PDF-4+ Tools and
Searches




PDF-4+ 2022

The PDF-4+ 2022 database is powered by our integrated search display
software. PDF-4+ 2022 boasts 80 search selections coupled with 134 display
fields resulting in a nearly limitless choice of data mining options. This quick
tutorial will introduce you to the basics of PDF-4+ filters available to you to
refine your search.

Getting Started: The Toolbar

Search Window: Overview of Search Classifications
Data Mining Basics

Search Example

Preferences Module

PDF Data Card
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Launch Screen

This will be the opening screen when you have correctly opened PDF-4+ 2022.
@ PDF-4-
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Microanalysis
=¥ Search
“r Subfile = % Environment 4 5 Q ¢ Mark
TO OI B ar ! om PDF Set [] Ambient Primary [ L3, Blank
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[ mIST (03)

[]LrF (09

) e Prototyping
[] Atom ates []1€DD Crystal Data |

[ Raw Diffraction Data 2§ Minimal Acceptable

Formula MName
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Crystallography
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Primary Search Menu Diffraction
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Reference

Comments
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Getting Started

© PrDF-4+ 2022
File Edit W

[y ;"

Composition Graph | Sleve+ Microanalysis

@ Enter PDF Numbers aa Open a known PDF card.
PDF Number: | - - + | Recent PDF Cards

((CgH;05,)(CH;0,5)5),
Cellulose triacetate I
064-1453

ZrH,P, 04 H, 0

Zirconium Hydrogen Phosphate Hydrate : ;
T ot ooe Navigate quickly to a recent PDF
Ce Hyy F3 N, Og card.
Tezacaftor

00-071-1635

Cag Si Og

Calcium Silicate v

Reset Open PDF Card Cancel
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Getting Started

@ PoF-4+ 2

-

search History Results i ' Sleve+ Mirrnanalysis

Help Contents F1
Online Tutorials

Contact [CDD
Registration

About PDF-4+ 2022

| Import...

Help information regarding
use, support, license policy,

Customize Radiation, . .
and registration of the PDF-4+.

Geometry, Profile, Display
settings and many more
features of the PDF-4+.

Significance Limit: |0.001

Linear Intensity

lot: |Line
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Tool Bar

© PrDF-4+ 2022
File Edit Window Help

r W, - - a2
i =y L I._ : . J w2 [
L ] dj e i -l - Ay L= ' - o

Open PDF Cards Preferences History Results Composition Graph | Sleve+ Microanalysis

Quick Navigation Icons

p—‘ Open a PDF Card
f.-,

Select Preferences Module

Q ) Open Search Window

Open Results Window

Composition Graph

) Open Sleve+

A

L

Q Open History Window
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Primary Search Menu

The Search Window displays nine tabs. Each tab features multiple search
criteria to allow you to data mine the PDF-4+. Searching the PDF-4+ is an
iterative process that allows you to input user-defined criteria, view the
results, and combine additional criteria to refine your results.

™ Search

r Subfile - &3 Environment tus ! Mark
stom PDF Set ] Ambient Primary @, s W, Blank

D Mon-ambient Alternate | Good Low-Precision

Indexed - Hypothetical

Calculated
Prototyping
D Atomi

[ Raw Diffraction Data 5§ Minimal Acceptable
FormulaMame
Classifications
allography
Modulated
Diffraction
Physical Properties
Reference

Comments

nge Input « 150
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Search Window
Subfiles/Database Filters

&3 Environment W' Slatus Q iD
- ] Ambient Primary Blank []1coD {oo)
(] Mon-ambient Alternate | (M, Low-Predsion | [ I1CSD (01)

I:l Deleted "h Hypothetical CsD (02
[ misT
[]LrF (04
(] Atomic Coordinates TH []1CoD Crystal Data (05)

Pesticide & Antimicrobial ¥ | | [ Raw Diffraction Data &4

Periodic Table 5]
FormulaMame mpaosition List
Classifications
Crystallography
Modulated

Diffraction

PhysicalProperties = g omEEl Refine your search by selecting filters.
Reference o TR Sclect criteria under

Comments

search ResetTab R
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Search Window
Subfiles/Database Filters

“r Subfle - 5% Environment v Status
£ Custom PDF Set [] Ambient Primary
[[] Mon-ambient Alternate T @, Low-Predsion | []IC
Acid, Peptide & Complex o ™ T

aterial S0, Press. I:‘ Deleted S _I'j H'g.-'pn:uﬂ'ueﬁn:al

% Search

[ mIsT (03)
] LPF (04
[]1CDD Crystal Data (05)

Prototyping

cide & Antimicrobial [] Raw Diffraction Data Minimal Acceptable

Filters:
— select filters related to assigned subfiles/subclass.
— select filters related to the environment (especially temperature and pressure).

