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PDF-2 2023

The PDF-2 2023 database is powered by our integrated search display
software. PDF-2 2023 boasts 71 search selections coupled with 57 display fields
resulting in a nearly limitless choice of data mining options. This quick tutorial
will introduce you to the basics of PDF-2 filters available to you to refine your
search.

Getting Started: The Toolbar
Search Window: Overview of Search Classifications
Data Mining Basics

Search Example

PDF Data Card
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. aunch Screen

This will be the opening screen when you have correctly opened PDF-2 2023.
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Getting Started

e Select PDF Cards

PDF Number = || - - Sort by Most Recent =

card.

Open PDF Card Cal
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Getting Started

Composition Graph | SIeve Microanalysis

Help Contents F1 . . .
Speme Help information regarding use,

support, license policy, and
registration of the PDF-2.

Cnline Tutorials

Contact ICDD

[#] Preferences

General [ search 9 Diffraction Pattern [d Sleve HEgiEtrEtil:lﬂ
y Diffraction & Check for Updates

Anode: Kaoi (A): |1.540598) |(100%) Kao2/Kai:

User-Defin... Kaz (&): 0 ©%  KB@A:|o i/ About PDF-2 2023

(C) Meutron Diffraction™

ctron Diffraction

(%

‘-Axis: Linear Intensity

Customize Radiation, Display
settings, and many more
features of the PDF-2.
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Tool Bar

PDF-2 2023

File W

findow Help

Open PDF Cards =ference Composition Graph | SIeve Microanalysis

Quick Navigation Icons

Ta%e Open a PDF Card J. Open Results Window

v Select Preferences Module A Composition Graph
v

? Open Search Window }‘v‘ Open Sleve

a7

g. Open History Window @ Microanalysis
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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-2. Searching the PDF-2
is an iterative process that allows you to input user-defined criteria, view
the results, and combine additional criteria to refine your results.
(=[O [
£33 Environment & Status L7 Quality Mark
[ ] Ambient [+] Primary - %E:Iank

] Mon-ambient Alternate | (T, Go k‘;.)‘_f Low-Precision
Temp. Press, | []Deleted

mplex
‘h Hypothetical
Temp. &

Atomic Coordinates
Raw Diffraction Data

dic Table 3 : 6 7 Q

Formula /Mame (®) Boolean () Yes/Mo/Maybe () Composition List

Classifications 3 @And ()Or [JMot | Grouping:

Crystallography O only (O Just And
Modulated
Diffraction

Physical Properties

Reference

HLIRGLE

Comments & 3 d 5 l B H D R 2 - T8
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% Search

ubdass

Formula/Mame
Classifications
Crystallography
Modulated
Diffraction

| Propertie
Reference

Comments

Search Window
Subfiles/Database Filters

*Y Subfile - &% Environment

[] Ambient

[] Mon-ambient
Temp.
Temp.

=,

(") Boolean (@) aybe () Composition List

Switch to Mo

Refine your search by selecting filters.

o Status .7 Quality Mark
Primary .\'")’ Star ‘.;L Blank
bod] =
Alternate {;) Good ga, Low-Precision
=

o
[] Deleted

{ V' Indexed ) Hypothetical
o]

=0
alculated

=" Prototyping
-]

‘, Minimal Acceptable
[ ]

11 12 14

Select criteria under

Range Input «

Global Operator =

o [E- [

ystal Data (05)
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=
=
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Search Window
Subfiles/Database Filters

% Search

*Y Subfile - =% Environment & Status .7 Quality Mark
[] Ambient Primary @h, Sta l‘;]'f Blank
=
[] Mon-ambient Alternate | (O, Good .;b Low-Preason | LT
=

Temp. Press, I:lDElEtE'j * 3, Indexed .__:'J Hypothetical
R Rl (L), Calculated
(1, Prototyping
Atomic Coordinates ) !

(2, Minimal Acceptable

Filters:

—select filters related to assigned subfiles/subclass.

— select filters related to the environment (especially temperature
and pressure).

— select filters based on the status of the pattern, which can be Primary,
Alternate, or Deleted.

