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Baon dedopevwv NanoPharos

CNanoPharos Datasets' Query

D Dataset

1 Cytotoxicity data for 14 metal oxide nanoparticles

2 A collection of 34 curated transcriptomics datasets for toxicogenomic assessment of 12 engineered nanomaterials
3 Zeta potential dataset for 69 engineered nanomaterials

4 Solubility data of CE0 fullerene in 124 solvents

5 Ecotoxicity (Daphnia Magna ) dataset of 11 nanomaterials

[ Metal oxide toxicity dataset utilizing theoretical and experimental descriptors

7 Computational data for the toxicity and bioactivity assessment of 83 functionalized MWCNTs
& Cell membrane damage assessment of 42 metal oxide nanoparticles

9 Toxicity data of 30 copper nanoparticles against Escherichia coli

10 Surface adsorption dataset of 28 probe compounds

1" Periodic table-based data for the cytotoxicity assessment of 17 metal oxide nanoparticles

12 Photo-induced cytotoxicity of 17 metal oxide nanoparticles to Escherichia coli

13 Cytotoxic effects in Escherichia coli of 16 metal oxide nanoparticles

14 Cytotoxicity dataset of 25 metal (hydrjoxide ENMs

https://db.nanopharos.eu/Queries/Datasets.zul

Description

Curated dataset (retrieved from 52Nano database - data produced in: doi.org/10.1021/nn3010087) containing 14 distinct metal oxide (MexOy)
nanoparticles (NPz), including 15 physicochemical, structural and assay-related descriptors and 62 atomistic computational descriptors (in total 494 i:

data points - License: CC-BY 4.0.) and exploited to produce a robust and validated in silico model for prediction of NP cytotoxicity using Isalos
Analytics Platform. More information about the data can be found in: https://dod.org/10.3300/nan010102017. Access the model through NanoSolvelT
Cloud Platform: https://cellviability cloud nanosolveit en’
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Isalos Analytics Platform
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KUpLa xapoKTnpLoTLKAL

[Tpoofaon o€ pa mAnBwpa peBodoroylwy punyovikne pabnonc (machine
learning) ywa tnv avamntuén povieAwv npoPAednc (predictive modelling)
[TANpeC ypadko mepBaiiov

. AVTIKOTOOTAON TOU KWOLKO LE EpYaAELa KAl SUVOTOTNTEC TOU
XPNOLUOTIOLOUV -0XeSOV eVOTIKTWOWC- OAoL oL Xprotec/-tpLec H/Y
KoBnuepva

Mevou, KOPTEAEC, KOULTILA KOl AOYLOTIKA PUAAQL

. Awaxelplon Kol avaAuon 6€SOUEVWY, KOL QVATITUEN LOVTEAWY QO LLN-
TPOYPOLULUATIOTEC
[MpoBAedn LOLOTNTWV UALKWY, OTATIOTLIKA OVAAUON TIELPAUATWY, KOWWVIKEC
ETULOTNUEC, PUBULOTLKA/VOUOBETIKA Opyava

P



Avarmtuén SLaypapLaTtoC PONc

. Ta dedopeva petapaivouv peTotl TwV OLAPOPETIKWY KapTeEAwWV (tabs)

KaBe kapteAa evexel To poAo evoc koppou (node) otov omolo
eloepyovtol 6edopeva, LeTaoxnuatiovTal Heow Pl ouvaptnoncg Kal

OTN CUVEXELQ EEEPYOVTAL OE VEQ LOPDN
. Ta debopeva e€odou, amoteAoUV TNV L0060 O€ LA VEQ KAPTEAQA-
KOUPBo



/\eLTOUPYLA KAPTEAWY
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Not selected columns

_ Coll  Col2(S) Col3(S) Cold(D) Col5(D) Col6(D) Col7() ColB(S) ¢
'User Row Tested 2613 Cond Concentrat| . =
o % |meds I"“ o) o |imsjcm) | ion opb ]’“‘"’"
AGNP | Ag [HHcombo 4026 |-81 |02 [100 toxc