— filters based on entries that contain atomic coordinates or a cross-reference to an entry with atomic
coordinates.

— filters based on entries with high quality raw experimental data that can consist of nano-
crystalline materials, semi-crystalline materials, or amorphous materials.

— select filters based on the status of the pattern, which can be Active, Deleted, Alternate, Rejected or Primary.
— select filters related to the quality evaluation assigned to the data.

— search the entire database or select the data entry source (i.e., ICDD (00) — ICDD’s experimental patterns).
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“r Subfle -

stom PDF Set ~

Periodic Table
Farmula/Mame
Classifications
Crystallography
Modulated
Diffraction
Physical Properties
Reference

Comments

Range Input =

Search Window
Periodic Table Filters

&3 Environment * s

[] Ambient Primary
[[] Mon-ambient Alternate
[] Deleted Indexed

Calculated

[] Atomic

[[] Raw Ciffraction Data

Hs Mt Ds
“Sm Eu  Gd

Pu Am Cm

Global Operatar -
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- Hypothetical

[ mIsT (03)
] LPF (04

rystal Data (05)

17

18

]

r

=
[re]

Refine your search by selecting filters based
upon the elements in a material. Select
elements individually (i.e., H, He, Li, etc.) or by
group (i.e., IA, Noble Gases, Period 1, etc.).

Select the to combine the
elements in the group using

and

Select the to combine element
groups using & Or.
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Search Window
Periodic Table Filters

T Subfile - i« Enviranment b
stom PDF Set [] Ambient Primary _
D Mon-ambient Alternate ’ (b, Low-Predsion I:l ICSD (D1)

[ ] Deleted Indexed " Hypothetical /
e [Jm1sT (03)
[JLPF (04

typing
= Minimal Acceptable For the search, click an element to cycle
Periodic Table : . . : : Al through these three states:

Formula/Mame

- This element must exist in the pattern (white)
- This element must not exist in the pattern (black)
- This element may exist in the pattern (colored)

Classifications
Crystallography
Modulated
Diffraction
Physical Properties
Reference

Comments

“La

Ac

Lange Input -

Global Operator -
15O
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Search Window
Periodic Table Filters

™ Search |?| = |T

*r Subfile - £ Environment v Status Quality Mark:  Database
i, Custom PDF Set A [] Ambient rimary 3 [ ank []1coD (o)

D Mon-ambient Alternate | (b, Goo W, Low-Precision I:l ICSD (01)
) Acid, Peptide & Complex o : T

Battery Material emp = D[:'El'EtE'j Indexed 'II:| Hypothetical e
. . . emp. & Press, Caloulated |:|r-.115'|' ()]
- This lists all phases in a e —_—
. . Prototyping o
binary system (if two elements are selected), all phases [ Atomic Coordates %2 ”r__ 'lin o []1C0D Crystal Data (05)
. . nicrobial W :aw Diffraction Data 524 vinimal Acceptable
in a ternary system (if three elements are selected), and Wi e
all phases in a quaternary system (if four elements are
selected). The phases are sorted by atomic fraction
(using the empirical formula), going from one side of

the phase diagram to the other side.

8 O 10/11/(12/13( 14|15/ 16|17 18 Empirical Fl;rnula
/Mo Maybe
nc " .:iﬂ JF

= |
Si

' J SC. TI 1|||Ir Er ||-|'|I'I{;EIEII lel -'[jiﬂ GE AS _Ee I-Sr
Select one or more phases from the list and click Search R RERE SRR 0N
to view all of the PDF entries that have the selected 12 B || e e e ot el o B o i
empirical formula(s). *rRa R Db Sg Bn Hs Mt Ds Rg n Nn| FI|Mc|Lv| T

Comments

!
"

ELEA SIS FE

w

La Ce Pr Nd Pm Sm Eu Gd Tb Dy Ho Er Tm ¥Yb Lu

Ac fh F'a LI Np bu Am Cm Bk Cf Es Flrln hl'ld hir;:- Il_r

! : : Range Input =

Search ResetTab ResetAll | Global Operator «
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Any Formula

Chemical Formula
Structural Formula
Empirical Fermula

Refined Formula

Contains Elements

Contains Phrase

Exactly

Mot

Search Window
Formula/Name

=% Search
*r Subfie £ Environment
[] Ambient Primary
[] Mon-ambient Alternate
[] Deleted

[] Atomic Coordinates 1

Pesticide & Antimicrobial [] Raw Diffraction Data 2§

Periodic Table Formula_~
FormulaMame
Classifications
raphy IMA Mo,
Modulated
Mumber of Elements
Diffraction

Physical Properties  Molecular Wt

Reference

Compasition = |.|:',2|

Comments

Range Input -

Reset Al | Global Operator

Refine your search by selecting filters based upon the
elements in a material.

