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omits above $\theta = \5I{25.0}{\degree}$, and so on.

‘item Check that there are no \enguote{bad} reflections, by looking
at the lisct of reflections in \program{SXGRAPH!: ‘menu{Refinement}
‘arrow\ \menu{Reflection Data} and choose the ‘\menu{CMIT
Reflections} button. Any reflections with $\Delta (F*2)/\sigma$
greater than £7% can usually be omitted.

‘item At the end of the final set of refinements, the atoms should
essentially not move. In the output from \program{SHELXL}, check
that the \enguote{Max.\ shift} and ‘enguote{Max.‘\ dU} values are
less that £0.01%, and ideally £0.000%5.

‘end{itemize}

If any changes have to be made,

needed.
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then another refinement pass will be

\section{Advanced refinement}

There are times when the basic work flow outlined in the previous
section is not enough to get a good result. This section covers
some more advanced technigues to get the right results.

\subsection{Disorder at special positions}

will be disordered about
The most common example is a solvent molecule on
The problem is that the solvent does not satisfy the site symmetry:
there must be $1:1% disordering. The easiest way to proceed in this case
iz to use a \shelx{PART -1} block. This autcomatically generates a 51:1%
situation, and so you do not need to use a free wariable. Instead, you
need to generate one version of the disorder, and then set the occupancy
as appropriate.

QOccasionally a molecule a special position.

an inversion centre.

Ln example will again make this much clearer. & structure in P ‘\bar 1%
was found to have half of a \ce{CH2C12} molecule in the asymmetric unit.

After removing the thermal parameters, the molecule initially looked gave
the following fragemsnt.

\VerbatimInput [firstline=93, frame=lines,lastline=9%4] {disorder.ins}

Using the ‘menu{Grow Fragments} command in ‘\program{SXGRAFH} showed the
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Refinement — Reflection Data and choose the OMIT Reflections button. Any reflections *
with A(F?) /¢ greater than 7 can usually be omitted.

« Atthe end of the <€ thEN ANOL.

output from <
and ideall»

-e atoms should essentially not move. In the
+ and ‘Max. dU’ values are less that 0.01,

If any changg, sass will be needed.

anement 1
5 Adv

There are t, rious section is not enough to get

a good rasl‘le baSiC Work ﬂow Outlingjquei to get the right results

on covers some more ad

5.1 Disor.

Occasionally a 1. . position. The most common example

is a solvent molec slem is that the solvent does not satisfy| _
the site symmetry: ll.] Ositions «he easiest way to proceed in this case is to 3
use a PART -1 block, Thp ~ates a 1: 1 situation, and so you do not need to
use a free variable. Instead, you neea (o0 generate one version of the disorder, and then set the
occupancy as appropriate,

An example will again make this much clearer. A structure in P was found to have half of a
CH,CI, molecule in the asymmetric unit. After removing the thermal parameters, the molecule
initially looked gave the following fragement.

C1 1
CL1 3

0.91934
0.89924

0.93775
1.02034

0.465566
0.60587

11.00000
11.00000

Using the Grow Fragments command in SXGRAPH showed the solvent was disordered about
the inversion centre. Two things are then needed, the position of the second chlorine atom and
the PART instructions. The position of the second atom can be calculated using the symmetry
operations (available in the 1st file), or read from the SXGRAFPH display. The special position
means that the occupancy of the atoms needs to be altered: there are two positions, and so the
occupancy is halved.

PART
€1

-1

0.91934 0.83775 0.46556 10.50000
[ m J 3
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The installation source depends on the Linux distribution version Use the package management system to install MiKTeX.

1. latex material

2. latex allergy
3. latex symbols

If your system is not (yet) supported: it is not too difficult to build MiKTeX Install on WindowslInstaller To install a basic
TeX/LaTeX system on Windows, download and run this installer.

latex material

latex material, latex online, latex allergy, latex gloves, latex symbols, latex pronunciation, latex wikipedia, latex online editor,
latex, latex document, latex editor Equity Vista Partners

Then drag the MiKTeX icon onto the Applications folder Please read the tutorial, if you want step-by-step guidance.. TeX Live
is maintained by TeX User Groups across the world TeX Live is compiled from the same sources for all platforms: Macintosh,
Windows, Linux, Unix.. Finish the setup Upgrade your TeX distribution This is an optional step Please click a tab to get
instructions for your Linux distribution: a.. 0-x64 zipSize: 2 4 MB
SHA-256:9b¢965a35dc917dd6c901b816452bbf41ab4c88e24d90ac1de245f6edea2aa2() DownloadInstall on macOS To set up a
TeX/LaTeX system on macOS, download and open this disk image. Lexicon Alpha Driver Download For Mac
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omits above $\theta = \5I{25.0}{\degree}$, and so on. ! Refinement — Reflection Data and choose the OMIT Reflections button. Any reflections *
“item Check that there are no ‘enguote{bad} reflections, by looking with A{F2) /o greater fhanh7 can usually be omitted.
at the liat of reflections in rogram{SXGRAPH} : \menu{Refinement
\pregramt jr memu ! o Atthe end of the~ € TNETL ANO w00 essentially not move. In the