— 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). fogiom)
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Search Window
Periodic Table Filters

_ _ | Refine your search by selecting filters based
T Subfile - &3 Environment " Status .7 Quality Mark

stom FDF Set [] Ambent RAprimary | ¢ Fy= upon the elements in a material. Select
-Alkaloid Mon-ambigen Alternate | (. Can T = . H H
Amino Acd, Peptide & Complex L] Non-ambient bl elements individually (i.e., H, He, Li, etc.) or by
E-.:ltb—-r'p Material Temp. ess. | []Deleted ( 'U" 4 Hypoth

S IR group (i.e., /A, Noble Gases, Period 1, etc.).

M Search

Select the to combine the
o Minimal Acceptable . c
elements in the group using
Periodic Table 7 | : ; 0 0 2 13 14 an d
Formula/Mame . Shdmtte
Classicatons 5 and Qor [Jhet | & o s Select the to combine element

Crystallography - |L 1 Qnly |,L ) Just

Modhated Rl :I- gl 9roups Using

Sc Ti W C r Mn Fe Co Ni C u Zn

&

Diffraction
37 3 ] 40 2 3 45 1 € 43
Physical Properties 5 Y Zr Rh Ag Cd
. 72 7 7 7 76 77 7 a0
Reference ; Hf Ir Au Hg
Comments & : 104 - ¥ 06 a7 o e = = i — — =

57 ] 3 &0 fi ¥ &3 &4 &5

La Gd Th

L a0 3 a2 a3 E 3 % a7

Ac : Cm Bk

Range Input -

Search ResetTab Resetall | Global Operator ~
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Search Window
Periodic Table Filters

% Search | — |E|é

*Y Subfile - £y Environment & Status .7 Quality Mark
[] Ambient Primary g

[] Mon-ambient Alternate @b, Good

Temp. — [] Deleted Indexed

Temp. Caloulated

1, Prototyping
Atomic Coordinates D Crystal Data (05)

Raw Diffraction Dat: ]
N | B Forthe search, click an element to cycle
Formula/Name S ocenn (® Yesoarhe pm through these three states:

Classifications

sty - This element must exist in the pattern (white)
vodsted 0 o ML - This element must not exist in the pattern (black)

Difractin T, = - This element may exist in the pattern (colored)
Physical Properties - - 3 _ E——

Reference

Comments

Range Input «

ru:h Reset Tab Resetall | Global Operator =

m
9001:2015
& QUALITY IWANAGEMENT SYSTEM CERTIFIED
BY DEKRA
CERTNO.
TSTERRATIONA, Cevras. on DIFFRACTON Darh liaéoa01



Search Window
Periodic Table Filters

N Search | = | = |ﬁ

“r Subfile - 54 Environment & Status -7 Quality Mark 3 Databasze
...... [ stom POF Set [] Ambient Primary @, Stz I";.V' Blank [J1coD (oo)
= =
Alkalo S e || - S —
Mon-ambient Alternate | (W, Goo ( ow-Precisio 1CS
| Amino Add, Fi"|:ltll:||" & Complex I:l . I\"S_f Good l.;#!‘ Low-Precision I:l
Temp. | [Fress. | []Deleted | (O jndexed () Hypothetical
i =0

- This lists all phasesin a Temp. &Press. (Y Calaated
binary system (if two elements are selected), all phases e oot (y Prototyping
in a ternary system (if three elements are selected), and Ran Diffacton Data i Ml Acceprebe
all phases in a quaternary system (if four elements are - : 8 9 10 11 12

selected). The phases are sorted by atomic fraction SO © Comeestentt
(using the empirical formula), going from one side of  Ji.
the phase diagram to the other side.

Select one or more phases from the list and click =y | e "ag “co [in S sp e
Search to view all of the PDF entries that have the L T ra W Re 0s r "‘1.. Ho [ [Po (i | Po "t i
selected empirical formula(s). : T Do So Br Bs e Bs Tho "En [N [Hac] [Ty ]

Pm Sm Bu "6d “Tb Dy Ho Er Tm ‘¥b '

Ccl % 5% a7 @ @ 100 101 A

Pu Am Cm Bk Cf Es Fm Md No 'L

Range Input

Global Qperator =
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Search Window
Formula/Name

= e Refine your search by selecting filters based upon
J Subfie - L8 Environmen . .
Custom PDF Set (] Ambient the elements in a material.

Alkaloid Mon-ambient .
Amino Acid, Peptide & Complex I:l — fl |te ) based on the m0|eCU |a r
ttery Material Temp. Press.

