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Outline

* Main Features
— Editor
— OpenGL representation of the structure
— Electron-density maps

* Customization

* Renaming Function
* Convenient Functions
* New Functions

* Plans
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computer programs

Fuuru o ShelXle: a Qt graphical user interface for SHELXL
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The GUI

)& e e XEXE A ap 1 IR0 O 5 und 8

File Edit Settings View Pack SHELX Extra Help

‘solve in P2(1)'@ vitc.res 5 X

[] selectPart | <Select residues> v Line: 1| Col: 1

TITL solve in P2{1)

CELL 0.56086 6.3977 6.2438 I7 T0IB 90 35257 90
ZERR 4 0.0003 0.0003 0.0008 0 0.002 0

LATT -1

SYMM -X,0.5+Y,-Z

-

SFACCHO
UNIT 24 32 24
DELU 0.01 0.01

. 10
8

EMP 23
REM Solution 1 R1 0.160, Alpha = 0.0007 in P2(1)
REM C12 012

LIST 6
=

fmap 2
acta

0.01641 =
0.01580 =

1.038523

SHELXL-ist file reports Flack x parameter: 0.7007 + 0.3743
Free variables: OSF: 0.52923

<

Information Window Refinement History |

| grow Q-peaks | ¥ Zoom + | | & Zoom - | [] invert mouse zoom [V] Calculate Maps [~ Hide Tool Bars IsheIXIe - A Qt GUI for SHELXL

J. Appl. Cryst., 44, (2011) 1281-1284




File Edit _ Settin View Pack SHELX Extra Help

W@@%wnh@mgﬁé

coooooo
UYL B S

=

‘solve in P2(1)'@ vitc.res

[7] select Part | <Select residues> ¥

TITL solve in P2(1)

ZERR 4 0.0003 0.0003 0.0008 0 0.002 0
LATT -1
SYMM -X,0.5+Y,-Z

E CELL 0.56086 6.3977 6.2438 I7_IOIS 90 35257 %0

4

5

6

7 SFACCHO

8 UNIT 24 32 24 g
? DELU 0.01 0.01

Ay

i1 LS. 10

12 PLW &

i3 TEMP 23

14  REM Solution 1 RL 0.160, Alpha = 0.0007 in P2(1)

15 REM C12 012

1 BOND

17 BsT6

18 fmap 2

i0 acta

2 REM 2

22 REM 1

23 WCHT 0 043700 0.023800
24 EXTI  0.000000

25 FVAR 0.52928

26 RESI 1 VIT

27 o1 3 0.790520 0.992667 1.011212 T 00000 0.00608 0.01641 =
28 0.00786 -0.00119  0.00002 -0.00048

20 02 3 0.367059  0.0992265  1.065574 IL.UODOD  0.00883  0.01580 =

30 S 0.00530 -0.00072 0.00224 -0.00141

32 I H2 2 0.471485 1.038523 1.096701 I 00000 -1.50000 -
33 AETY 0

Information Window F X

Hint: [Ctrl+ qcroll {up or do, vn)] to chcnae
Fo-Map: 2.5 e&-"(o- 2.1)
Hint: [Shift+ Scroll {(up or down)] to change.
Time for creating map surfaces 0.3 s. 10404 Triangles drawn.

SHELXList file reports Flack x parameter: 0.7007 + 0.3743
Free variables: OSF: 0.52928

<« | . n

Information Window | Refinement History

[7] grow Q-peaks | %, Zoom + | | &, Zoom - invert mouse zoom Calculate Maps [ Hide Tool Bars

shelXle - A Qt GUI for SHELXLl

I File Tool Bar B selection Tool Bar
B Extra Tool Bar
Il View Tool Bar Il status Bar



helXle - A Qt GUI for SHELXL (Rev: 475): vitcres

ile Edit Settings View Pack SHELX Extra Help

= Eﬁ D o <) 3 A s XEAE axas 28 VRS L R[S 5 B R
tho t}se hnde

You are in ‘rename mode' now.
Next Label is:

C1

Automatically jump to first unused label

Part: 0 |4| ResidueNr: 0 |4| Residue Class: |

Scattering factors

Day ®H @Cc @o
3
0
0.
0.
0.
g: [ _more scattering factors ]
0.

b AR BRERE EEBe2R 222 RRRRERA02R230 8¢

solve in P2(1)'@ vitc.res LIST FILE: vitc.lst Rename Mode |

=k
&
®

[] grow Q-peaks [ &, Zoom + ] [ <, Zoom - ] [] invert mouse zoom Calculate Maps [ Hide Tool Bars IshelXIe - A Qt GUI for SHELXLI

L OpenGL view B Information Window

I Refinement History
I Editor window I Rename Mode



‘solve in P2(1)'@ vitc.res & (|X Hide Button
l'_J* SelectPart 0 4 [¥]ind.Pt.0 <Selectresndues> v I Line: 1 | Col: 1 I

