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Appendix --SARS-CoV-2 virus

Vaccination progress forSARS-CoV-2

Global
Fully Received Confirmed
Up to Doses administered | vaccinated | at least one dose cases
Date During last 60 days
% % Lakhs
15-05-22 | 11,64 ,61,76,751 59.58 65.66 52,01,14,085
51,30,85,948 6,22
30-04-22 59.27 65.46 )
11,57,14,38,400 (01-05-22)
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17-04-22 | 11,44 97,52,483 58.84 65.23 50,19,18,823
31-03-22 | 11242473625 57.9 64.64 48,52,04,991
15-03-22 | 1100,40,80,103 | 56.90 63.84 45,79,49,618
r"""“"uﬁte'd?ta'tes'“""“““““““' “““':
Fully Received Confirmed
. vaccinated | atleast one cases
Bgig Doses administered dose
% % During last 60
days Lakhs
| 15-05-22 58,13,76,728 63.15 7765 8,23,72,947 |
: 30-04-22 57,52,57,890 62.84 7181 8,12,37,868 I
: 17-04-22 56,90,32,907 62.61 .32 8,05,24,337 28 I
: 31-03-22 56,04,19,082 62.2 76.93 8,00,19,128 I
: 15-03-22 55, 71,38,106 61.93 76.68 7,95,23.228 I
r“""““mEa'““ R "“““:
Fully Received Confirmed
vaccinated at least one cases
Upto Doses administered dose
Date % % During last 60
days
Lakhs
| 15-05-22 1,91,23,22,912 65.64 7561 4,31,21 599 I
I |
| 30-04-22 1,88,80,76,471 64.4 7525 4,30,75,864 I
: 17-04-22 1,86,42,67,321 63.22 74.83 4,30,42 007 2 I
: 31-03-22 1,83,98,96,873 62.3 741 4.30,24 440 I
: 15-03-22 180,51,12,004 61.19 72l 4,29,96,062 I
Fully Received Confirmed
Upto Doses administered | vaccinated | at least one dose | cases
Date During last 60 days
% % Lakhs
I Brazil I
: :
1 15:05-22 | 43,51 85,477 82.13 91.06 3,06,39,130 I
i |
1 30-04-22 | 42,87,48714 81.46 90.78 3,03,99,004 I
i |
1 17-04-22 | 42,3594,585 80.8 90.45 3,02,47,302 13 I
I |
1310322 | 41,3559,595 9.7 90.04 2,98,87,101 I
I -03- 78.4 4 |
| 1903221 40,32 86,505 8.48 8943 2,93,80,063 I
o e — — . S S R S S N R S S S S S S S S S S N S S S e e el
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] United Kingdom | | | T TTTTT71
i 15-05-22 | 14,23,90,214 79.84 85.43 2,22,48,695 i
I 30-04-22 | 14,21,21,736 79.74 85.29 2,20,86,149 I
I 17-04-22 | 14,15,99,879 79.54 84.97 2,17,87,105 25 I
! 310322 | 14,09,68,337 79.24 84.67 2,10,73,009 I
I 15-03-22 14,04,30,802 78.93 84.54 1’97,00,952 I
I China (mainland) |
E 15-05-22 | 3,36,00,50,000 | — | = - 11,30,410 i
! 30-04-22 | 3,34,07,11,000 | - | = - 8,96,144 I
|17.0422| 3,30,8616000 | — [ - 4,87,060 01 |
I31.0322| 3,26,3120000 | — | - 1,47,437 I
| 50522 310 82000 | | 1,16,008 I
i Italy i
i 15-05-22 | 13,72,89,630 19.42 84.14 1,69,93813 i
I 00422| 13,67s7301 | 799 8412 !
i 17-04-22 |  13,63,28,765 79.34 84.1 1,56,59,835 35 I
: 310322 | 13,58,70,869 79.25 84.06 1,45,67,990 I
: 15:03-22 | 13 57 29857 79.06 83.99 1,34.89319 I