" Temp. & Press. formUla

M Search

- — filters on the chemical
olic Coordinates
shicide & Anfimicrobiad o D acton Dot formula that shows how atoms are bonded to one
another in a molecule.

Periodic Table Formula ~

Formula/Mame —filters on an element that has a
Classifications /" particular atom count as expressed in the formula.
Crystalloggafihy

IMA No. —filters on a formula derived from
the occupancies and site multiplicities of the
elements in the atomic coordinates.

Mfulated
* Any Formula

Chemical Formula
Structural Formula
Empirical Formula
Refined Formula

Diriraction Mumber of Elements

Physical Properties
Reference Molecular Wt (g/mal) - - f| |te rsont h e tota | num be r

Comments of unique elements in a chemical formula.
Compoasition - I::]J

Contains Elements
Contains Phrase
Exactly

— filters based on molecular
weight in g/mol

Not

—filters on the weight percent or

Y (.| Range Input = .
- o0 D atomic percent of the formula. A
® Search ResetTab Resetal | Global Operator -

110259.0]
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Search Window
Formula/Name

‘:B Search |i |E |é

7 Subfile - &% Environment " Status L7 Quality Mark Database
- T Custom FOF Set [ ] Ambient Primary -f%r Star % Blank []1coD (o0)
Maor-ambient Alternate | (. coo ow-Predisio ICS I
o Acid, Peplide & Complex I:l . v Good % Low-Precision I:l
ery Material Temp. Press. | []Deleted CsD

v,. Indexed __IJ:l Hypothetical

Temp. & Press, [ ] MIST {03)

(Jp Caleulated
I_I . LPF (04
e Prototyping
I_I - |:| ICOD Crystal Data (05)
R Diffsiction Dats o Minimal Acceptable

Periodic Table Formula =

Formula/Mame
Classifications gy Refine your search by selecting filters based upon the name or name

Crystalography fragment of a material.
* Any Name
Compound Name ~ction
Mineral Name T
ysical Properties

Alternate Name —filters based on the mineral name.

Reference Molecular Wt (g/mol) -

— filters based on the compound name.

Mumber of Elements

Zeolite Name

o Comments —filters based on another recognized name of the material.
Contains Fragments Composition - g

‘E“D':;T'”S Phrase —filters based on the zeolite name.
xactly

Not

- b .
ey W _._,7" 3 11—.’-5. Range Input m
~ ) 5001:2015
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@ ® Search ResetTab Reset all Global Operator QLT NGBS T |
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M Search

7 Subfie -
ustom PDF Set
|i|:|
nino Acid, F'Eptide B ':':'FI'IFI|E.‘-{
ry Material

cide & Antimicrobial

Search Window

Classifications

=% Environment
[ ] Ambient
[ ] Mon-ambient

+" Status
Frimary
Temp. Fress, | [ ]Deleted

Temp. & Press.

Atomic Coordinates

Raw Diffraction Data

"-?_-f Star % Blank
Alternate 'x.?ﬁ. Good % Low-Predsion | [ 1CSD (01)

« Indexed __I-lj Hypothetical
¥

V Prototyping
¥

\._.f Minimal Acceptable

= [ E (S
3 Database
[]1coD (o)

L Quality Mark

CsD

gy Calculated
=

LPF (D4)
[ ]IC0D Crystal Data {05)

Perindic Table

Mineral Classification - Feolite Classification -

Organic Functional Group -
[-AEM

FE-ALC
Classifications Iil VRL
[-ALM
AN

- Aenigmatite (group)
- Allactite (group)

ABW - Li-A(BW)
ACO - ACP-1

AEL - AIPO4-18
AEL - AIPO4-11
AEN - AIPO-EN3

e =4_Hetero_atoms_in_ring(s)
Formula/Mame _ -
=5_fused_rings

- Alluzudite (group) =9_membered_ring
- Alum (group) 1_Hetero_atom_in_ring(s)
Crystallography

- Alunite (supergroup) 1,2_dione QO=C-C=0

Modulated

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.

Diffraction
Physical Properties
Reference

Cornments

—filters based on the mineral classification.

— filters based on the zeolite classification.

