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Sample: Thaumatin crystgi (208 a.a., 17 S atomsjy,
Native_sadl _ Native_sad2

Data set

Crystal . . . .
Beamline BL-1A BL-1A BL-1A BL-17A
Wavelength (A) 2.700 2.700 2.700 0.9800

Beam size (um?) 13 x 13 13 x 13 13 x 13 40 x 20
Transmittance (%) 1.5 1.5 1.5 9.9

Exposure time (sec.) 1.0 1.0 1.0 1.0
Oscillation width (deg.) 1.0 1.0 1.0 1.0

Total frame 360 360 360 180

Detector EIGER X 4M EIGER X 4M EIGER X 4M PILATUS3 S 6M
Detector distance (mm) |60 60 60 243.9

Data sets are available at Zenodo. https://doi.org/10.5281/zenodo.1471237
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W 123D Design
| ] artisoc 4.0

A AutoCAD 2018 | _

& CCPdi

& Chem3D 16.0
& ChemDraw Professional 16.0

m

=. Chimera

i cPad for Borland C

i cPad for c# .Net

i cpad for java

Creo Parametric 4.0

Discovery Studio 2018 64-bit Client
£ Eclipse

¥ FlowDesigner2018

B FreeCAD

FunctionView =

1 FICES
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CCP4iD ¥ HA I

M ccp4interface 7.0.065 running on Maita-3  Project: PROJECT [ ]
| cnange Project | Heip
Refinement — ||Eroject Database Job List - currently no joba e Directories&ProjectDir

p Model Preparation b View Any File

P Restraint Preparation View Files from Job =i | i

SINEHITTE Searchi/Sort Database..

Run NCS Phased Refinement Graphical Viiew of Project

Run Low Resolution Refinement
Delete/Archive Files..

p Model Completion & Analysis i
Kill Job T
ReRun Job..
Edit Job Data — |
Preferences |
System Administration = | -

CCP4 is up to date

Manage Updates | Exit




EETALIM)DERTE

Il cCPainterface 7.0.065 running on Maita-3  Project: PROJECT EL {
| cnange Project | Help
Refinement —i |[pzoject Database Job List - currently no jobs - Directories&ProjectDir
B Model Preparation u i View Any File
P _Restraint Preparation r View Files from Job = | =
ety Search/Sort Database..
Run NC'S Phased Refinement T o
Run Low Resolution Refinement DeletelArchive Files..
D Model Completion & Analysis r L
Kill Job 3
ReRun Job..
Edit Job Data = |
Preferences |
System Administration — | -
i CCP4 is up to date
g S Manage Updates | Exit
[l ccpainterface 7.0.065 Directories & Project Directory o] ® ==
| Help |
Enter one-word alias and full directory path for your Project directoryys). i
Deleting these project definitions will not delete the actual directories.
Project |Canada uses directory: |C:rCCP4projrCANhDA Browse..
Project |Cblin uses directory: |C:rCCP4projerIin Browse..
Project |DAO uses directory: |C:rCCP4proerAO Browse..
Project | Koshukai uses directory: |C:rCCP4projr27{)cl2018 Browse..
Project | MSPL uses directory: |C:rCCP4proerSPL Browse..
Project |PaAgIB uses directory: |C:rCCP4proerahg 1B Browse..
Project |PROJECT uses directory: |C:rUSermmai3rorDesktop Browse..
Project |TEST uses directory: |C:rCCP4proerest Browse..
Edit list Add project| |
Project for this session of CCP4Interface 7.0.065 PROJECT — |
Enter one-word alias and full directory path for other directories you use regufarly.
Alias: TEMPORARY for directory: |C:r{:{:p4Temp Browse..
Edit list _||Mddirel:1myains il
Apply&Exit ﬂl Quit

Add project

(= [ ]s)

Change Project | Help

Directt  PROJECT
y|  Canada
—— Cblin
View Files fro DAO
Search/Sort Dr Koshukai
Graphical Viey ~ MeFL
PaiAglB
Delete/Archive TEST
Kill Job

ReRun Job..

Add'edit project




EET4

LOM)DERTE

. CCP4Interface 7.0.065 Directories & Project Directory

(=] e (=

| Help |

Enter one-word alias and full directory path for your Project directory(s).

Deleting these project definitions will not delete the actual directories.

