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*The cal cul at or shown
on the screen Is the
cal cul ator used to

cal cul at e nol ecul ar
orbitals and can help
you understand what 1s
goli ng on. *The nost

| nportant thing to
under stand, 1s that
the atomc orbital's
wave function IS not
sonet hing that you see




happeni ng I n the sky
or on the playground.
It I1s all done wth
math I n the

cal culator. *The user
can select an orbital
to be displayed by
choosi ng t he el enent
froma drop down |1 st
and the orbital for
the orbital wll Dbe
di spl ayed on t he next
l1ne. *Each orbital
can be naned by




clicking on the nane
to nane It. This nakes
|t easy to renenber
what orbital 1s what.
*The user can then use
the calculator to

cal culate the orbital
ener gy, overl ap

| ntegral, spin nonent,
nagneti zati on and

nucl ear magnetic
noment. *Each
orbital's energy can
be saved by cl i cking




on the edit button.
*The cal cul ator 1s
very sinple. | expect
you to be able to work
It out for the
homewor k probl ens .
Any questi ons or
problems wth the

cal cul ator just enail
ne. ** Lesson 10 &
Lesson 11 ** 1. Take
care of a puppy 2. 3D
Print - Model 1 ng- Tool 3.
Pl ece of Paper 4.




Smal | Magnetic Bottle
opener 5. Mbl ecul ar
Obitals 6. Kite 7.
Small Wrm 8. |ce Cube
Tray 9. Random Jour nal
10. Party Invitation
11. Dry Shanpoo 12.
Fam ly Draw ng 13. Fan
14. Trail Canera 15.
The Skirt 16. Sand on
t he Wndow 17.
Centrifugal force 18.
Tet hered bal |l oon 19.
Magi ¢ Cup 20.




El ectromagnets 21.
ltalian Sal ad 22.
Basebal | 23. Vacuum

Cl eaner 24. Sol ar
Panel 25. Finger Print
26. Rocki ng Horse 27.
Paper Bag 28. Big

FI recracker 29. FI dget
Spi nners 30. Mat 31.
Pet Chairs 32.
Decentral e 33. Paper
Towel 34. Sportshoe
35. Lantern 36.
Crayons 37. Bat htub




38. French Bread 39.
Dol | 40. Jelly Beans
41. Justices 42. Levee
43. Leaf Bl ower 44.
Cake 45. Fl ower Pot
46. Light Bulb 47.

Fri sbee 48. @i tar 49.
Housepl ant 50

MO Theory Full Product Key Download

This 1s a small and
very easy to use
programthat wll help
you study and better




under st and t he

nol ecul ar orbital

t heory. Mol ecul ar
orbital theory iIs
conmonly used to
under st and bondi ng of
atons to form

nol ecul es by taking a
| 1 near conbi nati on of
atomc orbitals.
Basically 1t tells you
what orbitals should
gl ve you a conpl ete
under st andi ng of




bondi ng by giving you
the ability to pl ot
the el ectron density
of the bond and has an
application to guantum
chem stry whi ch

| nvol ves bui |l di ng the
Schr odi nger equati on
for electrons 1 n an
atom or nol ecule. It
wor ks by cal cul ating a
| 1 near conbi nati on of
atomc orbitals which
are represented by 1-D




shape functions. |t
has a | ot of
enhancenents, so It's
now beling requl arly
updat ed, so pl ease
keep com ng back!
FEATURES: 1.

6abaf dab4c




MO Theory Torrent (April-2022)

The left side shows

t he basic 1 dea behi nd
MO Theory. The right
si de shows the visual
di agram of the theory.
The basic idea i1s to
use t he Kohn- Sham ( KS)
equation which 1s
given by: 2 - | ? | =
Where ? I1s the KS
energy, and the

el genval ue of KS




equation. , where Is

t he occupati on nunber.
, wWhere Is the wave
function of wth no
spin, and Is the wave
function of wth spin.
, Where 1s the total
spin of atom The
above equation Is a

| 1 near conbil nati on of
t he functions and. And
t he occupati on nunbers
and are 1 n principle
nore than one. There




are two situations, |

(SI ngl et)
( Doubl et)
(SI ngl et)
(SI ngl et)
( Doubl et)
( Doubl et)
(SI ngl et)
(SI ngl et)

and

[
[
[
[
[

[

The above

e— e e e ) e ]

equati ons are the
basic formof MO
Theory. The nore
famli1ar formof the
above equations IS




gl ven bel ow. The above
formof the equati ons
are quite hel pful for
practi cal

appl 1 cati ons.

