Supplementary Figures

(a) Uniprot Target Sequence & Genes

XPath Column Filter Column Rename
Column Filter (String ManipulationRpw Filter GET Request
g e i o9 >0 > » it > 3
> HE > ] PR T > Doy > - n -
e i<} (4] @ Sequence Target Sequence Node 1712
Node 1495 Node 1496  Node 1497  Node 1498 XPath Column Filter Column Rename
Cell Splitter ) ) ) > 9“ > > ili > > CL' >
(deprecated) Column Filter ~ Ungroup GroupBy Duplicate Filtélolumn Rename
) @ )
4 a3
” [r" g " l > > { > ” :- % " n 8 - Genes Gene Names Node 1732

) [} e ® [} )
Node 23 Node 25 Node 24 Node 1536 Node 1538 Node 1539

b c Appended table - 3:1496 - String Manipulation
s

XPath Column) File Edit Hilite Navigation View

br [String ManipulationRbw Filter  GET Request Table tefault”- Rowe: 4700 {5psc Golmnw: 4 FproperBes | o Varleties
-2 > > Row ID [S] yourlst0...[[S]Entry  [[S]Enf
sl >——n =5 » & - > Row0 (0600014000050 22558 . A
B Configure. Rowl DB000S1 Pa0ss |
< gine t s Row2 DB00114 095470
L — % Row3 DB00114 1Q8WRI0
3 Node Fxecute mn Rowd_ lbsoo114 Tevear
&) Execute and Open Views [Rows. 0800114 Q82QY3 K« B Q62Q
B 4 Rowé  |ooo1ts lQoeEns | - It . wvot org uniprot/QI6ENS.xmi
Ungroup e = Row7. DB00114 1Qa6GA7 |SDSL_HUMAN _https: /fwwwe.uniprot.org funiprot/Q96GA7. xmi
B8 Reset 23 Rows 114 1QeD40_SPCS_ HUMAN. https:/fwaw.i siiorok ong Ariprot Q5 40 sl
> L > Rowd 00114 Qa7 ttps: V7.l
=  Edit Node Description... Alt+F2 e Row10 DB0O114 Qs9FK2 . htips: t OFK2.xml
- 2 . Rowll DB00114 1Qs9GMa https:/fwww.uniprot.org Auniprot/QS9GM. il
= New Workflow Annotation Row12 0800114 lQsiam2 _HU... https: //mm uniprot.org Anprot/QSIAM2. xmi
Node24 = O (connect selected nodes Ctel+L Rowl3  lo6ootii Q530 s prOLogAnOOUONT 0.l
- Row14 jpBo0114 Q6188
?  Disconnect selected nodes Ctrl+Shift+L Rowl1s [DBOO114 (Q8IVAS hms/MMunurotwgluuouQsmsm
Rowis 0800114 lqesxa1 tps:  foeoeve. umrot org/uniprot/QIBXA Lxml
H§ Create Metanode... Qi .o [ttDS: / foerey funiprot/QIUIX Lyl
P27352 IF NUMAN https:/freww. ur\vrot WQWOWZHSZ i
Create Component... mn 1QIEEYEMMAB_HUMAN hiips: fmvew.uniprot.org riprot QIEEYS.xml
Genes from C o7se01 I3 1N htoe e ot orprol07585 .o
J72 Compare Nodes 3 TRMAN 60P5 sl
Y o o T e
Show Flow Variable Ports ,0800117 P19113 1DCHS _HUMAN |https: faww.uniprot..org funiprot/P 19113.xml
Pa2ss7 JHUTH_HUMAN https:fae.s gt ceglop oUR AT ol
of Cut = 19623 [SPEE_HUMAN httos:/fwm 19623.00mi
2 Q8NIG2_[CMIR1 HU... hitps: t. anl
Column Filter [ Copy TQIHBKS [ASIMT_HU..._htios: e uniprot.org riprot QOHEK9.xmi
R Paste 015374 JMOTS_HUMAN hhtips: /fwww.uniprot.org uniprot/0 15374, xml
iy lo15375 [MOT6_HUMAN https:/faw.i ot org/uniprot/015375.xm
& Undo 015403 i
1095907
» Redo 1095363
Drug Genes JQONSD)
from Chempy % Delete L qorass
P05165
B} Appended table Pso7a7 BPLI_HUMAN_https:/fuwow.unipeot.org uniprot PS0747 i
= o7 1Q13085  |ACACA_FU.... https:/fwww.uniprot.org/nprot/Q13085.xmi

Fig. S1. Shows the process of data accession in KNIME environment a) The protein
sequence data is accessed from the Uniprot using the API request made through the String
Manipulation node to create the reference links followed by the Get Request node to fetch
the data, b) and the setting for the link creation in the String Manipulation node is done in
the configuration window, finally c) the created API links for the given targets are shown.
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Fig. S2. It shows the one-hot encoding and column combination of the disease observable traits
moreover a) to convert the data from textual form to one-hot encoded form One-to-Many node in
KNIME Analytics Platform is used. It converts the textual data into string of Os and 1s followed by
the column combiner, b) shows the configuration box of the One-to-Many node where the options for
selecting or deselecting the data column, c¢) and finally the One-hot-encoded combined data in the
form of Os and 1s is shown.
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Fig. S3 Process of data preparation for feeding the deployed models for predictions. a) it shows
the pipeline, in the form of set of nodes which reads the data through File Reader node and then
performs some pre-processing techniques and data retrieval nodes like String Manipulation and
Get Request. Finally, after the retrieval and pre-processing the data is merged with the previously
prepared drug data with the help of Cross-Joiner, b) the data from the File Reader node is shown
which contains the Uniprot IDs, Ensembl IDs, and other disease related feature data, and c) finally
the data just before the cross-joiner is shown which looks exactly similar to the data which was
used to train the machine learning models.
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Fig. S4 RF, TE, and GB model training, testing, validation, and predictions setup where a) shows
the Model training for the RF, TE, and GB with 70% of the dataset. Target shuffling is performed
followed by the data partitioning which is then individually fed to these machine learning models.
After training, the models are tested and cross-validated with remaining 30% of the dataset, which
is again split into two portions, each of 15%. The testing is performed with 15% along with 10-
fold cross validation. b) After the testing and validation is done, the predictions for the Covid-19
are taken by deploying these models. The data is already prepared and the workflow for the data
preparation is shown in Fig. S3. The predictions for the confidence range of 0.9 — 1.0 are then
further evaluated.