AgNP . |Ag HH combo 4026 -8.1 {02 300 non toxic |
[AgNPs... |Ag [HH combo (5814 |-14 {03 {400 I non toxic
[AgNPs .. |Ag |HH combo 5814 |14 lo3 |80 [toc |
AgNPs P.. | Ag HHcombo 5457  |-147  |0d6 200 |non toxic |
AgNPsP_. | Ag [HHcombo 5457  |-147 0.6 400 non toxic
AGNPs P... | Ag [HHcombo5457  [-147  lo16 500 | non toxic
AgNPs P.. Ag .H.Hc 10.16 800 :r\omotlc
AgNPs P... |Ag [0.16 1200 |nontoxic |
AgNPs P... | Ag lo.16 11600 non toxic

AgS PVP .| Ag2S :0.4 [120 |non toxic |
{AgS PVP in| — ! >
IUPW_2y_H | Ag2s 04 250 toxic

250 |

'AgS PVP in|

|UPW.2y.H|Ag2s  |HH combo!557 155 |04 600 non toxic
H600 |

|Ag Nps in

g;:_;ykjj Ag {04 500 non toxic
M50 |

‘Ag Nps in \

m“:i HHcombo /5185  |-121 |04 800 o toxic
B0 |

Ag Nps in l

m:s:’w HH combo | 51.85 -121 04 1000 non toxic

W 1N

ZScore Normalizer configuration

Selected columns

Colt  Col2(S) Col3(S) Cold(D) Cols(D) Col6(D) Col7 (D) ColB(S)
[User Row Tested et Cond |Concentrat]
User Header | Coe | e [TEMIm) [ w”" el Kb L
1 AgNP_.  |Ag HH combo | -0.1657 4 |0.293297... |-0.46678... | toxic
2 ‘AgNP . |Ag HH combo 0.1 10.46608... | non toxic
3 AgNPs .. |Ag HH combo | 04 1-046573... |non toxic |
< AgNPs .. 'Ag HH combo 0 1-0.46433.. [1oxic ‘
5 AgNPs P.. 'Ag HH combo | -0 |-0.46643_ [non toxic |
6 AgNPs P 'Ag .HH combo:O 08 _|-046573.. | non toxic |
7 [AgNPsP.. |Ag |HH combo|-0.0043% 0.015867... | -046538... | non toxic |
8  |AgNPsP.. |Ag |HH combo|-0.00432...|0.001531...| 0.015867...| -0.46433.. | non toxic |
9 AgNPs P... :Ag THH com L o :-0.46292.. :non toxic
10 AgNPsP. |Ag [HH com - |-0.46152... | non toxic
11 [AGSPVPLIAGZS  |HHcom _|-046671._ | non toxic_|
0—&—an HH com -~ |-0.46626... | toxic
13 [AGSPVPLIAG?S  |HHcom |-046503.. | non touic |
14 |[AgNpsi. |Ag HH comtiah [-046538.. non toxic |
15 |AgNpsi. |Ag |HH combo|-003557... |0.386202. :1,680450 |-046433.. | non toxic |
e 04636281
16 002A.2y_H Ag HH combo ‘-;05021994 non toxic
H1000 | | | |
PEG THIOL -0.4666136
17 AgNPs_2y_ ' Ag HH combo | 74 | 564842050 non toxic
HH150 | s s '
0.3786183 -0, ‘
18 :GNPT:‘,Zioy': Ag HH combo | 740940689 ! 14662000 109060733 3(;842;3;2333 non toxic
oo 338986655 112704971 | le
£Ea TENeL 03786183 | oo 00 |osssarss |-aesoaso
i :‘;:_'&2" Ao dei o ;W 338986655 112704971 |891996139| " 1€



Alayeiplon 60€OOUEVWV

File &t Data Transformation  Analytics  Statistics  Help

AoyLoTIKO GUANO elocaywync Sedopevwy

Coll Col2 Col3 Cola Col5 Colé Col7

e B

AoyLoTIKO dUANO e€aywync Sedopevwv




Alayeiplon 60€OOUEVWV

File &t Data Transformation  Analytics  Statistics  Help

_

Ertloyn kat edappoyn

ouvapTNONG
Eloaywyn debopévwy AmnoteAéopata
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2UVAPTNOELC

Metatporr) 6e0ouEVWV AvaAuvon 2 TOTLOTLKN
(Data transformation) (Analytics) (Statistics)
. Kavovikomoinon dedopevwy . MeBoboloylec . [Meplypadikn oTATIOTKA
. OW\tpdplopa otnAwv HOVTE)\OFOLHOWC . - Méetpa aélomiotiac LovTEAWY
. Tafwopnon Sedopévwy naAwopopnon (regression) maAwvdpounong &
KAl KatnyopLlonownaon KatnyopLomoinonc