B TITL solve in P2(1) REST 1VIT ~|  Part selector
> CELL 0.56086 6.3977 6.2438 IT ‘ .
>  ZERR 4 0.0003 0.0003 0.0008 0 0JRESI 2 VIT | Residue selector
§  LATT -1 | s
S SYMM -X,0.5+Y,-Z E Cursor Position
7 SFACCHO ‘ |
5 UNIT 24 32 28
5 DELU 0.01 0.01
11 LS) 10
12  PLAN 8
2 TEMP 23
14 REM Solution 1 RL 0.160, Alpha = 0.0007 in P2(L
15 REM C12 012
16 BOND
17 LIST 6
fmap 2
s acta
21 BEM 2
22 REM 1
22 WGHT  0.043700  0.023800
3 BXTI  0.000000
35 FVAR 0.52028
76 RESI 1 VIT
27 0L 3 0.790520 0.992667 1.011212 TL0ODOO  0.00608  0.01641 =
2 0.00786 -0.00110  0.00002 -0.00048
20 02 3 0.367059  0.092265 1.065574 ILODDOD  0.00883  0.01580 =
30 0.00530 -0.00072 0.00224 -0.00141 =5

L 2: N_ACYY 14Q

'solve in P2(1)'@ vitc.res | LISTFILE: vitc.st | Rename Mode [

J. Appl. Cryst., 44, (2011) 1281-1284




The Editor

'solve in P2(1)'@ vitc.res B X
V| SelectPart 0 |3 [V]ind.Pt.0 |<Selectresidues> v Line: 20 | Col: 3 Line number area
TITL solve in P2(1) -
CELL ©.56086 6.3977 6.2438 I7 T0I8 90 55.757 90
3 ZERR 4 0.0003 0.0003 0.0008 0 0.002 O
d LT -1 L
SYMM -X,0.5+Y,-Z | =
| sraccHoO
B UNIT 24 32 24
5! DELU 0.01 0.01
il LS 10
12 PLAN &
13 TEMP 23
14 REM Solution L RL 0.160, Alpha = 0.0007 in P2(1)
L5 REM (12 012
16 BOND
vl usTe
1700 0.023800
{ 000
52028
790520 0.992667 1.011212 1100000 0.00608 0.01641 =
{7806 -0.00119 0.00002 -0.00048
367059 0.992265 1.065574 I1. 00000 0.00883 0.01580 =
{539 -0.00072 0.00224 -0.00141 -

| 'solve in P2(1)'@ vitc.res ! LISTFILE: vitc.lst | Rename Mode ‘

J. Appl. Cryst., 44, (2011) 1281-1284




‘solve in P2(1)'@ vitc.res

AFIX Highlighter

V| SelectPart 0 & [V]ind.Pt.0 |RESI 1VIT

0.00593 -0.000%85 0.00133 st . .
0N 2 bl 504 1 Y, { \ 0 01t
0.326422  0.6375 = B20560 . .0 — Current Line |nd|cator

00045 oL/ 1 0.00003

s VEL Y] 0.601967 0.832382 . 50000

— Part Highlighter

0.430485 1.030274 0.684828 .00%49
.00748 { 202 0.00185 -0.0
AFIX 148

W6 2  0.536215 074 0.67228 = 50000 . Error Indicator
AFIX ¢
1 PART 1
1) =T 017626  0.007685 0.968328  TL.O0ODO 00585
53 0.00640 -0.00071 0.00122 -0.00042
a 0.407552  1.002477  0.000225  IL.UOOOD 00502
500 -0.00058 0.00161 -0.00037

0.2060183 1.011118 .922 . D000 S 0.01133
.00637 -0.0002 0. :

0.382288 1.016153 .8532 T 00000 : .01013
.00599  -0.00006 0. {

0.360122 1.159750 82777

0.317846 0.844877 0.7091358 100000 .00643
.00588 0.00010 0.00086 -0.00052

0.1721062 0.872348 0.765478 I1_ 00000 . 20000

l 'solve in P2(1)'@ vitc.res i LIST FILE: vitc.Ist [ Rename Mode

J. Appl. Cryst., 44, (2011) 1281-1284




The Editor

Q. 1 "1
D g | | o
g Y reﬂﬁE
'solve in P2(1)'@ vitc.res
Context Menu
7] SelectPart |RESI 1VIT v Line: 62 | Col: 7
58 (3 1  0.266183  1.011118  0.922471  IL.OOOO0  0.00565  0.01133 = =
55 0.00637 -C'.C'C-SZB 0.00128  0.00034
56 4 i 0.382288 1.0190153 0.853239 1. 00000 0.00640 0.01013 =
57 0.00599 -0.00006 0.00129 -0.00017
58 AFIX 13
56 | B4 2 0.360122  1.150750 0.827778 IL.OODOO -1.20000
50 | &FIX 0
-i 5 1 N 17846 0 844877 n_ 701158 —IWEYE n_nnRA3 n 01030 =
G I AFDX 1 Undo
0y 2
I AFIX | Redo
A e i B9 =
AFIX 2 Cut |=
HBA 2 .
i HoB 2 (]
: o | Py
73 RﬁSI 2 1 pa te
74 0L 3 7 B6 =
% 02 3l Delete 54 =
i I FX L SelectAll Ctrl+A
a0 | AFIX | :
8t 03 3 locate C5 in structure 58 =
AFIX 14 select atoms in structure found in selected text &
34 H3 2L — e e