— filters based on the molecular
formula.

— filters on the chemical formula that
shows how atoms are bonded to one another in a
molecule.

— filters on an element that has a
particular atom count as expressed in the formula.

— filters based on a formula derived
from the occupancies and site multiplicities of the
elements in the atomic coordinates.

— filters on the total number of
unique elements in a chemical formula.

— filters based on molecular
weight in g/mol

— filters on the weight percent or atomic
percent of the formula.
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Search Window
Formula/Name

2% Search |? |E |T
%y Subfile - % Environment W' Status Quality Mark 1 Database
2. Custom PDF Set [] Ambient Primary | (b, Star @, Blark []1coD (o0)
. ! !
[ ] Mon-ambient Alternate | (T, Good # Low-Predsion | [ ICSD (01)
» o

[] Deleted Indexed _ Hypothetical CsD (02

[ mIST (03)

Calculated
LPF {04
[] Atomic Coordinates T Prototyping g o
Atomic Loardinates K ICDD Crystal Data (05)
e . - Minimal Acceptable ’ )
[ ] Raw Diffraction Data &4

Periodic Table Formula -

Formula/Mame
Mame

Refine your search by selecting filters based upon the name or name
fragment of a material.

Classifications
Crystallography IMA Mo,

Ay ame Number of Hemente — filters based on the compound name.

Compound Mame S er of Elements

Minersl Hame — filters based on the mineral name

Alternate Mame Physical Properties Malecular Wt (g/mol) - .

el tame Reference | oostton « — filters based on another recognized name of the material.
'-_|:|r|-||:||:|5| on -

Contains Fragments Comments

— filters based on the zeolite name.

Contains Phrase

Exactly

i ___.--:_'__I -'-"':-':.‘ . _
.-1-_-. ! i ' i | F-EIFIEII: Irll:"Jt — i
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Search Window
Classifications

2% Search |? |E—| |—
*r Subfile - 3 Environment W' Status Quality Mark § Database
a | | [ Ambient Primary b, Star & # Blank [ ] 1coD (00)
) ™
[ ] Men-ambient Alternate | (b, Good o ‘j’ Low-Predsion | ] ICSD (01)
) i

[ ] Deleted Indexed (), Hypothetical CSD (02

Ci []MIST (03)
Mo S 5
. LPF (04)
Depressant e . o Prototyping o =
[ ] Atomic Coordinates T B []1CDD Crystal Data (05)
Pesticide & Antimicrobial W D Raw Diffraction Data '-é:.!_ Minimal .':I:I:EFItEIl:IlE

class S S Calculated

Periodic Table Mineral Classification - Zeoli i Organic Functional Group -
Aenigmatite (group) s =4 Hetero_atoms_in_ring(s)
Allactite (group) - =5_fused_rings
+-VRL - Alluaudite {group) A 4-18 +9 memberad rin

B Refine your search by selecting filters based upon classification criteria.
| The classifications are displayed in a List Criteria Panel. Subclasses are
indicated next to a classification by a + button.
Single-click this button  to expand the list.

— filters based on the mineral classification.
— filters based on the zeolite classification.

— filters based on organic functional group.

Y Range Input - =

Global Operator [T
Search ResetTab Reset All Ll0Dal Lperator - QLAY AT ST GTF
e
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Search Window
Pearson Symbol Code

7 Subfile - &3 Environment ] ¥ Mark 1 Databas
m PDF Set [] Ambient Primary |

[ ] Men-ambient Alternate | @b, Good (M, Low-Predsion
“ =

id, Peptide & Complex
[ ] Deleted Indexed (), Hypothetical el
[]MIST (03)

LPF (04)
Prototyping I:l o

[ ] Atomic Coordinates 1 []1CDD Crystal Data (05)
Minimal Acceptable ! )

Calculated

o

sticide & Antimicrobial D Raw Diffraction Data &%
Periodic Table Mineral C
25 - remamatie @ou] — =4 Hetero_atoms_in_ring(s)

Formula/Mame ALC

ication - Zeolite ¢ Organic Functional Group -

- Allactite (group) fused_rings

) VRL -
Classifications ALM -

lluaudite {group) -18 =93_membered_ring

Alum {group) - 1_Hetero_atom_in_rin
. ALM - Alunite {supergroup) AEM - AIPO-EM3 1,2_dione 0=
Crystallography < <

Modulated Pearson Symbol -

Diffraction Filters for Pearson Symbol Codes with and without Hydrogen.