-

Project|Canada uses directory: |C:ICCP4projrCANADA

Project |Cblin uses directory: |C:ICCP4projerIin

Project |DAO uses directory: |C:J‘CC Pdproj/DAO

Project |Koshukai uses directory: |C:ICC P4proji270ct2018

Project|MSPL uses directory: |C:ICCP4projIMSPL

Project |PaAglB uses directory: |C:J‘CC Pdproj/iPaAglB

Project |PROJECT uses directory: |C:J’Usersfmaiyo.r[}esktop

Project|TEST uses directory: |C:J‘CCP4proj!‘I’ est

Proje-::t|27{)ct18 uses directory: |{:i'2?0(:t18

LRI

Edit list —i | Add project

Project for this session of CCP4Interface 7.0.065 270ct18 —

Enter one-word alias and full directory path for other directories you

egularly.

Alias: TEMPORARY for directory: |C'JTemp A

EdN

Browse..

— o]

270ct18% &R

Project name : 270ct18

Directory : C:/270ct18

JEBE—,TARI(Z)IZAY., .mtzZ7AIL. fastaZxC:/270ct18IZaE—TF 5
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Data Reduction & Analysis => Utilities => Convert Intensities to SFs

B Truncate - Convert Intensities to SFs E@

| Helﬂ
Job title 1
Input da” are intensities from Scala — |

B A4 Truncate program

[v Ensure unigue data & add FreeR column for |0.05 fraction of data. | Copy FreeR from another MTZ
[ Extend reflections to higher resolution:

MTZ in 270ct18 —1 faimless.mtz Biunael‘u"iewl

MTZ out  270ct18 —1 faimless_truncatel.mtz Bm-n-sel Viewl

Identifier to append to column labels IHat—

Ctruncate options | A ) I

[v Apply anisotropy correction 5 /{ ) l/ % N at

Iv Number of residues in asymmetric unit W

ou  TZLabels .
\/ Run — | Save or Restore — | El

SER RGP D IR EZN208F AT

. CCP4Interface 7.0.065 running on Maita-3

Data Reduction and Analysis —
P Data Processing using Mosflm H s
p Import Integrated Daia r

Xia2 - automatic dataprocessing

Find or Match Laue Group

Scale and Merge Intensities

Symmetry, Scale, Merge (Aimless)

Find Symmetry, Scale & Merge {Scala)

Multiple dataset analysis (Blend)

w Liilities 7

i« Convert Intensities to $Fs

- Phaser Anisotropy Analysis

i... Phaser THCS/Twin Detection

i+ Treat Twinned Data

i SortiModify/Combine MTZ Files

B Check Data Quality [
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27
Reflection Data Utilities => Merge MTZ Files (Cad)

Il Merge MTZ files (CAD) Native 0) 7_' _9 E@‘

Help
Job title | Sy [
Input file # 1

MTZ in 270ct18 AIaimIess_truncatetmtz

selected columns — ‘from this file:

Eh'mel\n"iewl

ead F_MNat — | write as | F_MNat of type F structure factor —
W Read SIGF_Nat —i | write as | SIGF_Nat of type Q std deviation =i
v Read FreeR_flag —I |write as |FreeR_fIag of type | other integer —
List All Columns Edit list — | Add column
Edit list =i | Add input MTZ file
Output MTZ ~ 270ct18  —i l Eh'mel ‘h"iewl
File completion and freeR extension il
[~ Complete reflection list and extend freeR column FreeR_flag = ‘irom fle#[1
Input File(s) Scaling & Resolution Limits n
Define MTZ Output [
Log File Output =

Save or Restore — Clusel

. CCP4Interface 7.0.065 running on Maita-3

Reflection Data Utilities =i
Analyse Data Quality il

Calculate Fs & Phases

Convert to/modify/extend MTZ

Convert from MTZ

Edit MTZ File (Sftools)

MTZ Files (Cad)
/\E Datasets

index Reflections

SF File Analysis

Phase Analysis (Phistats)

Sigma-A

Convert FoM to/from HL

Phase Comparison

B Ciipper Reflection Utilities r
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27
Reflection Data Utilities => Merge MTZ Files (Cad)

P

Il Merge MTZ files (CAD)

= ECH =<~

=

o

\Input Filefs) Scaling & Resolution Limits
.

