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INFORMATION S1: STRUCTURE OF THE STUDIED COMPOUNDS.

Note: the numbers are the pICsy (-logICsy).
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From ref. 12
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INFORMATION S2: CRYSTALLOGRAPHIC STRUCTURES SELECTED
FROM THE CAMBRIDGE STRUCTURAL DATABASE (CSD) THAT WERE
USED AS BASIS FOR THE CONSTRUCTION OF THE TRAINING SET. THE
NAMES OF EACH STRUCTURE CORRESPOND TO YOUR SPECIFIC CODE

IN CSD.
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R-factor: 6.79%
Average sigma: 0.001-0.005 A
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LUCFAQ
R-factor: 7.35%
Average sigma: 0.001-0.005 A
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o R-factor: 3.98%

Average sigma: 0.001-0.005 A Average sigma: 0.001-0.005 A Average sigma: 0.001-0.005 A
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INFORMATION S3: VALIDATION TOOLS

Table S1. Statistics parameters, respective equations, and adopted limits for the assessment of
the internal quality of the model.

Parameter Symbol Equation Limits
. . .. > (yi - )A} ci ) 2
Coefficient of multiple determination R | ~06
S, T 5 .
of calibration Z i —7)
1

Standard deviation of calibration

S0 =P )
1

SEC As much lower as
model” possible
n—p-1
~ 2
Z (yi —Vei )
1
F-test (with 95% confidence F Higher than the
interval)* Erp-l tabulated critical value
| o S i =i )’
Coefficient of determination of Q2 | ~05
o S b LOO T 5 .
leave-one-out cross validation Z v —7)
l
S 20 _)A’vi)z As much lower as
Standard error of cross validation SEV i .
possible
n
Predictive Residual Sum of Squares Y ( 52 .
Vi = Yvi)
of Validation® PRESS, . i i Vi Higher than Ssy

“Data fit; "cross validation; vi: observed plCsp; ¥ : average observed pICs, for the training set;
JA’ci : estimated pICs, in the calibration model; )A’vi : estimated pICs, in the cross-validation; #:

number of samples in the training set; p: number of latent variables in the model.
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Table S2. Statistics parameters, corresponding equations, and adopted limits for the evaluation
of the external quality of the model.

Parameter Symbol Equation Limits

>0 ~Dei )’

Coefficient of multiple determination of

R . - 0o.
prediction® pred Z i - Vo )2 05
i
)
- L= Fe)T  Asmuch
Standard error of prediction SEP i lower as
Ry, possible
i = Seil”
Zyi_yei As much
Average relative error of prediction ARE .0 L——100 lower as
Ji possible
n
Z (yi - JA’ el )
L
Z Yei
! 0.85<x<
Slopes of the linear regression lines kand k’ and 1.15
A x=kork’
Z(Vi=Yei) ( )
I
Vi
l
The absolute value of the difference between the
coefficient of determination between yops; and yey; ‘ R 2 R’ 2‘ <03
and the coefficient of determination between yey; 0 0 '
and Yobsi

“For R’ ored> Y ev 18 the average value of observed plCs, for the training set without the test set; y;:
observed plCso; JA’ei : estimated pICs, in the external validation; n: number of samples in the

training set; n.,: number of samples in the test set.
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INFORMATION S4: OUTLIERS
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INFORMATION S5: DENDROGRAM (AUTOSCALED DATA; LINKAGE
METHOD FLEXIBLE) OF THE COMPLETE TRAINING SET. THE TEST SET
IS SHOWN DETACHED (BLACK DOTS).
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