—filters based on organic functional group. -
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Search Window

Pearson Symbol Code
A Search ==

*r Subfile - =4 Environment »" Status L7 Quality Mark 3 Database
-4, Custom PDF Set [ ] Ambient Frimary {% Star % Blank [ ]1coD (Do)

Alkaloid ] .
Mon-ambient Alternate Good o Precrs []1csD (01)
Amino Acid, Peptide & Complex % @0 Qﬂf umrTEasan

Battery Material Temp. Fress, | [ ]Deleted ) Indexed “JD Hypothetical €S0 (02)

= o
=-Bioactive Temp. & Press, []nIST (03)
LPF (04)

; b
t-Mo Subdass o Calculated
t-Depressant
-..Narcotic Atomic Coordinates
Pesticide & Antimicrobial

‘éf Prototyping
[ ]IC0D Crystal Data {05)

I, Minimal A tabl
Faw Diffraction Data g nimE ACCERTADIE

Periodic Table Mineral Classification = Zeolite Classification - Organic Functional Group -

[#-AEN - Aenigmatite (group) ABW - Li-ABW) =4_Hetero_atoms_in_ring(s)
---ALC - Allactite (group) ACO - ACP-1 =5_fused_rings
Classifications ---'I.-'RL - Alluzudite {group) AEI - AIPO4-13 =3_membered_ring

---ALM - Alum (group) AFL - AlPO4-11 1_Hetero_atom_in_ring(s)
---ALN - Alunite (supergroup) AEM - AIPO-EM3 1,2_dione____ QO=C-C=0
Modulated [#-AMB - Amblygonite (group) AET - APO4-8 <

Formula/Mame

Crystallography

Diffraction Pearson Symbaol =

Physical Properties

. Prototype Structure = Filters for Pearson Symbol Codes with and without Hydrogen.
Reference

Comments Filters based on a user-constructed Pearson Symbol Code.
Formula Type (ANX) -

Wyckoff Sequence -

q?z ’:C.ﬁ f‘«/gB Range Input =

[
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Search Window
Crystallography

M Search = [+E &:
7 Subfile - <% Environment & Status .7 Quality Mark 3 Database
&0, Custom PDF Set [] Ambient Primary {‘-}ﬁ Star {% Blank []1coD (0o)

""" lkaloid [] Men-ambient Alternate | (T -
Good Low-P []1csD (01)
----- Amino Add, Peptide & Complex Nt B0 Qﬁ eurTECsen

Battery Material Temp. Press. | [ ]| Deleted ‘é’ Indexed \_.}':‘ Hypothetical Cso (02)

~I-Bioactive Temp. & Press. ) []nisT ©3)
LMo Subclass v Calculated

Depressant (1, Prototyping
t-Marcotic ]

Rioatuucc M The Crystallography tab displays four additional
PeriodicTable  Crystal SysRY L] g A RE=1 O LK
Formula/Name and Refine your search
Classifications by selecting filters based upon the structure of a

Crystallography m ate I’i a |
Modulated

LPF (04)

[]1CDD Crystal Data (05)

Space Group -
Ciffraction

Physical Properties
CCWSW Data Reduced Cell Author's Unit Cell SupercEIIISuI:ucED

Reference
Axis (B) Angles (%) Volume (A2) Axial Ratio
Comments a :
b: [ a/b:
== ¥ cb:

a cfa:
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Search Window

Crystal Data
A Search f= = [

7 Subfile - <% Environment & Status .7 Quality Mark 3 Database
-4, Custom PDF Set [] Ambient Primary {% Star {% Blank []1coD (0o)

""" Alkaloid [] Mon-ambient Alternate =

Good Low-P |:| ICSD (01)
----- Amino Acid, Peptide & Complex (')ﬁ 00 Q!f ourTEasion

- I 3

Battery Material Temp. Press. | [ ]| Deleted ‘é’ Indexed \_.}':‘ Hypothetical Cso (02)
=-Bioactive Temp. & Press. - []n1sT (03)
‘Mo Subdass Ly Calculated
: LPF (04)

--Depressant (& Prototyping
... Narcotic Atomic Coordinates o

[]1CDD Crystal Data (05)

e N ), Minimal Acceptabl
SR T R R sticide & Antimicrobial L Raw Diffraction Data g imal Acteptabie

space group symbol
according to
nomenclature T I

defined by the Classifications
author [] Orthorhombic [ ] Cubic Enantiomorphic Pyro [ Fiezo (p)

Periodic Table Crystal System Crystal (Symmetry Allowed) -
[] Centrosymmetric

[ ] Monodinic [ ] Hexagonal [ ] Mon-centrosymmetric:

[ ] Tetragonal Optical Activity Piezo (2nd Harm.)