'solve in P2(1)'  vitc.res LLISTFILE: vitc.Ist | Rename Mode |

J. Appl. Cryst., 44, (2011) 1281-1284




The Editor
2 ™ 3¢ ) B 4k 1k XL X

'solve in P2(1)'@ vitc.res & X
- Search and Replace
|| Select Part {<Select residues > v] Line: 26 | Col: 56 . .
Regular Expressions
19 acta A . . . .
A *Highlighting of Hits
27 WGHT  0.043700  0.023800
3 EXTI  0.000000 - *[Ctrl+F] or [F3]
34 FUAR 0.52928 =
25 RESI 1 VIT , |
0L 3 0.790520 0.992667 1.011212 [N 0.00608  0.01641 =
? 7 D ":1‘ JCA O n0i4i0 sl ’}:\:-02 _O 3 :':}:‘48
28 03 RESI class] ] number{0] alias § 1.065574  11.00000  0.00883  0.01580 =
28 : . : 30224 -0.00141
0 | AFIX 148
1 H2 2 0.471485 1.038523 1.09670L 11.00000 -1.50000
) X o
3 03 3 0.057179 1.012358 0.907562 11.00000 0.00525 0.02289 =
0.00852 -0.00002 0.00138  0.00110
AFIX 148
H3 2 0.000576 1.020730 0.050040 11.00000 -1.50000
AFIX 0
04 3 0.602140 0.008268  0.888272 11.00000 ©.00568 0.01293 =
30 0.00593 -0.00095  0.00133 -0.00083
& 05 3  0.326422 0.637504 0.826569 11.00000 0.00856 0.01044 =
41 0.00045  0.00171  0.00005 -0.00132 -
Search and Replace
€3 11.00000 U Previous  2» Next "] select whole lines

W

Replace - Replace ®, Replace All!

'solve in P2(1)'@ vitc.res } LIST FILE: vitc.Ist l Rename Mode ]

J. Appl. Cryst., 44, (2011) 1281-1284




The Editor

‘solve in P2(1)'@ vitc.res B X
[] Select Part [<Select residues> ¥ Line: 43 | Col: 50
ST A2 2 0.471465  1.038523  1.006701 IL.OOBO0  -1.50000 =
12 ] Fx o
33 03 3 0.057179 1.012358 0.907562 ILOODOD  0.00525  0.02289 =
3 0.00852 -0.00002 0.00138  0.00110
15 | AFIX 148
3% | H3 2 0.000578 1.020730  0.050040 ILUOGOD  -1.50000
AFIX 0
04 3 0.602140 0.00B268  0.888272 ILOODOD  0.00568  0.01203 =
10 0.00503 -0.00005 0.00133 -0.00083
8 05 3 0.326422 0.637594  0.826560 ILUDDDO  0.00856  0.01044 =
41 0.00945 ©0.00i71  0.00005 -0.00132 =
2 | AFIX 148
HSA 2  0.210342  0.601067 0.832382 -JLOOOOD  -1.50000
44 AFIX 0
45 05 - 0 _A204AGS 1. 0207274 N_ASAGOGS 1 L;S‘JL- C,C/:’ng,g 0'01451 =
46 . ®
I « Error in line 43! E -
w | aF : 2
0 0.00585  0.00938 =
' “Free Variable 2 is not .
2 & ' 0.00592  0.01003 =
58 @3 dEflned yet. 0.00565  0.01133 =
6 (4 0.00640  0.01013 =
AF (X713
He 2  0.360122 1.159750 0.827778 ILOGOO0 -1.20000
FIX 0

l 'solve in P2(1)'@ vitc.res | LIST FILE: vitc.Ist l Rename Mode ‘

J. Appl. Cryst., 44, (2011) 1281-1284




= % Mo !qe ]H]LA)
—E] 0rtho use name nd{Qbnd| hide

S o\ B s Lot A b i Lt

= style maps |atom|tubes label ]c‘Tl Iand

J. Appl. Cryst., 44, (2011) 1281-1284




‘d’@l ReMo H] i D D il
—t |Ortho u;\e name gend Qbnd|dsict centr hide hide H

s L '*l ‘ , { i
stvlé T’lla?:o' atom| tubes DP E‘? C] | cell” and F§ F?Fc
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AlEs) 5 ko bt . 2, o o @

= |Ortho ffse name nd{Qbnd dslct cntrd centr ‘hide” hide show !