Prototype Structure -
Physical Properties
Filters based on a user-constructed Pearson Symbol Code.

Reference Formula Type (A

Cornments

Range Input =
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Search Window
Crystallography

¥ Search

*r subfile - fx Environment W Status Quality Mark 1 Databas
£, Custom PDF Set [] Ambient nary | @b, Star @, Blank (] 1coD (00)
Alkaloid [] Non-ambient Alternate | @) Good (@), Low-Precion | [11CSD (01)

Amino Acid, Peptide & Complex B ] )
emp. ress. | []Deleted EXE “0O Hypothetical e
[ MIST (03)

P Calculated

LFF (04)
o i Prototyping - o
[ ] Atomic Coordinate . [ ] ICDD Crystal Data (05)
Pesticide & Antimicrobial |:| Raw Diffraction Data (5§ = Vinmal Acceptable

Periodic Table Crystal System Crystal (Symmetry Allowed) -
[ ] Tridlinic (Anorthic) [ ] Rhombohedral [ ] Centrosymmetric
[ ] Monodinic [ ] Hexagonal [ ] Mon-centrosymmetric:
Classifications [ ] ©rthorhombic [ ] Cubic Enantiomarphic

Formula/Mame

Crystallography [[] Tetragonal Optica

Modulated Space Group ~
Diffraction

|Data  Reduced Cell  Author's Unit Cell  Supercell/s

SCMl The Crystallography tab displays four additional
el scarch tabs:
and Refine your search by
selecting filters based upon the structure of a

150
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Search Window
Crystal Data

¥ Search

*r Subfile = &4 Environment W' S 5 Quality Mark
Custom POF Set [ ] Ambient Primary [ Blank
Low-Precision | []ICSD (01)

[ ] Mon-ambient Alternate | @b, Good
[] Deleted

':wj._ﬁ'

=
ﬁIndP‘.ﬂ'Pd -5 Hypothetical = -
[ ] MIST {03)
LFF (04)

[] Atomic Coordinates T Pratotyping L '

Atomic Coordinates & ) Crystal Data (05)

e . Minimal Acceptable ! )

[ ] Raw Diffraction Data 5§

Amino Acid, Peptide & Com

Calculated

Filters based on the Periodic Table Crysta . cr Symmetry Allow
space group symbol [ ] Tridlinic (Anorthic) [ ] Rhombohedral [ ] Centrosymmetric
according to Formula/Mame

Monadinic Hexagonal Mon-centrosymmetric;
nomenclature o B [ u “
defined by the Classifications [ ] ©rthorhombic [ ] Cubic
author. Crystallography [ Tetragonal

r!-"||:||:|IJ|EI = E‘FIE":E ISI.I:IUFI T
[l space Group Symbol fllters bgsed on the
Diffraction international space group

Space Group Mumbe
e R s numbers (1-230).

Filters based on the
superspace group Physical Properties Aspect Symbaol
symbol (for modulated
structures only).

Superspace Group Symbol Filters based on the

aspect symbol
according to

Heterence
. Contains Fragments
Comments 9
Contains Phrase

Exact] nomenclature
xacthy .
b defined by the
Mot author.
. L FArge Irpat = =
: G C /90012015
® 1= ] / Global Operator - QLT GBS G|
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Search Window
Crystal Data

¥ Search

*r Subfile = &4 Environment W' S 5 Quality Mark
Custom POF Set [ ] Ambient Primary [ Blank

Low-Predsion | [ ICSD (01)

[ ] Mon-ambient Alternate | (b, Good
[] Deleted

':wj._ﬁ'

=
Ef Indexed _'D H'!F'Fll:lﬂ'lEﬁl:Ell El :
[ ] MIST {03)

Amino Acid, Peptide & Com
Calculated
LFF (04)
o ) . Prototyping [ ’
[ ] Atomic Coordinates | | et
- 5 Minimal Acceptable
(] Raw Diffraction Data &4 — R

Periodic Table Crysta " Cr Symmetry Allow

[ ] Tridlinic (Anorthic) [ ] Rhombohedral [ ] Centrosymmetric
Formuia Name [ ] Monodinic [ ] Hexagonal [ ] Mon-centrosymmetric:
Classifications [ ] ©rthorhombic [ ] Cubic

Crystallography [ Tetragonal

Meodulated Space Group

Diffraction

stal Data  Reduced Cell  Author's Unit Cell  Supercell/Subeell
Angles (%) Volume

Reference : : i

Comments : = Filters based on the volume of the crystal data.