Modulated Filters based on the

international space group
* Space Group Symbol numbers (1-230).
Space Group Number
Aspect Symbo| €= Filters based on the aspect symbol

Superspace Group Symbol according to nomenclature
defined by the author.

Diffraction Space Group
Filters based on the

superspace group

symbol (for modulated Reference

structures only).

ysical Properties

Contains Fragments
Contains Phrase
Exactly

Y. i Not
1 2 rewert |

=
- | QUALITY IAANAGENENT SYSTEM CERTIFIED |
d[@'DD Search ResetTab Resetall | Global Operator - numwunnwc!mnsu
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Search Window
Crystal Data

M Search = [+E &:
7 Subfile - <% Environment & Status .7 Quality Mark 3 Database
-4, Custom PDF Set [] Ambient Primary {% Star {% Blank []1coD (0o)
""" Alkaloid [] Mon-ambient Alternate =

Good Low-P |:| ICSD (01)
----- Amino Acid, Peptide & Complex (')ﬁ 00 Q!f ourTEasion

Battery Material Temp. Press. | [ ]| Deleted ‘é’ Indexed \_.}':‘ Hypothetical Cso (02)
[=-Bioactive

oacte Temp. & Press. ), Calculated []nisT (03)
(04
~-Depressant LPF (04)
Narcotic Atomic Coordinates
Pesticide & Antimicrobial b

*é’ Prototyping
[]1CDD Crystal Data (05)

3, Minimal A tabil
Raw Diffraction Data v nimal Receplaie

Periodic Table Crystal System Crystal (Symmetry Allowed) -

Formula/Mame [] Centrosymmetric

[ ] Monodinic [ ] Hexagonal [ ] Mon-centrosymmetric:
Classifications

| A [] Orthorhombic [ ] Cubic Enantiomorphic Pyro [ Fiezo (p)
Crystallography
[] Tetragonal Optical Activity Piezo (2nd Harm.)
Modulated
Space Group -
Ciffraction

Physical Properties

Crystal Daté  Reduced Cell Author's Unit Cell  Supercell/Subcell
Reference

Axis (B) Angles (%) Volume (A2) Axial Ratio
: : cfa:
afb:
c/b:

Comments

& Y o & of the crystal data.

5001:2015
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Search Window
Reduced Cell
e [ B S

“F Subfile - =% Environment %" Status L7 Quality Mark 3 Database

..... &, Custom PDF Set ] Ambient Frimary {% Star % Blank ] 1coD (oo)
----- Alkaloid

_____ Amine Add, Peptide & Complex [] Mon-ambient Alternate C}ﬁ Good % Low-Predsion | [ ICSD (01)
- Battery Material Temp. Fress, | [ ] Deleted
[=I-Bioactive
Nu:u Subdass \?ﬁ Calculated u NIST( (D?:I
;—----Depressant . : *éf Prototyping LPF {04
L.-Marcotic Atomic Coordinates

~Pesticide & Antimicrobial hd Raw Diffraction Data ‘é’ Minimal Acceptable

N Search

‘-é’ Indexed ‘“*?:l Hypothetical CsD (02)

Temp. & Press.

[ ]Ic0D Crystal Data (05)

Periodic Table Crystal System Crystal (Symmetry Allowed) -
Formula/Mame L1 (A cf [ |Rhombohedral | [ ] Centrosymmetric

[ ] Manodinic [ ] Hexagaonal [ ] Mon-centrosymmetric:
Classifications

[ ] Orthorhombic [ ] Cubic Enantiomorphic Pyro / Piezo (p)
Crystallography

[ ] Tetragaonal Optical Activity Piezo (2nd Harm.)
Modulated

The reduced cell is a
unique, primitive cell
based on the three 5| Properties

shortest lattice

. Angles (© Volume (B2
translations. gles (%) (A2)
EE a:

b :

: Filters based on the volume of the reduced cell.
C: Y
Filters based on the lengths of the three axes of the reduced cell.