. AvtwuetaBeon mivaka

, , , (classification)
« JUMMARPWON KEVWV TLLWV

. k-Nearest Neighbours

. Linear Stochastic Gradient
Descent

. Extreme Gradient Boosting
. Multilayer Perceptron
- Radial Basis Function

. Self-Organizing Maps ‘Qi)

. Meblo edappoync
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File &t Data Transformation  Analytics  Statistics  Help

_

Ertloyn kat edappoyn
ouvapTNONG

Eloaywyn debouevwy AmnoteAéopata
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Analtics

Statatics  Help

Alaypappa pong

FpadLkn amekovion pong dedopevwy

Colt  Col2{S5) Col3(S) CoM(S) Cots() ST | ot D) Col8S) _Cof Coll  CoR(S) Col3(S) Cold(S) ColS(D) Colé (D) Col? (D)
User fow | Tested et | ZScore Normalizer configuration Uvae Row 3 = ] o
{ § $ v estec Concenty
User Hasder ™ fCo [ Charge 1m“ ilEM o) 08 fren) | RSN auiony - e lmm Jeed o e (DLS b |
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~ Impart from SpreadSheet uncoated ! 9 fegute |t pomtio : oo ‘N a7 0501932
Imgparn A . V!M_Wi 2 :
nEar Nom Ne A
aﬂ‘ |
Chas SoradAthaat s 03054991 |-0.4433577) -0.46222
: regative | HH comba 61 XY "w"" ) 5:.: negatwe | HH combo 872866874 19574 3'9431556
Ty 6 ? 7
(pristmne, 18|
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. | L] / o
! [prisEne 0|
‘“”mw 03054591 |-0.4423577) ..
: &1 a0 Gk 0462
5 negative | HH combo| 61 500 toutic :‘ %0 nogatve | HH combo z.".’:}:é.ﬂ:’d L Py
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Epapuoyn otn vavomAnpopopLkn

& Mpooddtwc mapaxbevta Mpacpeva
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hd el Analytics — Classification —kNN * |
11 e(6n vavoowpatdiov ., .G s ® ! Mebilo
, , Daphnia , Do k ) ,
13 yvwoteg Lot Teg Magna Movtého kNN o’ MovteAo kNN 5 epappoyng

k=3 k=3
Statistics—

) : : Domain— APD
Data ZTATIOTIKA EWTEPKNAG  Mpoodatwe rmap:

aflohdynone vavoowpart( Statistics = Model Metrics —
Classification Metrics

Transformation—Split—
Random Partitioning AkpiBeta (Accuracy)

EuawoBnoia (Sensitivity) 0.941 0.857
Eldkotnta (Specificity) 0.867 0.917
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Predicting Cytotoxicity of Metal Oxide Nanoparticles

Using Isalos Analytics Platform
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Chemosphere
Volume 285, December 2021, 131452

ELSEVIER

Ecotoxicological read-across models for
predicting acute toxicity of freshly dispersed
versus medium-aged NMs to Daphnia magna

c 0=

Dimitra-Danal Varsou *, Laura-Jayne A, Ellis 5 Antreas Afantitis 3, Georgla Melagraki © & 8, |seult Lynch Lp <

Nanolmpact
Volume 22, April 2021, 100308

=
| Nanolmpact

Computational enrichment of physicochemical
data for the development of a {-potential read-
across predictive model with Isalos Analytics

Platform

Anastasios G, Papadiamantis * ®, Antreas Afantitis %, Andreas Tsourmanis *, Eugenia Valsami-fones ®, Iseult Lynch ® 2

8, Georgia Melagralki ' L. &

@ Springer Link

Original Research | Open Access | Published: 23 December 2021

Using the Isalos platform to develop a (Q)SAR model
that predicts metal oxide toxicity utilizing facet-based
electronic, image analysis-based, and periodic table
derived properties as descriptors

M M Thwata, A Afantitis A G Papadiamantis, A Tsoumanis, G_Melagraki, L N Diamini, C. N. M. Quma, P.
Ramasami, R Harrs, T. Puzyn, N. Sanabria, | Lynch & M. Gulumian =2

Structural Chemistry 33, 527-538 {(2022) | Cite this article
T77 Accesses | Metrics
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