Range Input = 150
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Search Window
Reduced Cell

% Search

“r Subfile - =3 Environment W' G g Quality Mark
stom PDF Set [] Ambient imary | Blank
] Mari-ambient Alternate | (b, Good @, Low-Predision | []ICSD (0

Amino Acid, Peptide & Com B .
v Material = ress I:l Deleted Indexed -|I:| H'!i'l:n:lﬂ'lEﬁl:Ed = -
! [ mIST (03)

Calculated
! LFF (04)
Cep o Prototyping [ =
|:| Atomic Coordinates 3 D ICDD Crystal Data (05)
& Antimicrobial D Raw Diffraction Data Irth:?- Minimal & I:I:EFItEIl:IlE

Periodic Table Crystal System Crystal (Symmetry Allow
[ ] Tridinic (Anorthic) [ ] Rhombohedral [] Centrosymmetric
Formuia Name [ ] Monodinic [ ] Hexagonal [ ] Mon-centrosymmetric:
Classifications [] Orthorhombic [ ] Cubic
Crystallography [ Tetragonal

Space Group -

The reduced cell is a Modulated
unique, primitive cell
based on the three
shortest lattice
translations.

Diffraction
Crystal Data Reduced Cell  author's Unit Cell  Supercell/Subcell
Angles (%) Volume

Reference

Comments : = Filters based on the volume of the reduced cell.

Range Input - 150
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Search Window
Author’s Cell

“r Subfie - £ Environment
stom PDF Set a | | ] Ambient Primary o Blank
[ ] Mon-ambient Altermate | (T, Goo Low-Precision

Temp. ress. | []Deleted Indexed & Hypothetical
[ MIST {03)

Calculated
LPF (09
o g Prototyping LILPF 04
! [ | Atomic Coordinates T3] [ ]1CDD Crystal Data (05)
Convert Cell form used to convert Author’s Unit Cell Axis/Volume
data to Crystal or Reduced Cell Axis/Volume data for searching. )
SR L | Crystal System: | Tridlinic (Anorthic)
I:' TriclinicfAnarthic) I:l Rhombohedral D Centrosymmetric
Formula,Mame Bravais Lattice: | Primitive
I [ ] Monocific [ ] Hexagonal [] Mon-centrosymmetric: SvEm A ——
Classifications |:| Orthoriambic |:| Cubic - i (@) Convert to Crystal Data

Crystallography [ Tetraadnal ptical Activity () Convert to Reduced Cel

Space Groufp -

Modulated
Filters based on the volume

Diffraction of the author’s unit cell.

Crystal Dafa Reduced Cell  Author's Unit Cell - supercell/Subcell
Physical Properti

Volume (i

Reference

Comments : = Molecular/f.u. Volume

Filters based on the lengths of the three axes of the author’s cell.

Range Input - =

. 9001:2015
Global Operato QUALITY MANAGEMENT SFSTEM CERTIFIED
® . Global Operator = B DEKAA
CERT.NO,
InTeRNATIGNAL CENTRE FOR DIFFRACTION DiATA J10403.01



Search Window
Supercell/Subcell

“r Subfie = % Environment ] Quality Mark
stom PDF Set [] Ambient Primary | Blank
. . e [ ] Mon-ambient Alternate | (b, Good @, Low-Predision
LLOMMEX =l =
This search uses derivative lattices (including Temp. ress. | [ ] Deleted o Indexed () Hypothetical -
. . o ‘
superlattices and sublattices) generated from the Temp. & Press, Caladated [ MIST (03)
given primary lattices. The volume of superlattices []LPF (04)

|Q| can be between 1 and 9 and volume of [ Atomic Coordinates 181 Prototyping

‘ CDD Crystal Data (05)
sublattices |X| can be changed from 1/1 to 1/9. obial

. ; Minimal Acceptable
[]Raw Diffraction Data 4 el AcEEptatE

Derivative matrices are generated based on the

selected volumes. Multiplying derivative matrices by SEEISC SRS E
the primary |lattices gives derivative lattices, which | Tricinic {Anorthic) [ ] Rhombohedral [] centrosymmetric
are then transformed to reduced lattices for Monoddinic [ Hexagonal [] Non-centrosymmetric:

searching. Orthorhombic [ ] Cubic

Modulated

Diffraction

Supercell /Subcell

Reference : : (®) Supercell

Comments Volume Ratio: |1 < | to |1

i) Subcell

Range Input =

® . - ] . Global Operator
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Search Window
Modulated