Job title|
Input file # 1

MTZin 270ct18 — laimless_truncate1.mtz

Input selected columns — ‘from this file:

Bl'oﬂael\a"iewl

-

[+ Read F_Mat — |wn1ea _ 0) _‘\_ 9 pe F structure factor —
v Read SIGF_Nat - } tea S SAD T pe Q std deviation —
LiStAlColumnsl Edit list — | Add column
Input file # 2
MTZ in 270ct18 — IlREFMACS.I‘I“l an-sel Vienl
Input all columns — ‘Irom this file
Edit list —llAddinwthl'IZﬂel

[+ Automatically check and enforce consistent indexing between different files

N Output MTZ  270ct18  — lmerge.mtz

File completion and freeR extension

|« Complete reflection list and extend freeR column

m file # |2

FreeR_flag

For input file #1

W Limit input resolution between [54.006  and [1.502 [ Scaleinputdataby [10
For input file #2

W Limit input resolution between [53.900  and [2.757 [ Scaleinputdataby [10
Define MTZ Output

Log File Output

Bmwsel\a"ienl
v
v

S

—|| Save or Restore —||

. CCP4Interface 7.0.065 running on Maita-3

Reflection Data Utilities
Analyse Data Quality

Calculate Fs & Phases

Convert to/modify/extend MTZ

Convert from MTZ

Edit MTZ File (Sftools)

MTZ Files (Cad)
/\E Datasets

index Reflections

SF File Analysis

Phase Analysis (Phistats)

Sigma-A

Convert FoM to/from HL

Phase Comparison

B Clipper Reflection Utilities

$EETT7AILE :merge.mtz
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57

Automatic structure solution => refmac5/buccaneer automatic model building & refinement

Il chain tracing/refinement using Buccaneer/Refmac

[l -E ]

Job title |

[ Specify an initial model to be extended.

I7—%
Perform model building/reginement starting from expartm Eag T S.
Data for {unsolved) work structure: (Note: pefo 45e improvement/density modification first)

Use Free-R flag: [+ Use map coefficients: [

instead of HL coefficients: [+

Work PDBout  270ct18 — lmerge_buccaneeﬂ.pdb

Options
Iv  Apply anisotropy correction to input data.
[~ Build Selenomethionine (MSE instead of MET).

Calcilation options:
NHumber of cycles of building/refinement to run: |5

[~ Use|2 CPUs for calculation. ¥ Use fastest methods.
Model building parameters
Refinement parameters
Advanced
Run — Save or Restore —

Ml i

Work SEQ in 270ct18 — Ithaumatin.fasta Evmmelwewl
Work MTZ in 270ct18 —1 merge.mtz Bmmel\fiewl
FP F_Nat —1 | sigFp SIGF_Nat —
PHI REFM_PHCOMB — |FO REFM_FOMCOMB _
Free R flag FreeR_flag — |

-

'

. CCP4Interface 7.0.065 running on Maita-3 |

Automatic structure solution —
P Process images | | -
D Obtain phases r
W Build modef v

;... refmacS/buccaneer automatic mo

== refmacS/nautilus automatic mode:

-

Ligands

N A SFOME IS E
(PHWTIZEH L)
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MEAGE&ETIL
Buccaneer, SHELXE, etc
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Column_labelBEED T S5—

- ViewHKL 1.11 04/02/2016 [merge_refmac3.mtz]

Eile Edit View Help %ﬁﬁ‘ii*ﬁbflﬁtﬁb‘?ﬁ\ ?
g2

Open Print PDF/PS

i
Copy

General Summary  HKL List  HEL Zones

Title: Output mtz file from refmac

General data /

- Path C:/270ct18/merge_refmac3.mtz

- Type Merged MTZ

- Space group P41212 L

- Space group confidence X (confidence flag is not set) % H IJ ‘I IE L/ < *E E L/ -t l’ \ é h\ ?
- Cell 57.874 57.874 150.26 a0 a0

- Resolution low 54.01

- Resolution high 1.502

- Mumber of lattices 1
- Mumber of reflections 41729
- Mumber of datasets 1

= Columns commeoen to all datasets

Column label H K L FreeR_flag
Column type H HH I

- Dataset #1: XDSproject/XDScrystal /XDSdataset
Cell 57.874 57.874 150.26

Wavelength 1.1

Column label F_MNat SIGF_Mat FC PHIC FC_ALL PHIC_ALL FWT PHWT DELFWT PHDELWT
__ Column type F Q F P F P F P F P

Column label FOM FC_ALL_LS PHIC_ALL_LS

Column type W F P
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~w A BEE
PDBD Y B LINKX>SSBONDD B E B SR

| XCoot THEEEETZTEH. AV DESEEHLOLENDTEE

REFTARR S UJTHEN IREFITNETFTEINT TRETFTARERD.

