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Table S1. Demographic data of the study participants  

Subject Sex Age (years) Height (cm), 
weight (Kg) Drugs in the last 12h Smoke 

01 Male 25 176, 79 / Occasionally 
02 Female 25 160, 57 / / 
03 Male 24 175, 68 / / 
04 Male 23 187, 83 / / 
05 Female 25 167, 70 / / 
06 Male 25 175, 68 / / 
07 Female 25 170, 62 / e-cigarette 
08 Female 24 163, 50 Birth-control pill / 
09 Male 25 183, 80 / / 
10 Female 25 170, 65 / / 
11 Male 21 175, 72 / / 
12 Female 24 164, 52 / Yes (5/die) 
13 Female 25 170, 62 Birth-control pill / 
14 Male 23 170, 72 / / 
15 Male 23 170, 63 / / 
16 Male 23 180, 75 / Occasionally 
17 Female 20 177, 64 / / 
18 Female 24 170, 58 Antihistamine / 
19 Female 20 165, 60 / Yes (5/die) 
20 Male 25 175, 65 / / 

 

Table S2. Dental/periodontal parameters and whole saliva flow of the study participants  

Subject DMFT PSR FMBS  
(%) 

FMPS  
(%) 

Whole Saliva Flow 
(mL/5 min) 

01 0 1 5.7% 12.1% 3.0 
02 0 1 7.5% 18.4% 1.1 
03 1 1 2.9% 16.8% 2.3 
04 3 1 0.7% 9.3% 2.0 
05 0 1 11.4% 5.0% 2.4 
06 2 0 0% 4.3% 1.3 
07 0 1 0.7% 8.3% 5.0 
08 0 1 3.6% 5.7% 1.9 
09 1 1 0.6% 6.8% 2.2 
10 5 1 2.9% 19.6% 1.1 
11 4 1 2.8% 2.8% 1.0 
12 4 1 2.8% 7.7% 4.5 
13 2 1 4.5% 24.8% 2.4 
14 2 1 3.5% 16.4% 5.0 
15 2 1 4.2% 22.4% 2.1 
16 3 1 4.5% 23.4% 1.2 
17 0 1 1.4% 9.9% 1.8 
18 0 1 6.7% 18.8% 1.1 
19 2 1 7.1% 22.7% 0.9 
20 0 1 1.9% 14.1% 3.0 

DFMT: Decayed, Missing, and Filled Teeth; PSR: Periodontal Screening and Recording; FMBS: Full Mouth Bleeding Score, 
FMPS: Full Mouth Plaque Score 
 



Table S3. Eukaryotic and prokaryotic cell counts obtained from whole saliva samples 

Subject 
Prokaryotic 

cells 
(cell/mL) 

Eukaryotic 
cells  

(cells/mL)  
01 1.95E+09 7.75E+05 
02 3.71E+09 5.10E+05 
03 1.10E+09 1.35E+05 
04 2.52E+09 1.50E+04 
05 N.d.  7.80E+05 
06 1.06E+09 2.85E+05 
07 1.16E+09 3.00E+04 
08 1.17E+09 2.09E+06 
09 2.63E+08 2.40E+05 
10 1.11E+09 7.75E+05 
11 5.46E+08 5.75E+05 
12 9.89E+08 4.40E+05 
13 1.02E+08 7.50E+04 
14 4.05E+08 8.00E+04 
15 7.00E+08 4.70E+05 
16 2.85E+09 1.45E+06 
17 1.51E+09 4.60E+05 
18 3.39E+09 4.95E+05 
19 2.08E+09 2.05E+05 
20 1.71E+08 3.90E+05 

Mean 1.41E+09 5.14E+05 
St dev 1.07E+09 5.04E+05 

N.d. not determined 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

-1.5

-1

-0.5

0

0.5

1

1.5

5-
Am

in
op

en
ta

no
at

e
Al

an
in

e
Al

lo
iso

le
uc

in
e

As
pa

rt
at

e
Be

ta
in

e
Ca

rn
iti

ne
Cr

ea
tin

e
Cr

ea
tin

in
e

Gl
ut

am
at

e
Gl

ut
am

in
e

Gl
yc

in
e

Hi
st

id
in

e
Iso

le
uc

in
e

Le
uc

in
e

Ly
sin

e
Ph

en
yl

al
an

in
e

Pr
ol

in
e

Pu
tr

es
cin

e
Py

ro
gl

ut
am

at
e

Sa
rc

os
in

e
Ta

ur
in

e
Th

re
on

in
e

Ty
ro

sin
e

Va
lin

e

DO
W

N-
UP

-1.5

-1

-0.5

0

0.5

1

2-
Am

in
oa

di
pa

te
2-

Hy
dr

ox
y-

3-
m

et
hy

lv
al

er
at

e
2-

Hy
dr

ox
yb

ut
yr

at
e

2-
Hy

dr
ox

yi
so

va
le

ra
te

3-
Hy

dr
ox

yb
ut

yr
at

e
3-

M
et

hy
lg

lu
ta

ra
te

3-
Ph

en
yl

pr
op

io
na

te
4-

Hy
dr

ox
yp

he
ny

la
ce

ta
te

4-
Hy

dr
ox

yp
he

ny
lla

ct
at

e
Ac

et
at

e
Bu

ty
ra

te
Ci

tr
at

e
Fo

rm
at

e
Iso

bu
ty

ra
te

Iso
ca

pr
oa

te
Iso

va
le

ra
te

La
ct

at
e

M
al

on
at

e
Ph

en
yl

ac
et

at
e

Pr
op

io
na

te
Py

ru
va

te
Su

cc
in

at
e

DO
W

N-
UP

Organic acids

-1.5

-1

-0.5

0

0.5

1

Fu
co

se

Ga
la

ct
os

e

Gl
uc

os
e

La
ct

os
e

M
al

to
se

Hy
po

xa
nt

hi
ne

Ur
ac

il

Xa
nt

hi
ne

Ch
ol

in
e

Et
ha

no
la

m
in

e

Gl
yc

er
ol

N-
Ac

et
yl

gl
uc

os
am

in
e

O-
Ph

os
ph

oe
th

an
ol

am
in

e

Ur
ea

DO
W

N-
UP

Amino acids and amino acid derivatives 

Carbohydrates    Pur/Pyr metabolism         Others 



Figure S1. Differences in metabolite concentrations between DOWN and UP groups. Metabolite 
concentrations have been normalized by the median and autoscaled. The graph displays the 
difference between the mean values obtained for the UP and DOWN groups (DOWN-UP) for all 
salivary metabolites. The green bars correspond to the metabolites with a DOWN-UP difference 
higher than ±1, which coincides with the top five VIP metabolites identified by PLS-DA analysis. 
 

 

  



  

  

  

Figure S2. Univariate ROC curve analysis for selected metabolite features. The solid red dot 
indicates the optimal cutoff with the associated sensitivity and specificity values. 