22 VB0, I2 1S O ESICT) e,

= style maps |atom|tubes|/bstic ADP
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1| Hides Information Window, Refinement History and Editor

HF Shows molecular graphics with central or orthographic Projection
rino

”' 7 Completes molecules in the asymmetric unit

oo N Adds a Centroid Dummy atom *
~. Shows the asymmetric unit only cntrd

use

. Sets rotation center to selected atom(s) —*:+
REJD Enters/Exit Rename Mode ( )centr

o o {'d}
Eeal-: Shows/H|de Q-Peak Legend Hides everything not selected Ner
o Hides H-atoms (&

m Draws lines between Q-Peaks hide

E-idl Connects the two selected atoms Indicates hidden objects f%?:

in

fIE- 3 Disconnects the two selected atoms Hides PART —N Ghosts

ree pt.-1
Deselects the selected atom Highlights atoms in Parts

dslct parts

Kills selected atoms [CtrI]+[DeI]

J. Appl. Cryst., 44, (2011) 1281-1284




Context Menu by right
click on atom

"% Delete C10

Set rotation center to C10

f Expand contacts around C10
| Hide this fragment

Hide other fragments

Select this fragment v Change envi rangei
ENVI-Setings » |V  Exclude Q-peaks from environment listing
List ENVIronment of C10 3 T EEm

Add dissordered methyl Hydrogen atoms

Add ordered methyl Hydrogen atoms

Use C10 as new label for rename mode :
| Inherit Labels from molecule around H11B to atoms around C10
@ ake C10 isotropic (ISOT)

isot

J. Appl. Cryst., 44, (2011) 1281-1284




o< ) ) O s T XE KR g as SUPEIR [0 SIS S D S BY]

‘solve in P2(1)'@ vitc.res 5 X

[ Select Part |RESI 2 VIT v Line: 98 | Col: 1

0.450760 II.00000 -1.50000 ~

Defines how dense the lines are drawn (critical for speed) iy gm oo

1100000 0.01101
5

o wewswsre ez B0442 0.00
0.007417  0.6020%0  0.371057  ILOOOOO  -1.50000

0.087088 1.047450  0.182079 00000 0.01122 0.01860 =
0.00807 0.0038 0.00311  0.00478

0.126551 1047340 0.133040 IT 00000 -1.50000
1.004484 0.472483 T 00D 0.00578  0.01013 =
060  0.00119

-QR00 e
0.00582  0.00991 =

i@ Map Control

Map predision:

Factor to downweight weak data 1,00

Fo-Fc map: 0,24e/A"3
F-observed map: 2,47e/A"3

Map radius: 5,00A

Map truncation type: 1,41A around visible atoms or peaks v ]
1

7 one complete unit cell
Line transparency: sphere around rotation center

. ; 1.41A around visible atoms or peaks
Line width: 0,50 -

[ Undistorted transparency  [¥] Lighting [7] Filled map surface
[Apply defaults] [ Cancel ] [ Apply

[F] arow O-peaks | &% Zoom + ["] invert mouse zoo ,]HideTooIBars IshelXIe-AQtGUIforSHELXLl
Blue mesh: Observed data with model phases

Red and green Mesh: Observed data minus model green+ red-



Customization

* Tool bars can be moved to different places
IZETEIN T

Grab here with the mouse and drag around.

e Sub windows can be detached and moved =
to different places. If a sub window is

moved over a existing one the windows s
get stacked and a tab appears to bring ,J%f

o -}_‘&;
one of them in front. XL

S

J. Appl. Cryst., 44, (2011) 1281-1284



Customization

* The Q- Peak L@ View Pack SHELX Bxdra Help

Change tool bar icon size

° Th e Se I e Ct To) n Change screen shot resolution

Change background color Alt+Shift+B é

t h e Setti N gs I Change label color Alt+Shift+T

Change label font

| &% 2

and
egend | Q-Peak-Bonds | Hic

-

Hide Text Windows | Ortho-projection | FUL Change editor font rogen atoms  Highlight PARTs

1
. ¢ Mo ' % Open map control
—5] | Ortho fuse naﬁle d Q &%  Atom Styles Alt+Shift+A

-* Hide Text Windows

d‘ @ Ortho-projection
Ortho S

Ooo
Ortho
Ortho-projection

T4
TS _' 2~ Configure selection toolbar Text only

N Mo

LY Re
fuse naime
FUSE Rename Mode | Q-Peaklegend | Q-Peak-Bonds | Hide Hy

Icon only

Text beside icon
Hide Text Windows

Text under icon

Place on top

Place on bottom

J. Appl. Cryst., 44, (2011) 1281-1284




Customization

SHELXL output
v 'ml0-1inP-1'@ ml0.res
v Refinement History
ShelXle help

Right clicking on the menu or any tool bar
shows this menu. Here any hidden tool bar or
window can be recovered.

L T —

| w  Rename Mode When Rename Mode is visible you are in
|Es,| Q-Peak-Legend Rename Mode and vice versa.
| -;/ Information Window

v File Tools
v Editor Tools
v View Tools
v Atom Selection Tools
v External Proegram Tool Bar

S— .

J. Appl. Cryst., 44, (2011) 1281-1284




Customization -
External Programs

El

i@ External programms
\ add external program

shelxs v |

run shelxs !
Name of external program for menu entry: shelxs

run mercury !