*r Subfile - &% Environment ] ]
=tom POF Set [] Ambient Primary i @, Blank []1coD |
=

Mon-ambient Alternate | (T ] . . .
o Acid, Peptide & Complex L] M Filters based on the number of dimensions used to describe the

Material ress. | []Deleted modulation where “3 + 1d”, “3 + 2d”, “3 + 3d” indicate one, two,
mp. & Press and three additional dimensions respectively.
. S [ LFF (04)
[] Atomic Coordinates 18] - []1CDD Crystal Data (05)
[] Raw Diffaet8 Data (4 i

Periodic Table
Filters patterns based on the number of subsystems present in

the structure. Composite structures have more than one
Classifications [ Modulated Structure (One Subsystem) [ Composite Structure (Multiple SubsystemsEEU oA (<Ia el

Formula,Mame

Crystallography
Modulated
Diffraction

sl

Reference

Comments

SR 150
Range Input = 9001:2015
QUALTY HARAGENENT SISTEM EATIFED

Global Operator 7 Deicth
)
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Filters based on
the ratio of the
intensity of the
strongest line of
the pattern to the
intensity of the
strongest line of
corundumin a
50/50 weight
mixture.
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Search Window
Diffraction

“r Subfile = % Environment v Status Quality Mark

stom POF Set [ ] Ambient Primary [ Blank []icoD
1 Prptide & Complex [ ] Mon-ambient Alternate | @b, Good (@B, Low-Precision | [ ]1CSD
o, FEpude QMpEX = =
Material e - | []Deleted o Indexed '3 Hypothetical -

[]mIsT (03)

Calculated
LPF (04)
Prototyping I:l o
[] Atomic Coordinates []IcoD Crystal Data (05)
& Antimicrobial |:| Raw Diffraction Data &% R

Perindic Table Radiation: (@) ¥-ray/Electron () CW Neutron

Strong Line (&) =
Formula/Mame S

Classfications b1 D2 D3 L1 L2 L3 Filters based on the
Crystallography Reported Intensity $S/FOM. The figure
[] Integrated Intensities [ ] Peak Intensities of merit generally
I/T-corundum = used is that
Diffraction : reported by Smith &
Snyder, which
sical Properties smith-Snyder Figure of Merit - indicates the

Modulated

completeness &
Temperature of Data Collectior Pressure of Data Collection (GFa] accuracy of
Comments measured
interplanar
spacings.

Reference

| Range Input « fooro0m

e
k=] PR BY DEKRA

arch ResetTab Resetall | Global Operator - sy



Filters based on
the measured,
calculated or
structural density
of the material.
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Search Window
Physical Properties

&3 Environment v Status
[ ] Ambient Primary
[ ] Mon-ambient Alternate

Acid, Peptide & Com

Material

Temp. zz. | [ ] Deleted

|:| Atomic Coordinates :T:

& Antimicrobial ¥ | | [JRaw Diffraction Data i

Periodic Table
Formula/Mame
Classifications
Crystallography
Modulated
Diffraction
ical Properties
Reference

Comments

Melting Paint (K) =
—,
Celsius (°C)

Fahrenheit (°F)

Measured Density [»] Caloulat Mot Density

[]Property Sheet [ ] Topt Filters based on the
melting point.
Specify degrees
Celsius, Kelvin or
Topology vdW Volume (A2) Fahrenheit by
selecting from the
Topology Total Porosi drop down menu.
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Range Input =

arch ResetTab Resetall | Global Operator ~
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[ MIST (03)
[ ]LPF (04
[]1CDD Crystal Data (05)

[e]
9001:2015
QUALITY IWANAGEMENT SYSTEM CERTIFIED
BY DEKRA
CERT. N,
Jinzda.0l



Search Window
References

% Search

< subfie « Py — Refine your search by selecting filters
@, Custom PDF Set - ! based upon the journal references of
K material.

[ ] Mon-ambient

Select filters by , (article
[] Atomic Coordinates T8I t It I S )I ( aut h Oor name ) ’
[] Raw Diffraction Data 4 , (J ournal

Periodic Table (@) Search All Re COd en ) , , dn d
Author ~ (publication year).