[ Y i Range Input =
1 I! DD Search ResetTab Resetall | Global Operator =
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Search Window
Author’s Unit Cell
o o= [

& Status .7 Quality Mark 3 Database
[] 1coD (00)

M Search
% Environment

4. Custom PDF Set [] Ambient Primary @ﬁ, Star {% Blank
""" Alkaloid [] Non-ambient Alternate @ Good @ Low-Predsion []1csD (01)

----- Amino Acid, Peptide & Complex N
Battery Material Temp. Press. | [ Deleted x?ﬁ Indexed ‘Jlj Hypothetical CsD (02)
—|-Bioactive -

Temp. & Press, Q Calculated [ MIST (03)

Mo Subdass

*r Subfile -

L PE {04)
Convert Cell
onven - X ol Data (05)

Atomic Coordinates
Convert Cell form used to convert Author’s Unit Cell Axis/Volume Crystal System: [Triclinic (Anorthic) :
data to Crystal or Reduced Cell Axis/Volume data for searching. ‘

Bravais Lattice: Primitive v

[ ] Centrosymmetric
@ Convert to Crystal Data

[ ] Monadinic [ ] Hexagonal [ ] Mon-centrosymmetric:
) O Convert to Reduced Cell

Classifications
[] orthorhombic [ ] Cubic Enantiomorphic Pyro [ Piezo (p)

Crystallography i
[] Tetragonal Optical Activity Piezo (2nd Harm.) Convert Cancel

Modulated

FormulaMame

Space Group -
Diffraction

Physical Properties : _
Crystal Data Redficed Cell  Author's Unit Cell | supercell/Subcell

Reference
axis (B) = Angles () Volume (A32) Axial Ratio
< Filters based on the volume

of the author’s unit cell.

Cornments

Molecular ff.u. Volume

Filters based on the lengths of the three axes of the author’s unit

cell.
- il i =
. v i ange Inpu _
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Search Window

Supercell/Subcell
E=RECh <

*r Subfile - =4 Environment & Status L7 Quality Mark 4 Database
[ ] Ambient Frimary (:% Star % Elank []IcoD (o)

[ ] Mon-ambient Alternate % Good % Low-Predsion | [_]ICSD (01)

This search uses derivative lattices (including et W (e (y Indexed (L Hypothetical Csp (02)
superlattices and sublattices) generated from the Temp. &Press. []nIsT (03)
given primary lattices. The volume of superlattices N _ LPF (04)
|Q| can be between 1 and g and volume of Atomic Coordinates g ProtetyPng
sublattices |X| can be changed from 1/1 to 1/9. W
Derivative matrices are generated based on the
selected volumes. Multiplying derivative matrices
by the primary lattices gives derivative lattices, L [] Centrosymmetric
which are then transformed to reduced lattices for [] Hexagonal [[] Nen-centrosymmetric:

sea rching. [ ] Cubic Enantiomorphic Pyro f Piezo (p)

’ é, Calculated

[]IC0D Crystal Data (05)

3 Minimal & tabl
Raw Diffraction Data ¥ i et s

Crystal (Symmetry Allowed) =

[ | Tetragonal Optical Activity Piezo (2nd Harm.)
Modulated
Space Group

Diffraction

Physical Properties
Crystal Data Reduced Cell  Author's Unit SupercellSubcel

Reference avis (B) = Angles ()

Comments (®) Supercell

Volume Ratio: |1 « | to
() Subeell

[

150
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Search Window
Modulated

M Search = [= |&:
°r Subfile - <% Environment " Status L7 Quality Mark 4 Database

..... & Custom PDF Set [] Ambient Primary (% Star {% Blank [ ]1coD (o0)
""" Alkaloid [ ] Mon-ambient Alternate oo B o Deesicion | [ ] ICSD (01
----- Amino Add, Peptide & Complex . . . .
Battery Material IC Tl Filters based on the number of dimensions used to describe the
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strongest line of
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----- Amino Add, Peptide & Complex
--Battery Material

[=-Bioactive

Mo Subdass

Depressant

Marcotic

Pesticide & Antimicrobial

Periodic Table Melting Point (K) <«

& Environment
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Temp. Press,

Temp. & Press.
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Raw Diffraction Data