Full path to executable C:/Windows/shelxs.exe Browse

run molecoolqt !
run PLATON !
run PLATON Res !

Commandline options

Alternative file Extension

V| Give file name as argument V| Omit "*.res' extension in argument [V| start detached

Add programJ [Remove programJ‘ l Cancel

Detached program run independently from ShelXle
for others a dialog box with output is provided.

J. Appl. Cryst., 44, (2011) 1281-1284



Customizing —
View Menu

3D Stereo Options » \ .
| Toggles fog. Fog density by

i s a [Alt + Mouse wheel]
A% Increase editor fontsize Ctrl++ .
As | ‘Dicoachafitor tonan Clrii Cuts out a wedge from the front side of the
®.| toggle atoms Alt+A OpenGL View so that the inside of a
‘_9"3 foggle ADEs Alt<E complicated structure becomes visible
% toggle bond Alt+B . .
| O (currently only with central perspective)
Cl.  toggle labels Alt+L
'-‘ increase label fontsize Alt++

L decrease label fontsize Alt+-

&+ toggle unit cell Alt+C

| toggle H-bonds Alt+H

+ F5

v toggle background gradient F6

v Information Window
v ‘'solvein P2(1)'@ vitc.res

Redraw strucure F5 ‘

J. Appl. Cryst., 44, (2011) 1281-1284



Atom-Styles Dialog

'I‘; Edit Atom Parameters

global style

[50 % Probability

uni colored bonds

Eond Calor

% Bond strength

% Level of detail

' -

% Sphere radius

0,74 + Covalent radius Style multiple Elements

No label!

| Draw intersecting planes Draw principal elipses || Draw ellipsoid surface Solid ellipseid Dashed Bonds to others

Import atom styles Export atom styles

J. Appl. Cryst., 44, (2011) 1281-1284




Atom-Styles Dialog

'Ur)

Intersect. Planes+
Surface Principal ellipses2  Intersect. planes2  Intersect. planes

Play around with
Checkboxes to
figure out what
you like best!

Dashed bonds to o Uni color bonds No ADP

J. Appl. Cryst., 44, (2011) 1281-1284




Rename Mode

Rename Mode & X Rename Mode
R ' . ' ]
You are in ‘'rename mode' now. You are in ‘rename mode’ now.
Next Label is: Next Label is:
C1 H1, C1 or O1
(V] automatically jump to first unused label [] Automatically jump to first unused label
Part: 0 |5| ResidueNr: 0 %+ Residue Class: Part: 0 |3 Residue MNr: 0 %+ Residue Class:
Scattering factors Scattering factors
Jany ®H @c ©®o @any ®OH ®c ®o
more scattering factors J | more scattering factors
Number 1 % Suffix v MNurmber 1 = Suffix -
i,:??!‘,’,?,,iﬁEz,(,l,),',@,‘f,it&,r??,, : LISTFILvatclst‘ Rename Mode | | ‘solve in P2{1}'@ vitc.res | LIST FILE: vitc.Ist | Rename Mode |

J. Appl. Cryst., 44, (2011) 1281-1284




Rename Mode

Rename Mode g X Rename Mode & X

You are in ‘rename mode' now. You are in ‘rename mode' now.
Next Label is: Next Label is:

C7 Cc7

o [V] Automatically jump to first unused label
[¥] Automatically jump to first unused label

-

Part: 1 |%{ ResidueNr: 2

A IE=

+| Residue Class: |17

Part: 0 |3| ResidueNr: [l % Residue Class: |VIT

Tie occupation to: |its fixed value 'J
A its fixed value |
Scattering factors fv(n
Scattering factors
Jany OH @ C - O
Jany (O H @ C ® o
| more scattering factors
[ more scattering factors
Number 7 < Suffix ¥ Number 7 + Suffix -
| 'solve in P2(1)'@ vitc.res LIST FILE: YItclsit: Rename Mode i,,',s°|§’§ in PE(II@V!’LCLESJ ~ LIST FILE: vitc.Ist ; Rename Mode |
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Rename Mode

Rename Mode 7 X

Residue Class can only be edited if ResiNr

You are in 'rename mode' now. is not yet in use.
Next Label is:

n can vary from 2 to N+1. With N the

C7 . 4o .
number of existing Free Variables. If there
(V] Automaticaly jump to first unused label is one unused in between n can also not
Part: 1 |+ ResidueNr: 2 2| Residue Class: | VIT be greater.
Tie occupation to: | fv(n) v n= H * fv(2)=0.02941 [1x used] . .
If the Label number is -1 no Number is
e used in the Label.
any H Q@ C 20
If Scattering factor is “any” then no check
: of usage of that Label can be done.
[ more scattering factors |
Number 7 $ Suffix -

[“solveinP2(t) @ vitc.res | LISTFILE: vitclst | Rename Mode
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hel

S

i@ Path to SHELXL executable

Look in: l C:\Windows
& My Compu... | | & Igps.ini B servic
N & mib.bin @ SetAuful - .
| e s asks before saving.
G chuebsch |l pinGwiINT = setup fin &
% | msdfmap.ini .| SETUPA

msxml4-KB954430-enu.LOG | | setuper Eno questions, inserts ANIS
msxml4-KB373688-enu.LOG 8] shea.e jnstruction

m | mtz2sca.exe B shelxc.e

| notepad.exe 7 shelxd.e

[ nsreg.dat 7 sheee °List viewer with syntax highlighting
4| ODBC.INI =1 shekh.e and search function [Ctri+F]

. PFRO.log 7 sheld.ex

ﬁ regedit.exe w7 shelxprog g .