REMARK 3 HYDROGENS HAVE BEEN A N THE RIDING POSITIONS

REMARK 3 U VALUES : REF DIVIDUALLY
EEMARK 3

SSBOMD 1CY5A 12 CYS A 193

SS5BOND 2 CY5A 126 CYS5A 177

SEBOND 3 CY5A 134 CYSA 145

SSBOND 4 CYSA 149 (CYSA 158

S5BOND 5CY5A 159 CYS5A 164

SSBOND & CYSA 204 CYSA 9

SSBOMND 7 CY5A 56 CYS5A 66

SSBOMND BCYSA 71 CY54A 77

CISPEP 1PROA 83 PROA 84 0.00
CISPEP 2PROA 83 PROA 284 0.00

CRYST1 57.874 57.874 150.257 90.00 90.00 90.00P 41212
SCALE1 0.017279 0.000000 0.000000 0.00000
SCALEZ  -UNQQ0000 0.017279 0.000000 0.00000
SCALEZ3 0.0 00 -0.000000 0.006655 0.00000

ATOM 1 39.870 ©5.634 9,932 1.00 18.72 M

ATOM 2 CA ALAA 41.311 7.059 10.067 1.00 17.40 C
ATOM 3 CB AlAA 1 41.853 7.650 8.820 1.00 17.84 c
ATOM 4 C AlLAA 1 4™G79 8.087 11.160 1.00 16.27 C
ATOM 50 ALAA 1 40.4 8.887 11.287 1.00 18.91 O
ATOM & N THRA 2 42.486 097 11.863 1.00 14.20 M
ATOM 7 CATHRA 2 . . 12,906 1.00 15.27 C
ATOM 8 CHR THE A 2 43,125 §H.53 4,249 1.0017.97 [

CRYSTIMNFEZELE L orfi:E > TV
PyMOLTCE—JL1=PDBI774JLIZCRYSTIDITHHIBREN TS




CootEARTJH

CtrlIF—Z1E>
B
Ctrl+¥ I RA ./ ETRSYS ZHRIDEEH
Ctr+Y I RA /" EHRSYS ZHEDARSTEH
Ctrl+YIRE/RSvYT RIDIEZEMNT
Rotate/Translate
Ctrt+N I RE /RS9 Y WNREDFEEEFIIATHRIZEINED
BREZFZERLTEHLGSTWARET. HOEEDEFENLETD) YD
Ctri+ I REDI)VD /o5 HEDRFDHEIIATEHRHIZENED
Shortcut¥—%{#>

M Zoom in

N Zoom out
“1”7 IR
“L” RILDMASIENVEREDIANILER R

C TFDRT—ILERR

“Space” —DREZVEEBSIZHE)
“Space+Shift” —D/INSWVEEREBSIZEE



CootEJ

Case#l
Al —RIZEZ =LY

- WinCoot 0.7

Eile Edit Draw Measures Validate HID About E

=] @ Red f4 Model/Fit/Refine... =5
e 5 Other Modelling Tools...

S5M Superpose...
LSQ Superpose...

= Merge Molecules...

Mutate Residue Range...

Align & Mutate...
6 Renumber Residues...

g Change Chain IDs...

Move Molecule Here...

Fit Loop...

Map Sharpening...

Map Skeleton...
% NCS Maps...
i¥1| Frames/Sec...

Scripting... 4
£ Run Script...
8. Ligand Builder

' Mutate sequence (=230

Mutate Molecule:

ik

2 ...:/270ct18\merge_buccaneerl.pdb

ChainID: A ¥

Residue numbers |30 to |39 (inclusive)

to (single letter) sequence:

ROLNSGESWT j

! Autofit the mutated residues?:

Mutate | ¥ cancel |

CCxFIvITHEEFEBEIZAMLTNG




CootEJ

Case#2 1. Reverse Direction...