Pesticide & Antimicrobial

Formula Mame
Classifications

Crystallography .
®  Journal/Patent

CODEN

Maodulated Publication -

Diffraction

Contains Fragments

Physical Properties Contains Phrase

Exacthy

Reference

Comments Mot

. Y (Yo Range Input - B2
iy g g

Search ResetTab Resetal | Global Operator «
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Search Window
Comments

7 Subfile - % Environment

stom POF Set (] Ambient Primary
[ ] Mon-ambient Alternate
o Acid, Peptide X
Material emp. s=. | [ ] Deleted

Indexed o Hypathetical ’
Colcudated (] MIST (03)

[ ] LFF (04)

_ Prototyping
|:| Atomic Coordinates I i I:l ICODC F'[g'StEI' Data I:I:IE::I

[ ] Raw Diffraction Data g Minimal Acceptable

o

& Antimicrobial W
Periodic Table Database Comments =
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Crystallography
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Diffraction Bailing F'-:nlrlut:
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Range Input -
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Data Mining Basics

e Select your filter criteria

e Make use of logical Boolean operators,
text and list boxes

¢ Search

¢ Review results

¢ Refine search with additional criteria

Note: Selected search criteria is highlighted
in red to keep track of your selections.
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Select
Elements in
Periodic Table

=X Search

7 Subfile -

&, Custom PDF Set
Alkaloid
Amino Acid, Peptide & Complex
Battery Material
—I-Bioactive
Mo Subclass
Depressant
MNarcotic
Pesticide & Antimicrobial

Periodic Table Crystal System

[ Triclinic (Anorthic) [] Rhombohedral

Formula/Mame .
[ Manodinic

[] orthorhombic
[ Tetragonal

Classifications

Spac

P4fmmm

Modulated

2% Search

*r Subfie -
&2, Custom POF Set
Alkaloid
Amino Acd, Peptide & Complex
Battery Material
—I-Binactive
Mo Subdass
Depressant
Marcotic
Pestidde & Antimicrobial

Formula/Mame
Classifications
Crystallography

Modulated

v Status
Primary

&3 Environment
[] Ambient
[] Mon-ambient
[] Deleted

[] Atomic Coordinates
[ Raw Diffraction Data @

-Q;r Star
Alternate | (3

+” Status
Primary "

&% Environment
[] Ambient
[] Non-ambient

Star

[ Deleted

Calculated

[] Atomic Coordinates T
[]Raw Diffraction Data 4§

5 6 7 8 g | 16| 11

() Yes/No/Maybe () Compasition List
@and (Oor  []Mot
(O only (O Just

(PtAnd )

Grouping:
@®and Cyor

yx)

Quality Mark d Database

[ 1coD (o0)
[J1csD (01)

("')ﬁ Blank
(‘")ﬁ Low-Precision

E 02

] MIST (03)
D LPF (04)
[]1coD Crystal Data (05)

Y
o
o Indexed - Hypothetical
o Calculated

o Prototyping

o Minimal Acceptable

Crystal (Symmetry Allowed) -

[] Centrosymmetric
[ Hexagonal
[ Cubic Ena phic

Diffraction

al Data Reduced Cell

Physical Properties
Reference

Comments

®

4178
& FOR DIFRACTION DATA.

Author's Unit Cell  Supercell/Subcell
Angles (%)

[] Nen-centrosymmetric:

(@) Supercel

Volume Ratio:

1| to

() Subcell

| And [Space Group Symbal Cd

Selected filters
highlighted in red

Quality Mark

[] Alternate @, Good

Indexed

12

[=[& (&=

4 Database
[ 1com (oa)

(‘-%f Blank

("%f Low-Predision

“I]] Hypothetical
[ NIST (03)

[ LPF (04)

Prototyping
ICOD Crystal Data (05)
Minimal Acceptable .
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7 Subfile -

Custom PDF Set
aloid
lino Add, Peptide & Complex
ttery Material
active
Mo Subdass
Depressant
MNarcotic
Pesticide & Antimicrobial w

iodic Table Formuia «

[] Ambient

[ Atomic Coordinates
[[]Raw Diffraction Data

Search
Example

=]

v Status
Frimary

Quality Mark 4 Database

[]1coD (o)

&3 Environment

M}ﬁ Star "")ﬁ Blank

Select Compound Name

alculated

o
:?; o Prototyping
o Minimal Acceptable

- Nai
ssifications Potassium Platinurm Chloride| >

stallography IMA MNo.
odulated

Number of Elements
iffraction

-al Properties  Molecular Wt (g/mol) =

eference

Composition » EH
omments

Range Input +

ResetTab Resetal | Global Operator +

CAS Number

[(Pt &nd CIJ] And [Any Name Contains Fragments 'Potassium’ And 'Platinum’ And 'Chloride] And [Space
Group Symbaol Contains Phrase 'P4/mmm’] And [Exdude Deleted Hypothetical Patterns]