4 RtHDVCpl.exe 5 <bebee moves fragments into unit cell
%] RtExUpd.dll 7 <hebwat DOX close to the origin. No “uniq” of

¥ RtlUpd.exe # SkyTele symmetry disassembled molecules.
‘ Use “move ... here” in context
menu

File name: shelxh.exe

Files of type: [AII Files {*) v] l Cancel
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Shel

Convenient Functions ~

SHELX | Extra Help

: XL  copy current file to instruction file and run shelxl F2
' A‘fﬁ Insert ANIS and run shelxl Alt+F2
load list file

. wvd automatic H-Fix
(3 move centers of gravity into unit cell
update UNIT instruction
update WGHT instruction

'

S

@ hake (selected or all) atoms isotropic (ISOT) IS0t is only present when atoms
change sort order » | with refined Uijs are present.
sort atoms in file.
create Q-Peaks from Fo-Fc map “create Q-Peaks from Fo-Fc map” is
invert structure useful if density close to existing

| atoms is present.

set path to SHELXL executable ... ]
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Shel Xle

Convenient Functions —
AT

SHELX | Extra Help

: Zf_‘; copy current file to instruction file and run shelxl F2 |
' X&  Insert ANIS and run shelxl AItH adds H-atoms including

load list file

corresponding AFIX instructions.
If electron-density maps are
calculated the position of methyl H-
atoms is optimized and hydrogens
in O-H...contacts (excluding water)
are generated. Increasing map

- precision might help. Repeated
usage might find more H’s
Only available on freshly loaded or

. saved files!
set path to SHELXL executable ... 1

. wvd automatic H-Fix
(3 move centers of gravity into unit cell

update UNIT instruction
update WGHT instruction

@*  make (selected or all) atoms isotropic (ISOT)
change sort order »
sort atoms in file.
create Q-Peaks from Fo-Fc map

invert structure
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Shel Xle

Convenient Functions —
AT

SHELX | Extra Help

: zf_!; copy current file to instruction file and run shelx! F2
, 5’2 Insert ANIS and run shelxl Alt+F2
load list file

. wvd automatic H-Fix
(3 move centers of gravity into unit cell

update UNIT instruction

| update WGHT instruction Inverting structure changes the
zt' make (selected or all} atoms isotropic (ISOT) space group if enantiomorphic.
change sort order * | Origin is moved if necessary but
sort atoms in file. move in cell might then be
create Q-Peaks from Fo-Fc map necessary
invert structure . Use h..-l before and after!
set path to SHELXL executable ... [
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l

(&

Example: Solved Structure l‘qIG
in P1 which is P-1

N—2

1. Select pairs of
chemical identical

atoms and click on
=0
bind
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in P1 which is P-1
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N—2

1. Select pairs of
chemical identical
atoms and click on
[
bind

. If the bonds cross
each other in one
point then
structure is P-1!



Example: Solved Structure l
in P1 which is P-1

N—2

. Select pairs of
chemical identical

atoms and click on
[
bind

. If the bonds cross
each other in one
point then
structure is P-1!

. Select all or at least
one pair of
chemical identical
atoms and click on

*

cntrd
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Example: Solved Structure
in P1 which is P-1

Cntl 6 1.130679 0.261422 0.0095238 10000 0.001 ! centroid

1 ran

REM Cntl was created from: Ci, C2, €3, €4, (5, €6, C7, €8, €9, C10, Ci1, C12,

REM C13, Ci4, Ci5, C16, Ci7, Ci8. 010, 020, 021, 022. 1. Select all or at least
REM 023, 024, N25. N26.

FREE Cnti CL ! this might be needed for AFIX one pair of

FREE Cntl C2 ! this might be needed for AFIX h ical id ical
FREE Cntl (3 ! this might be needed for AFIX

FREE Cntl C4 ! this might be needed for AFIX chemical identica
FREE Cntl (5 ! this might be needed for AFIX i

FREE Cntl C6 ! this might be needed for AFIX atoms and CI|Ck ol
FREE Cntl C7 ! this might be needed for AFIX