" Status
Primary
Alternate
[] Deleted

Search Window
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structural density
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Blue Celsius (°C)
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Filters based on the
melting point.
Specify degrees
Celsius, Kelvin or
Fahrenheit by
selecting from the
drop down menu.
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Search Window
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| Filter based on the text contained in comments.
FormulaMame

Absolute Configuration:
Additional Diffraction Lines:
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Physical Properties Boiling Point:

Diffraction

Reference
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Data Mining Basics

* Select your filter criteria [ User Data

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

[ History 1

e 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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A Search EEE

7 Subfile - £ Environment " Status .7 Quality Mark 3 Database
{5, Custom PDF Set ~ | | [ Ambient Primary Gﬁ Star Q!f Blank [ 1cop (0o)
Alkaloid - iy
Amino Add, Peptide & Complex [[] Mon-ambient Alternate Q’.ﬁ Good % Low-Predsion | [ ICSD (01)
) P
- Battery Material Temp. Press. | [ |Deleted ‘;!f ndexed ‘*—‘)D Hypothetical CsD (02)
[=]-Bioactive -
Select Mo Subdlass Temp. &Press. (y Caciated 0 NIST( {0‘3)
. --Depressant — : \;!r Prototyping LPF (04)
E | e m e nts I n -Marcotic Atomic Coordinates = D ICOD Crystal Data (05)
----- Pesticide & Antimicrobial v Raw Ciffraction Data (g Minimal Acceptable

Periodic Table

Example

PeriodiCe 1 2 3 4 5 6 7 8 ] 11 12 13 14 15 16 17 18
Formula/Name 1 "N ’@ Booleari () Yes/No/Maybe () Compesition List He
Classifications 3 5 And or Mot | Grouping: B 5 3 7 ] ] ]
2 U Be g | 83 . . ® pdgo +*H B 'c N 0 F [ne
Onl us An Or
Crystallography o = i w B = = =
e 3 Na Mg |[Pt And CI) _ Si P s (] Ar
M Search = |- (S = = F1 ) i) 5 kS F
. I: I:I: Cu Zn Ga Ge As Se Br Kr
7 Subfie - &3 Environment " Status .7 Quality Mark A Search EE':E
Custom PDF Set Ambient Primary Sta Blank
y .us m ® ~ r an  Subfile = &3 Environment Status .p Quality Marl Database
eoid - ] & & < Subfil S v /7 Quality Mark 3 Datab
mino Add, Peptide & Complex [ HizuEs og Good Qg Low-f . Custom PDF Set w | | [ Ambient Primary Og Star % Blank [ 1coD (oo)
attery Material Temp. | |Press. | [[]Deleted (Y Indexed (), Hypo Alkaloid ] Non-ambient Alternate | @, Good (@, Low-Precision | []1CSD (01)
[=)-Bioactive ) o -“Amino Acid, Peptide & Complex o o
- Temp. &Press. y . T Pr [ Deleted €30 (02)
LMo Subdass e Calculated Battery Material Emp. ress. e ‘;!f Indexed “-‘)D Hypothetical el
Depressant (73, Prototyping Temp. &Press. ), Calaulated [ nIsT (03)
Narcotic Atomic Coordinates o o =
- Pesticide & Antimicrobial v Raw Difffaction Data ‘;!f Minimal Acceptable \ (04)
Periodic Table Crystal System Crystal (Symmetry Allowed) - AET esticide & Antimicrobial W
Formula/Name [ Tridinic (Anorthic) [] Rhombohedral | [] Centrosymmetric P——— Formula =
[] Menadinic [ Hexagonal [] Mon-centrosymmetric:
Classifications Formula/Mame
[] ©rthorhombic [ cubic Enantiomorphic Pyro [ Piezo (p) Name

Crystallography R S | Classifications
[] Tetragonal Optical Activity Piezo (2nd Harm.) Potassium Platinum Chloride
Modulated Crystallography
IMA No. CAS Mumber
Diffraction Modulated

Physical Properties Diffraction
Crystal Data Jkduced Cell Author's Unit Cell  Supercell/Subcell Number of Elements
Reference axis (&) Angles (%) Physical Properties
Comments @ Supercel Reference Molecular Wt (g/fmol) =
Volume Ratio: |1 « | to |1 w Comments