Autobuild® [a] = AV TZ-WISTAURED) o T BECa/NNE—FRIZHS

&

s
- iy

# other Modelling Tools @

A Find Waters...

H..Find Ligands...

4 Find Secondary Structure...

Cis <-> Trans

C-alpha Baton Mode...

Ca Zone -= Mainchain

2 Add OXT to Residue... . .
2.Ca Zone -> Mainchain
Multi-Residue Torsion
28

— RESvod Bl TOFEBSEREE Tpoly-ALAIZHES

Flace Helix Here /}\1_>

Place Strand Here

Ideal DNA/RNA...

Base Fair...

Choose "Undo" Molecule...

# Close




CootEJ

Case#3
B D Chainz—DIZLT=L>

1. TRTODA—/N—ZvTE#RYRKRL !

@ coot-real.exe # coot-real.exe
merge_buccaneerl.p merge_buccaneerl.pdb
5 10 15 20 25 30 35 40 45 5 10 15 20 25 30 35 40
Chain B Chain A
Chain B SGESYTINVEEGTEI Chain B ) SGESWIINVE]
Chain C CSYTVWARARSKGDARLDAGGRQINSGES Chain C CSYTVWAAASKGDAALDAGGRQLN
Chain D Chain D
Chain E Chain E
Chain F TFEIVHNX Chain F TFEIVHNX
5 10 15 20 25 30 Y 40 45 5 10 15 20 25 30 35 40
2. Extensions => Modelling => Use SEGIDs...
# coot-real.exe =
merge_buccaneerl.pdb
3 10 15 20 25 30 35 40 45 50 55 &0 (3 70 75 80 85 20 =1 100 108
Chain A TFEIVNXCSYTVWAAASKGDAALDAGGRQOLNSGESWTIINVEPGTEGGEIWARTDCYFDDSGSGICKTIGDCGGLLRCEREG QYGEDYIDISNIEKGI
5 10 15 20 25 30 35 40 45 50 55 &0 65 70 75 80 85 a0 a5 100 105

[l

]

Close




Casett4

CootEJ

27MILDHREHERGET
Case#3CTH K -PDBI7AILIZZEIFIEENEEEZF S EY (A TLVEL

CRYST1
SCALE1L
SCALE2
SCALEZ
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

57.874 57.874 150,257 90.00 90.00 90.00 P41 21 2

0.017279 0.000000 0.000000 0.00000
-0.000000 0.017279 0.000000 0.00000
0.000000 -0.000000 0.006655 0.00000

M LYS A 106 45,224 28,483 -1.532 1.00 12.06

1

L s T T W R N W 5

10
11
12
13

CA Y5 A 106
CB LYS A 106
CG LYS5 A 106
CD LY5 A 106
CE L¥Y5S A 106
MZ LYS A 106
C LYS A 106

O LYS A 106

M GLY A 107
CA GLY A 107
C GLY A 107
0O GLY A 107

14 M PHE A 108

44,295 29.454 -0.962 1.00 12.45
43.112 28.712 -0.249 1.00 13.40
42.195 28.025 -1.348 1.00 14.48
41.321 29.012 -2.046 1.00 17.70
40.461 28.385 -3.128 1.00 21.04
39.666 29.467 -3.741 1.00 25.86
45.0832 30.282 0.061 1.00 12.27
44,514 30.720 1.045 1.00 11.36
45.366 20.510 -0.190 1.00 11.14
47.196 31.379 0.651 1.00 11.51
47.764 30,599 1.821 1.00 10.42
47.647 29.342 1.896 1.00 11.96
48.365 321.324 2.74L 1.00 10.82

200290z 2

<= 77MILDHE

14T B (FLys1061Z%>TLVS

774 ILHRTIEEEY IZ/E>TULVELVE, Density fithN EFEIA VLY
Bl Z 1., EEFES104-108F THDensity fitLEIETFT B E105£106 TE LN TN ALY



CootEJ

Case#t5
74N DHELHRGET

1. Calculate => Renumber Residues...
- P ] > s | — Il
# Renumber Residue Range 3&% [iﬁ é ':‘ éiﬂlﬁl%
HIN—F B LI
Renumber Residue Range of Molecule:
0 ...018\merge2_refmacl-coot-11.pdb \/>$ |
ChainID: A $| 4