FREE Cntl C8 ! this might be needed for AFIX

FREE Cntl C8 ! this might be needed for AFIX n

FREE Cntl C10 ! this might be needed for AFIX ‘:[|t|-[i

FREE Cntl C11 ! this might be needed for AFIX

FREE Cntl C12 ! this might be needed for AFIX id dummy

FREE Cntl C13 ! this might be needed for AFIX

FREE Cntl C14 ! this might be needed for AFIX

FREE Cntl C15 ! this might be needed for AFIX

FREE Cntl C16 ! this might be needed for AFIX

FREE Cntl C17 ! this might be needed for AFIX

FREE Cntl C18 ! this might be needed for AFIX

FREE Cntl 019 ! this might be needed for AFIX

FREE Cntl 020 ! this might be needed for AFIX

FREE Cntl 021 ! this might be needed for AFIX

FREE Cntl 022 ! this might be needed for AFIX

FREE Cntl 023 ! this might be needed for AFIX

FREE Cntl 024 ! this might be needed for AFIX

FREE Cntl K25 ! this might be needed for AFIX

FREE Cntl N26 ! this might be needed for AFIX

HKLF 4
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Shel

—

Example: Solved Structure
in P1 which is P-1

72 (ntl 6 1.130679 0.261422 0.0095238 10000 0.001 ! centroid
-9 r4

REM Cntl was created from: Ci, C2, €3, €4, (5, €6, C7, €8, €9, C10, Ci1, C12,

C10

74 REM €13, C14, C15, €16, C17, C18, 019, 020, 021, 022, 1. Select all or at least
75 DEM N3 N4 NIS NS

14 WCHT 0. 100000 1 1

N BN e one pair of chemical
16 MOVE -1.130679 -0.261422 -0.005238 1 A A

17 €L 1 1055496 0.039846 -0.494321 TLOODOO0  0.01628  0.02566 = identical atoms and

0.02449 0.01886 0.01100 0.00772 .

81 FREE Cntl C6 ! this mi§ht be needed for AFIX CIICk 2

82 FREE Cntl C7 ! this might be needed for AFIX

83 FREE Cntl C8 ! this might be needed for AFIX

g4 FREE Cntl (O ! this might be needed for AFIX -

85 FREE Cntl C10 ! this might be needed for AFIX l:"t rd

86 FREE Cntl C11 ! this might be needed for AFIX :

37 FREE Cntl C12 ! this might be needed for AFIX 2. Select coordinates of
88 FREE Cntl C13 ! this might be needed for AFIX

50 FREE Cnti C14 | this might be needed for AFIX the Cntl and copy
o FREE Cntl C15 ! this might be needed for AFIX .

o1 FREE Cntl C16 ! this might be needed for AFIX to Cllpboard

32 FREE Cntl C17 ! this might be needed for AFIX .

57 FREE Cntl C18 | this might be needed for AFIX 3. Typein MOVE and
o4 FREE Cntl 019 ! this might be needed for AFIX

55  FREE Cntl 020 ! this might be needed for AFIX paste the

FREE Cntl 021 ! this might be needed for AFIX .

57  FREE Cnti 022 ! this might be needed for AFIX coordinates

98 FREE Cntl 023 ! this might be needed for AFIX .

2 FREE Cnti 024 | this might be needed for AFIX 4. Change the sign of
100 FREE Cntl K25 ! this might be needed for AFIX .
t01  FREE Cntl N26 ! this might be needed for AFIX the coordinates and

107 HKLF 4

add 1
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—2

. Change the sign of

the coordinates and
add 1

. Save and refine.
. The Centroid dummy

atom should no be
at the origin.

. Select the no longer

needed fragment

and delete them.

. Delete the centroid
dummy if you want
. Change LATT -1 into
LATT 1 and save +
refine.
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1.

—2

Change the sign of
the coordinates and
add 1

. Save and refine.
. The Centroid dummy

atom should no be
at the origin.

. Select the no longer

needed fragment
and delete them.

. Delete the Centroid

dummy if you want

. Change LATT -1 into

LATT 1 and save +
refine.




, @[T
‘ﬁ/] Q g kﬁ refing é% AF A y ] om tubes bstic| ADP | bond| label c"l'la Hbnd Fﬁ FoF

‘ch-tyr in P-1'@ test.res B X

| SelectPart | <Select residues> ¥ Line: 1| Col: 1

—

| -
i@ Symmetry Manager (LD oS

List of symmetry in use:

symmetry op. internal code distance to asymmetric unit
1x, 1y, 1z 2_666:1, remove edit2.92 &
14x, 4y, +2 1_655:1, /e edit2.38 A
X, 1y, 1.z 2_566:1, e edit2.44 A
:,\CLZT »5 x, +y, +z 1_555:2, e edit0.00 &
' +x, 14y, +2 1_565:2, je edit6.42 A
+x, 14y, 14z 1_566:2, e edit7.70 A
+x, +y, 14z 1_556:2, edit8.014
1x, -y, 2 2_655:2, edit2.50 &
1x, 1y, Z 2_665:2, ve edit9.44 A
1%, 1-y, 12 2_666:2, e edit6.44 A

symmetry operation sym No translation fragment

X, Y, 2 21 o Hs s B: 1

Shortest distace to asymmetric unit: 2.40 & ladd symmetry to list
OK | ] Cancel |

Time for creating mab surfaces 0.1's. 11392 Triangles drawn.