Features: - Sinple and
easy to understand -
many nore functions
aval | able - all

cal cul at1 ons are done
ln command |1 ne, no

ot her 1 nstall

requi red. Bug fi xes: -
wor ks wth | at est




pychar m when usi ng
recent updates to
pycharm Hel p: - Now
there 1s a hel p page
and t hat page has a

| ot of 1 mages to show
how t he app wor ks.
Version H story: 0.2.0
(2020-03-04) - bug
fi1xed - conmand |1 ne
conmand to show t he
energi es of the
functions - open a

w ndow of choil ces, and




wll ask which to
choose fromO0.1.0
(2020-02-28) - new app
- added 1n a command
|1 ne option to choose
the orbital to be
cal cul ated - added I n
a command |1 ne option
to choose the orbital
to be cal cul ated -
added 1 n a sinple GUJ
Wth the top 10
functions to choose
from- added In a




sinple GJ wth the
top 10 functions to
choose from - added
nore chem cal

function, wth nore
types of bond and nore
than 3 el ectron

What's New In MO Theory?

At ons and nol ecul es
are nmade up of

di screte and atom c
orbitals. You can
think of atomc




orbitals as the nucl el
of el ectrons, which
surround an atomc
nucl eus. 2-el ectron
atons (1.e., hellum
hydr ogen, and

l1thium have 2+1+1=4
types of orbitals The
nost abundant el enent

I n the universe Is
Hydrogen. In

hydr ogen, the nucl eus
| s the one proton.

The protons repel one




anot her, while the
electrons orbit the
proton. | n our nodel,
t he nucl eus represents
t he atom ¢ nucl eus,

t he protons, and the
el ectrons. The
protons repel one

anot her, and the

el ectrons al so repel
one another. W find
that by taking the

| 1 near conbi nati on of
atomc orbitals, we




can cal cul ate all of

t he possi bl e nol ecul ar
orbitals. There are
two types of nol ecul ar
orbital s: "bondi ng
orbital s" and
"nonbondi ng

orbital s". The

di fference between the
two types of orbitals
| s expl al ned below |If
we have two peopl e,
then a1l + 1 = 2

nol ecul e forns. That




s, two "bondi ng"”

at ons nake up a

nol ecul e. The
"bondi ng" atons are
the two "Dbridging”
atons. Note that we
don't need to nane the
"bridgi ng" atons; the
bonding orbital Iis 1 +
1 = 2. The bondi ng
orbital can be thought
of as one el ectron
from each at om bondi ng
to form one nol ecul e.




The "nonbondi ng"
orbitals, or those
that don't participate
In a bond, are the
atons that are not
"bridged". . In

Mol ecul ar Orbital
Theory, bondi ng
orbitals are referred
to as 7?-bondi ng.
Nonbondi ng orbitals
are referred to as ?-
bondi ng. The ?-
bonding orbitals are




derived fromthe
atomc orbitals. Wen
we conpute the

nol ecul es by

superi nposi ng the
atomc orbitals on
each ot her, we get the
?-bondi ng orbitals.

|f we want to find the
?-bonding orbitals, we
can superi npose the
atomc orbitals on the
hydr ogen atom c
orbitals. The ?-




bonding orbitals are
typitcally fairly high,
as there are only two
bondi ng el ectrons. In
t he case of Hydrogen,




Mnimum OS. M crosoft
W ndows 7 (64-bit),
W ndows 8/8.1
(64-bit), Wndows
10/ Server 2012 R2?
(64-bit), Wndows
Server 2008 R2
(64-bit) Processor:
Intel Core 13, Core
|15, Core 17, Core 19
Menory:. 4GB RAM
Graphics: DrectX 11




conpati bl e graphi cs
card, Intel HD 4000 or
equi val ent Direct X:
Version 11 Net wor Kk:

Br oadband | nt er net
connecti on Storage:
25G8 aval |l abl e space
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