Residue numbers: |1

Offset: {1poo
: j Renumber Cancel
CCEBEAEIC. REDEDEFHOLENEIICKEHDEMNRLY

to |1EIIZIIII (inclusive)




Case#t5

Coot="J

27MILDHREHERGET

SS5BOND 7 CYS A L6 CYS A 6b

SS5BOMND B8 CYSA 71 CYS A 77

CR¥S5T1 57.874 57.874 150.257 90.00 90.00 90.00 P 41 21 2

SCALE1 0.017279 0.000000 0.000000 0.00000

SCALE2 -0.000000 0.017279 0.000000 0.00000

SCALE3 0.000000 -0.000000 0.006655 0.00000

ATOM 1 N ALA A1001 39.871 6.659 9.902 1.00 18.10 M

ATOM 2 CA ALA A1001 41.291 7.038 10.080 1.00 18.49 C

ATOM 3 CB AlLA AIDD1 41.905 7.573 8.833 1.00 19.57 C

ATOM 4 C ALAA1001 41.372 8.112 11.139 1.00 17.58 C

ATOM 5 0 AlAAl1001 40.472 8.948 11.229 1.00 18.21 O

ATOM 6 N THR Al1002 42,4565 8.114 11.863 1.00 14.91 M

ATOM 7 CA THR A1002 42,687 9.138 12.893 1.00 15.64 C

ATOM & CB THR Al002 43.126 8.578 14.246 1.00 16.76 C

ATOM 9 0G1 THR Al1002 44,322 7.839 14.146 1.00 19.77 O

ATOM 10 CG2 THR A1002 42.067 7.664 14.825 1.00 18.97 C

ATOM 11 C THR A1002 43.686 10.160 12.383 1.00 14.06 -

ATOM 12 O THR A1002 44,753 9.819 11.803 1.00 13.42 O

ATOM 13 N PHE A1003 43.306 11.400 12.667 1.00 12.83 M

ATOM 14 CA PHE A1003 44,160 12.589 12.501 1.00 13.00 C
i

AT kA

D DLIC A 0N

A2 g 423 T 414 C20 91 00 1 90

<= #$FHILWLWI7SLILDH G

117 B IEXALAL1001IZ7E>TLND



CootEJ

Case#t5
74N DHELHRGET

2. BB U Calculate => Renumber Residues...

’ # Renumber Residue Range ﬁ? [iﬁ % ':s~é§ﬁ@§
NIN—TEDKIIC

Renumber Residue Range of Molecule:
0 ...018\merge2_refmacl-coot-11.pdb />: |
Chain ID: A $| 4

Residue numbers: |1

Offset: |-1000]
: j Renumber Cancel
CCI&, ATENEOLA RS

to |3EIIZIIII (inclusive)




Validation

PDBEEFDRIIEEDEEVNET ARTFIVISNDDT.
EENMSREFTITTHERIELELELS

Ramachandran plot

ZCEIIYD
EI@\O

# Refinement and Reqularization Pa... [w£3]

For Reqularization and Refinement:
[] Use Torsion Restraints
Use Planar Peptide Restraints

] Ramachandran Restraints
Mainchain Restraints
(*) No Secondary Structure Restraints

_—— Ipha Helix Restraints
h'—'ﬁa‘_l‘ybgkmét eF’la S:'randRReS;trai:ts
Density fitd BFIZRamachandran plot® |, .
IEL/(L/'C(;hé nement Weight |60.00




Validation

ETILDOREELNF VY (Validate) 2 EMSIEIZEIRLT
IRLF—DENE~F)EENHNIERTET

VEIFEICY HID  About  Extensions #® Unusual Rotamer Graphs

Ramachandran Plot > Molecule 3: merge2_refmac2.pdb

[4] Kleywegt Plot...
&Y Incorrect Chiral Volumes...

4§ Unmodelled blobs...

“% Difference Map Feaks... T 7= T

70 80 Ef] 100
& Check/Delete Waters...
1] Geometry analysis i
¢ Peptide omega analysis

I Temp. fact. variance analysis - - _
§% GLN and ASN B-factor Outliers o] Als! 3-375\ LOUY &_7—)1&3’-1\\}7
IN—=FD" ) TREITRA

A Rotamer analysis
L Density fit analysis
. Probe clashes

NCS Differences

Highly coordinated
j Pukka Puckers...?

Alignment vs PIR...

b . A . .