[15-May 2022 gown to] 15-Jan-2020

Time line of Covid-19 (Pandemic infection) critical Data
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| Global ...... ,
| SARS-CoV-2 (Global) i
y dd-mm-yy '
| |
| 15-05-22 | 52,01,14,085 62,60,299 |
I |
1

| 30-04-22 | 51,17,47,564 62,28,621 I
| 17-04- 50,19,18,823 61.89.593 |
I17-04-22 89, S I
I

I |

45,79,49,618 60,44,192
R Ry S y—— e ——
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Time line of Covid-19 (Pandemic infection) typical Data

I SARS-Cov-2 (USA) | I SARS-CoV-2 (India) |

L e e e e - 1
T 1 N 1
I dd- Infected Deaths I I dd-mm Infected Deaths I
- - 1
LY I . 4,31,21,599 | 5,24,214
| 15- | 8.23,72,947 | 999,125 1 150522 I
] 05-22 I B 1 30.0402 | 43075864 | 523,803 I
130- |8,12,37,868 | 9,92,740 1 | [
I 17- 8,05,24,337 | 9,87,343 32 I i 31.03-22 4,30,25,775 | 5,21,129 Thousands I
g 04-22 Thousands 1 (60days) I
| 31- 8,00,08,210 | 9,78,546 (60 | i15-03-22 4,29,96,062 | 5,15,974 I
| 03-22 days) | I W I
I15- | 7,95,23,228 | 9,67,720 1 Y 1 -2 [aKns I
1 03-22 I ———— e ——— 4
! 28 lakhs :

L
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USAConfirmed

1.8M

1.2M

S00K

600K

300K

1 Feb 2020 10 Jun 2020 18 Der 2020 25 Feb 2021 5 Jul 2021 12 Nov 2021 22 Mar 2022

New casesDaily trends -All-time--USA

11 Mar 2022 21 Mar 2022 31 Mar 2022 10 Apr 2022 20 Apr 2042 30 Apr 2022

AAA->Escape Corona 383




Last 60 days (New casesDaily trends) --USA
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IndiaConfirmed
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Indiam (Cumulative spread trend)
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________________________ I
r SARS-CoV-2 (15-03-2022) :
| Europe, ...... |
| |
| |
| Infected Country Country Infected |
| |
| 2,91,51,859 | France Japan 82,60,356 |
| |
| 1,20,58,888 | Spain Egypt 5,15,645 I
|

1 2,57,23,697 | Germany Russia 1,82,55,337 1
| |
I 81,60,046 | Netherlands Singapore 12,40,233 |
| |
| 38,28,328 | Canada Greece 33,84,982 |
| |
I 36,49,155 | Switzerland Marshall 17 |
I Islands |
| 1,77,82,061 | South Antarctica 111
I Korea 1
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Appendix

SARS-CoV-2 virus

Replication cycle of SARS-CoV-2

(d)

RMNA

Ribosome

The virus invades a human cell by attaching its spike protein to a cell surface receptor
(a). Upon entering the cell, the virus breaks up to release its genetic Material
(b). The viral RNA hijacks the ribosome of the host cell to produce viral proteins
(c). Viral proteins and RNA are assembled into new viral particles
They are eventually released from the host cell to infect other cells
(d). The viral main protease (MPRO) is essential for cleaving the viral polypeptide chain into
functional proteins needed to assemble new viruses

Profiling SARS-CoV-2 Main Protease (MPRO) Binding to https://dx.doi.org/10.1021/acscombsci.0c00140
Repurposed Drugs Using Molecular Dynamics Simulations ACS Comb. Sci.2022
in Classical and Neural Network-Trained Force Fields

Aayush Gupta and Huan-Xiang Zhou

| Source
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Structure of MPRO and the system for ANI/MM MD simulations

@ Drug Red surface

@& MPRO Cartoon representation

&~ Drug bound to MPRO

&~ Solvated with TIP3P
water molecules

& Na+ and Cl- ions Green and brown mesh bubbles

N S B S N B R

& Box Line representation

&~ Chemical system CQC Model

& Protein and ions CHARMM force field

& Water TIP3P
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