2
COclcc(O)c2e(=0)cce(-
c3ccc(0)c(O)ce3)oc2el
O=clc(O)c(-
c2ccc(O)cc2)oc2ec(O)ec(O)cl2
Ccle(-
c2ccc(0)c(O)ce2)oc2ec(0)cc(O)c2ec1=0
Ccle(-c2cceec2)oc2ec(O)ec(0)c2c1=0
O=cl1c(O)c(-
c2cccec2)oc2ec([O-])ec(O)el2
COclce(O)cc2oc(-
c3cec(0)e(0)e3)c(0)c(=0)c12
COclcc(O)c2c(=0)ce(-c3ccc(O)ec3)oc2el
Cclcc2oc(-c3ccecce3)cc(=0)c2c(0)c10
O=c1c(O)c(-c2cccec20)oc2ec(O)ec(0)cl2
COclccce(-
c2oc3cc(0O)cc(0)e3c(=0)c20)ccl
COclcc(O)c2c(=0)c(O)c(-c3cceec3)oc2el
O=c1c(O)c(-c2cccec2)oc2ec(O)ec(0)cl2
COclcc(O)c2c(=0)c(O)c(-
c3cec(0C)c(0C)c3)oc2cel
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COclcc(-
c20c3cc(0OC)c(0C)c(0)c3¢(=0)c20)cccl O
COclcc(-
c20c3cc(0)c(0C)c(0)c3c(=0)c20)cccl O
O=clcc(-c2cce(O)cc2)oc2ecec(O)el2
O=clcc(-
c2cc(0)cc(O)c2)oc2ec(0)cc(O)cl2
O=clcc(-c2ccc(0)cc20)oc2ec(O)ec(0)cl2
O=clcc(-c2ccec(0)c2)oc2ec(O)ec(0)cl2
COclcce(-
c2oc3cc(0)cc(0C)c3¢(=0)c20)cc10C
COclcce(-
c2cc(=0)c3c(0O)cc(O)cc3o2)cc1O
COclcc(-
c2cc(=0)c3c(0)cc(O)cc3o2)cccl O
COclce(O)cc2oc(-
c3cec(0)c(O)e3)cce(=0)cl2
Cclcc(-
c2oc3cc(0)cc(0)c3c(=0)c20)cccl1O
O=clcc(-c2cceec2)oc2ec(O)ec(O)el2
O=clcc(-c2ccc(0)c(O)c2)oc2eccc(O)cl2
O=clcc(-c2cceec20)oc2ec(0)c(0)c(O)cl2
O=clc(O)c(-
c2ccecc2)oc2ec(0)c(0)e(O)cl2
COclc(O)cc2oc(-c3cecee3)ec(=0)c2c10



CNP0214218

CNP0292859

CNPO0105978

CNP0279025

CNPO115195
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0.6723
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COclcce(-
c2oc3cc(0)cc(0C)c3¢(=0)c20)cclO
COclce(-c2oc3cc(O)ccc3c(=0)c20)cccl O
COclec(OC)ce(-
c2oc3cc(0O)cc(0)c3c(=0)c20)cl
COclcc(-
c2oc3cc(0)cc(0)c3c(=0)c20)cc(0C)c10
COclc(-
c2ccc(0)c(O)ce2)oc2ec(0)cc(O)c2c1=0
COclcc(-
c2oc3cc(0)cc(0)e3c(=0)c20)c(0C)ccl O
COclcc(-
c2oc3cc(0)cc(0)c3c(=0)c20)cc(C)c10C
O=clc(O)c(-
c2ccc([O-])cc2)oc2ec(O)ec(O)cl2
O=c1c(O)c(-
c2ccec(0)c2)oc2ec(O)ec(O)cl2
COclcc(O)cec2oc(-c3ceece3)c(O)e(=0)cl2
COclc(-c2cceec2)oc2ec(O)ec(0)c2c1=0
COclcc(-
c20c3cc(0)cc(0C)c3¢(=0)c20C)cccl1 O
COclcce(-
c2oc3cc(0)cc(0)e3c(=0)c20C)cc10C
COclcc(O)c2c(=0)c(O)c(-
c3cec(0C)e(0)c3)oc2cl
O=clcc(-c2cc(0O)ccc20)oc2ec(O)ec(0)cl2
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0.756

284.267

300.266

278.263
300.266

316.265

316.265

238.242
284.267

314.293

298.25

346.291

300.266

360.318

342.347

344.319

284.267

2.8798

2.5854

39118
2.5854

2.291

2.291

3.1656
2.8798

2.8884

2.5999

2.2996

2.5854

2.6026

3.4809

2.897

2.8798

79.9
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63.58
100.13

120.36

120.36

50.44
79.9
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89.13

129.59

100.13

118.59
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COclec2oc(-c3cccee3)ec(=0)c2¢(0)cl1O
COclcce(-
c2cc(=0)c3c(0)c(0)c(0)cc302)ccl
O=clcc(-c2cccec2)oc2ec3ccoc3c(O)el2
COclcccccl-cloc2ec(O)cc(O)c2e(=0)c10
COclcce(O)cccl-
cloc2cc(O)cc(0O)c2e(=0)c10
COclcc(O)c2c¢(=0)c(O)c(-
c3cec(0)c(O)ce3)oc2el
O=clcc(-c2cceec2)oc2ecec(O)cl2
COclcc(O)cec2oc(-c3cec(O)ee3)ec(=0)cl2
COclcce(-
c2cc(=0)c3c(0)cc(O)cc302)cc10C
O=clcc(-
c2cce3c(c2)OCO3)oc2ec(O)cc(O)cl2
COclcc(-
c2oc3cc(0)cc(0)e3c(=0)c20)cc(0)c10C
COclcce(O)cc2oc(-
c3ccc(0)ee3)c(0)c(=0)cl2
COclce(OC)c(-
c2oc3cc(0O)cc(0)c3c(=0)c20)cc10C
CC(O)Cclcce(-
c2oc3cc(0)cc(0)c3c(=0)c20)cccl1 O
COclce(0)c2¢(=0)c(0OC)e(-
c3cec(0)c(0OC)c3)oc2cl
COclccce(-c2cc(=0)c3c(O)cc(O)cc302)ccl



COclcc(-
c2oc3cc(0)cc(0)e3c(=0)c20)cc(0C)c10C

CNP0322103  0.6496  360.318 2.6026 8 3 4 118.59 3




Table S3. Drug similarity prediction of natural products based on Lipinski, Veber and

Egan rules.
Compounds Lipinski rule Ghose rule  Veber rule  Egan rule Muegge rule
CNP0269044 Yes Yes Yes Yes Yes
CNP0376829 Yes Yes Yes Yes Yes
CNP0391817 Yes Yes Yes Yes Yes
CNP0194512 Yes Yes Yes Yes Yes

CNP0105978 Yes Yes Yes Yes Yes