() Subcell Composition » &

b Symbal Contains Phrase 'P4/mmm’] And [Exdude DelatedHvpatha

Selected filters
highlighted in red

[{Pt And CI}] And [Any Mame Contains Fragments 'Potassium’ And 'Platinum’ And 'Chloride’] And [Space Group Symbol Contains Phrase
‘P4fmmm’] And [Excdude Deleted Hypothetical Patterns]
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Search
Results

.* Results - 8 of 339,549 =niEn ="

File Fields Tools

Open PDF Card B Simulated Profile My Defaults -~

PDF £ Chemical Formula m Sea rCh RESU |t5 D1 {.ﬁ.:l D2 {.ﬁ.:l D3 (&) m
00-009-0367 @ 1 K,PtCl, Potassium Platinum Chloride
01-070-1403 K, PEC, Potassium F'|.:|t|r|ur|| '_.|'||l |r||:||-
01-073 -1'%|'|E. Cl, ) i

01-074-1616

||1-||I-"v:- "1?"5 o LPECL, ) Potassium Platinum Chloride
: K, PtC, ssium Platinum Chloride
. Cly ) gzium Platinum Chloride
I_I1-LI-3 'Ll':-|54 . L LPEC, ) F'l vtazsium Platinum Chloride 6.981300

[(Pt And CI)] And [Any Name Contains Fragments 'Potassium’ And 'Platinum’ And 'Chloride’] And [Space Group Symbol Contains Phrase
'P4jmmm’] 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 pe N th e &r General *q Diffraction Pattern (L4 Sleve
Preferences Set v |My Defauits Add data fields to
Module to o) oo e el Felcs selected list

select which
data fields you
would like to Order the data
display in your 5l Commens e fields in the
results. selected list

You can also
select the order
in Wh Te h th e []Indude deleted patterns

d ata ﬂ e | d s are [ ] Indude hypothetical patterns

d | S p | d ye d . Reset |~ Apply

Remove data
fields from the
selected list
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Choose
equipment
factors

Tabular view of reported data
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PDF Data Card

K2 Pt Cl4 - D0-009-0367

File Plots

H Expart = B Temperature 5 ' ucture

D Pattern

ucture n EBSD Pattern

H Ring Pattern

Simulated Profile
Wavelength: CuKal 1.54058 & Raw Diffr

i Environment:
Experimental

Phase:
Physical )
Chemical Formula:

Crystal Structural Formula:

Optical npirical Formula:
tefined Formula:
Weight %a:
Atomic %

Classifications

Compound Name: Potassium Platinum Chloride

Mineral Mame: - | IMA No: -

Comments Zeolite Mame: =

Alternate Mame: -

CAS Mumber:

Entry Date: J

Modification Date: Modifications: -

Intensity

Historic stick pattern
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PDF Data Card

" Results - 8 of 339,549

File Fields Tools [ K2 Pt Cl4 - 00-009-0367
File Plots
Open PDF Card Simulated Pro

b Export + | [l Temperat a. tur AED Pattern

: 4 Print K2 Pt CI4 - 01-070-1408
Chemical Formula Compound Name ol Fie Piots

00-009-0357 @ I sztcl4 ) _ Chlo (-ray Diffract X i s - tructure
01-070-1408 ® 1 K,Ptdl, Open PDF Card Chlo

W gth:
n Chlo Nevtron Diffr3

. - H Export - B Temperah
Simulations * I Chlo

S Print i T

01_015,2175 ® 5 K, (Ptdl & Add to Custom PDF Set... Chio fraction
- h‘" PLC 4 #m Remove from Custom PDF Set... N Chlo 2 . | wavelength: [cuka1 154055 &
n Chio e n

| e hermical Formula n Chio

[IF't -5.ru:| CN] And [Any Name C Rermove Rows d 'Chils
4 imymm i Wl Ijl-'_' I::'F_'l_ TP OO T 0o T OO T ) = “-“ c
Hold the Ctrl 11| T —
i : : | || ||| Il |||| [N N |H|| I

key, then

select PDF
cards. Right
click mouse,

select Open
PDF Card.
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Experimental
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Comments
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Ambient | Temperature
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Thank you for viewing our tutorial.
Additional tutorials are available at the ICDD® website.

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


http://www.icdd.com/