LL2T7 L2736

Txme for creahng map surfaces 0.. 1 s, 12318 Trlangles drawn.

Information Window ‘ Refinement History

| grow Q-peaks | &4 Zoom + | invert mouse zoom [V Calculate Maps [~| Hide Tool Bars |sheIXIe - A Qt GUI for SHELXLl

shelXle - A
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V

& P

i@ Symmetry Manager lM
List of symmetry in use:
symmetry op. internal code distance to asymmetric unit
1-x, 1-y, 1-z 2 _666:1, remove edit2.92 &
1+x, +y, +z 1_655:1, remove edit2.38 A
x, 1-y, 1-z 2 _566:1, remove edit2.44 A
X, +y, +2 1_555:2, remove edit0.00 A
+x, 14y, +z 1_565:2, remove edit6.42 A
+x, 14y, 142 1_566:2, remove edit7.70 A
X, 4y, 142 1_556:2, remove edit8.014
1-X, -y, -2 2_655:2, remove edit2.50 A
1-x, 1-y, -z 2_665:2, remove edit9.44 A
1-x, 1-y, 1-z 2_666:2, remove edit6.44 A
symmetry operation sym No translation fragment
X, Y, Z B B.5 Blil5 Bl5 B2l B
Shortest distace to asymmetric unit: 2.40 A [add symmetry to Iist]
[ OK J [ Cancel ‘
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T =

sl

ENVI

LLDne . DaNe £ S ERNT sy m—— e o i g

Minariiholiiale La

s Loarseall

Information Window

»3: 1-x, -y, 1-z
Environment of C17
H17 0.980 A
N25 1492 A
c18 1.509 A
c16 1.531A
H25b 1.976 &
H25a 1.976 &
H25c¢ 1.976 &
Hi6b 20574
Hi6a  2.057A4
023 2.378A
022 2.390 A
c13 2.551 4
02251  3.1934
H12 3.364 4
c12 3.373A
c14 3.4314
H14 3.462 A

»1: -14%, +y, +Z

111.18°
107.46°
103.98°
100.00%
95.03°
136.05°
90.47°
88.27°
92.88°
116.00°
136.15°
127.54°
131.68°
141.28°
136.23°
124.80°
H17

108.09°
111.30°
25.13°
25.13°
25.13°
137.85°
98.33°
138.96°
82.58°
92.20°
86.75°
116.35°
103.12°
72.77°
64.53°
N25

114.74°
133.10°
96.31°
92.87°
98.38°
140.98°
31.04°
25.65°
99.00°
24.18°
65.68°
77.16°
112.43°
126.69°
cis

93.75°
135.74°
101.84°
26.55°
26.55°
93.28°
129.41°
32.22°
114.76°
50.77¢°
44.82°
42.49°
46.94°
c16

43.16°
43.16° 43.16°
118.96° 161.98°  125.34°
75.40° 118.16° 100.01° 44.75°
163,39°  125.65°  120.49° 71.01®  115.75°
107.69° 71.76° 70.02° 120.83° 153.80°
85.65° 116.42° 74.65° 50.82° 50.82°
110.81° 81.32° 68.99° 108.71° 139.30°
119.54°  132,55° 92.08° 47.54° 77.10°
103.78®  123.11° 80.34° 51.24° 69.08°
64.54° 97.75° 59.38° 66.94° 49.01°
51.94° 89.47° 57.64° 73.38° 43.53°
H25b H25a H25c H16b H16a

56.69°
92.35°
52.61°
55.71°
71.29°
112,.37°
127.48°
023

103.03°
14,71°
79.09°
85.14°
107.76°
117.56°
022
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88.81°
36.83°
22.29°
21.13°
35.23°
13

64.78°
70.43°
95.78°
107.55°
0221

15.87°

56.72°  41.08°

71.77°  56.35° 15.50°
H12 12 C14

m




Part Highlighting

'manilin Cmc2(

| select Par
- 17
AFIX

H17B

L/

@2»1 , oMl e
131 PART
WSl 132 17

B b
33“a» “\\«\“@ 3 | M
vC‘|8 " g»1 4« ¥ "

Ul 1
=
\ - Brd»1 “é.iQAQZA 750

N "\
)@18_6»1 &m_( 3»1
2 ‘v\ =
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Plans:

* DISP from wavelength

 FREE and BIND instructions in file after clicking
these functions in Selection Tool Bar

* Help! FAQ, more Videos.
* Linux distributions

* More sort options
 ENVI with graphics

e ..getting cited.

J. Appl. Cryst., 44, (2011) 1281-1284



Credits

V
 George M Sheldrick,

e Birger Dittrich, Kevin Propper, Julian Holstein,

* Krzysztof Radacki, Hakon Hope, Daniel Kratzert
Joseph H. Reibenspies, Frederik J Holander and
many other testers and users.

* Thank YOU!
* (yesterday 16:00 2031 downloads!)
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