“arrow\ ‘menu{Reflection Data} and choose the ‘menu{CMIT
Reflections} button. Any reflections with $\Delta (F~2)/\sigma$
greater than $7% can usually be omitted.

output from < + and ‘Max. dU’ values are less that 0.01,
and ideallv

\item At the end of the final set of Iefiner\nents, the atoms should If any Ehangq' sass will be needed.
essentially not move. In the output from \program{SHELXL}!, check
that the ‘\enguote{Max.\ shift} and ‘enguote{Max.\ dU} values are ﬂnement B
less that £0.01%, and ideally £0.000%. 5 Adv
‘end{itemize}
If any changes have to be made, then another refinement pass will be There are t, o 34 10U section is not enough to get
needeg_ 4 ’ i I a good [Esl‘le baslc Work ﬂOW OUtllnejquei to get the right resgulli #
I ._on covers some more ad
5.1 Disor.
“aection{hdvanced refinement} (| Occasionally a 1. 1 position. The most common example
is a solvent molec olem is that the solvent does not satisfy| _
There are times when the basic work flow ocutlined in the previous the site symmetry: ] positions :he easiest way to proceed in this case is to|
section is not enough to get a good result. This section covers use a PART -1 block. Thit ~ates a 1 : 1 situation, and so you do not need to
some more advanced technigues to get the right results. use a free variable. Instead, you neeu (o generate one version of the disorder, and then set the
occupancy as appropriate,
\subsection{Disorder at special positions} An example will again make this much clearer. A structure in P1 was found to have half of a
[ CH,CI, molecule in the asymmetric unit. After removing the thermal parameters, the molecule
Occasionally a molecule will be disordered about a special position. b initially looked gave the following fragement.
The most common example is a solvent molecule on an inversion centre.
The problem is that the solvent does not satisfy the site symmetry: T1 1 0.91932 0.93775 0.46656 11.00000
there must be $1:1% disordering. The easiest way to proceed in this case CL1 3 0.89924 1.02034 0.6058T 11.00000 L4
iz to use a \shelx{PART -1} block. This autcomatically generates a 51:1%
situation, and so you do not nesd to use a free varisble. Instead, you Using the Grow Fragments command in SXGRAPH showed the solvent was disordered about
need to generate one version of the disorder, and then set the occupancy the inversion centre. Two things are then needed, the position of the second chlorine atom and
as appropriate. the PART instructions. The position of the second atom can be calculated using the symmetry
{l operations (available in the 1st file), or read from the SXGRAFPH display. The special position
2n example will again make this much clearer. A structure in $P \bar 1% i means that the occupancy of the atoms needs to be altered: there are two positions, and so the
was found to have half of a \ce{CH2C1l2} molecule in the asymmetric unit. occupancy is halved.
After removing the thermal parameters, the molecule initially looked gave
the following fragemsnt.
\VerbatimInput [firstline=93, frame=lines,lastline=94] {disorder.ins} PART = .
Using the ‘menu{Grow Fragments} command in ‘\program{SXGRAFH} showed the T Cll 1 091934 0.93775 i D 16556 10_20000 | '
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Microsoft Corporate Antivirus

MiKTeX is available for selected operating systems Please check the prerequisites in order to find out whether your system is
supported.. Installing MiKTeX on Linux involves these steps: Register the GPG key with which MiKTeX installation packages
and metadata is signed.. Just download the standard installer and rename it to miktex-portable exe Command-line installer If you
want to install MiKTeX on many client computers, then you should use the MiKTeX Setup Utility to deploy MiKTeX in your
organization.. Register GPG keyb Register installation sourceUbuntu 20 04 LTS (Focal Fossa):Ubuntu 18. Download free xc
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You can read the deployment tutorial, if you want step-by-step guidance Date:6/29/2020File name:miktexsetup-4.. Please read
the tutorial, if you want step-by-step guidance Date:10/12/2020File name:basic-miktex-20.. 10-x64 exeSize: 240 1 MB
SHA-256:cb9434d9ba0cedb480500f9bdfe437cd08fb57583704cabab5697e53bfba610b DownloadPortable Edition The portable
edition allows you to run MiKTeX from a portable storage device.. 82 MB

SHA-256:64d72cb92aeda3c62b7bcedef 164£51a2367756bd10131e9860f 1ababab85cce DownloadInstall Latex Maclnstall on
Linux MiKTeX is available for selected Linux distributions.. To set up a TeX/LaTeX system on macOS, download and open
this disk image Then drag the MiKTeX icon onto the Applications folder.. 04 LTS (Bionic Beaver):Ubuntu 16 04 LTS (Xenial
Xerus):c Install MiKTeXa Register GPG keyb.. Latex Editor Mac Please read the tutorial, if you want step-by-step guidance
Please note that there is no seperate installer.. Latex Installation Mac Os XDate:10/12/2020File name:miktex-20 10-darwin-
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