[11C0D Crystal Data (05)
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Choose fields to be Sea rCh ReSU|tS

displayed in results

5" Results - 9 of 460,954

File Fields Tools Search Results

Open PDF Card 2% Simulated Profile My Defaults

=3

Compound Name Coords | Weight %
Cl34.16 K18.84 Pt47.00
; Pt47.00
|atinum Chloride ( 6 K18.84 Pt47.00
m Platinum Chloride ( Pt47.00
jum Platinum Chloride Cl34. 156 K13.84 Pt47.00
m Platinum Chloride ( 34 Pt47.00
m Platinum Chloride ( : 24 Pt47.00
m Platinum Chloride
m Platinum Chloride Cyanide C11.03 20 K17.9 4.412710

(Y]

(Y]

Lad | L

(Y]

La
S () Y ) ) ) pay )

[(Pt And CI})] And [Any Mame Contains Fragments ‘Potassium’ And ‘Platinum' And 'Chloride’] And [Space Group Symbal Contains Phrase 'P4/mmm’] And [Exclude Deleted Hypothetical Patterns]

Search Filters

Double-click on a PDF number to view the
entire PDF Card
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Preferences Module

[] Preferences

O en the ¥ Genera &% Diffraction Pattern  fLn Sleve .
P S T Add data fields to
Preferences Set = My Defaults

selected list
M Od u |e tO Available Fields Selected Fields

select which j :IFErEJT"tnrr
data fields you

would like to
display in your
results.

[ Classifications

I } -:ngraph'g.«'

[ Diffraction

[ Meutron Ciffraction

! Physical Properties )

O Refrence Order the data

[ Comments ﬁEldS in the
selected list

R g O ] O O O O g O o

You can also
select the order
In WhI.Ch the DIFIIZhJIjE Deleted Patterns

d ata f' e I dS are [] Indude Hypothetical Patterns
displayed. .
Reset Ok Cancel

Remove data
fields from the

selected list
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PDF Data Card

K2 Pt Cl4 - 04-D07-2797

E“E Plots

K Export ~ re Series SAED Pattern
! ) Structure - EBSD Pattern

C h oose X Bonds B ring Pattern

equipment v ' T .
f q t p £ y Diffrac . Simulated Profile (Calc) H Isto r'l C St I Ck patte rn
aC OrS Navelength: e

itz | pedsomey o] and simulated pattern

eutron Diffraction

) Electron Diffraction
I
1000
1 103
4.1 0
3.571940
3.511500
3.183810
3,140

2.504100

POF Status: Quality Mar
Environmenrit: Ambient | Temperature:
Experimental
Phase:
Physical

Tabular view of reported data

Atomic

Compound Mame: m Platinum C
Mineral Name: - | IMA No: -
Comments te Nam

Alternate Name; 0 m tetrachloroplatina
CAS Mumber:

Entry Date:

ation Date: Maodifica =
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Hold the Ctrl
key, then
select PDF
cards. Right
click mouse,
select Open
PDF Card.

B
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Results - 9 of 460,954
e Fields T

Open PDF Card £ Simulated Profi

FOF # QM | Chemical Formula
00-009-0357 @ I K;Ptdl,

PDF Data Card

4
N —
PtC Open PDF Card

Tools/Simulations

Add to Custom POF 5e

um Platinum Chlaride

um Platinum Chlaride

um Platinum Chlaride
T Chiori

ium Chlaride

ium Chlaride

¥ ium Chlaride

from Custom PDF Set...

[(Pt And

File Plots

w Print

PDF

Experimental

nulated Profile

Quality Mark:

Ter

eraty
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PDF Data Card Features

sl
Lo

Temperature Series Toolbr 5 20 ) Bonds | SAED EBSD Ring | Simulated Profile Raw Diffraction Data

View Temperature Series

£l Results - 9 of 450,954

Journal - PR
Acta Crystallogr., Sect. B: Struct.
5d.

 Platinum Chloride

All Atoms

Matsuda T., Hatta 1.,

View 3D Structure

Note: The availability of
each feature varies by
PDF entry.

[ B Toolbox
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PDF Data Card Features

ey,
e

= x.:'::: ] A Hﬁ
Temperature Series Toolbox Property Sheet | 200 30 Bonds | SAED EBSD Ring | Simulated Profile Raw Diffraction Data

)

B
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Thank you for vieing our tutorial.

Additional tutorials are available at the ICDD® website.

www.icdd.com

International Centre for Diffraction Data®
12 Campus Boulevard
Newtown Square, PA 19073
Phone: 610.325.9814
Toll Free Number in US & Canada: 866.378.0331
Fax: 610.325.9823
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