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PDF-4/Minerals
Comprehensive Mineral
Collection

45,497 Entries
37,210 Atomic Coordinates

Standardized Data
More Coverage
All Data Sets Evaluated For Quality

Reviewed, Edited and Corrected Prior To Publication

Targeted For Material Identification and Characterization
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PDF-2 2018

Phase Identification + Value

Featuring over 298,000 entries

me Edit Tools Window Help
‘ e & ; ; New for
s | d g g Sleve, search indexing software, ;
Jopen POF Cards | preferences | search History Resuits X luded FREE! 2018!
@ Seoch == Incluge -
7 subfie v ) Environment « Status Quality Mark 3 Database .
& csmrorset ~] | Cantirt Qw05 ]| Oicoeo m 199610 entfries have I/l values for
Alkaloids ed P : :
i A, Peptdes 8 Conplxes D3 fres. Qvon-snbient Bl aterate | | @ Rieos Qiesoen quantitative analysis by Reference
Battery Material [ Temp. (Non-ambient) [Jpeleted - €sD (02) l f B T R f
&-Bioactive [ Press. &Temp. (Non-ambient) ) Calulated [InasT (03) nrensi y aro
No Subdass =
Narcotic  Prototyping OweF 09 . . vpe .
Peychotonc [0 tomic oordrnates 1 > Miindl Accptobe | | [ 1000 crysal Data 09 = Rapid, accurate phase identification
Carbohydrate ¥ | | [JRaw Diffraction Data & @ Blank v
" ive li € )
PERGIEAE A 1A WB VB VB VB VIB Vg B 1B WA IVA VA VA VIA VIA Cost effective license (5 year,
Formula/Name .. @ “
Classifications ~ . File Edit Matches Phases Help
—— T ol s LN L. WA .S
"Na ‘Mg ‘ ¥ Undo Only () Just And - e o
Modsated o (e
om 3| orr | v [ suue| cowes | 1nc CorpoundNane Vrenlfome Prase remcalFornda o1
i .“K Pea ["sc “n *v “or "mn “re “co *mi “d A
39.058 }?m‘l‘“sﬁﬂ 47.807 50941 51990 54938 55845 58993 58633 63. 4883 %! 5 (@0 P -t IHO2CHCNH2CH2C2HNHCH. 2
s [E"Re o (™Y Pz o o "Te m Cmnfea T et tomeee e o
ssass |7e2 | seson 51224 sasoe sese (o) | w0n07 wo2sos woeaz 7| e TS 12O SANL
Reference “cs BB Trr Pra 'w ['re Fos [Mir Pt P4l 5 o 5057 :
E— 132.505 (437.327| 17849 |180.948  183.84 | 188.207|| 19023 |192.217 135.078 198| i e 0/2 : : Z’s’:‘s"-;f‘“”&%:m
.”Fr -Ra‘ “rt “bb “sg “Bn “Hs “Mt "bs "R € os | v | oI5 WiGE Y
223 |28 o) || oz 26 | poq || ez | (< >
3 “La “ce “pr “Na “Pm “sm “Eu “eca 1] =
{maw v s 144202 141 L) ov ol sr ]| ., - S - — PG || OE s
Ac: Ac Th Pa U Np Pu Am Cm B Preferences 4| Diffracton Patterns
[227] 232088 23108 238028 [237]  [244]  [243]  [247] (2] Radation: x<ay ] Use Residual Intensities: e
ResetTob || ResetAl || Hep || NumericInput v Giobal Operator v e e et g;":;ﬁ:p:w a0
0,150 Lowest Alowable GOM: 2000 E
ath Widow: 0,15 £
wases 0 7y @ B o

Compound Name

10 15 20 25 30 3
20()

PDF-4+ 2018

Phase Identification and Quantitate

Featuring 398,000+ entries
295,309 entires with atomic coordinates

100 X-ray (Cu Ka1:1.54056 A)
90
80
70
= 60
2 50
£
30
20
10
i JJ o L | ‘.,1 | UL OV T [T L
10 15 20 25 30 35 40 45 50 55 60 65 70 75
26(")
[ mnP 04- H2 0- 00-051-1548 Exp-basea)]
= All enfries have digital patterns for use
in total pattern analysis
m 295,309 entries with atomic coordinates
| |

« ’ 298,663 entries have I/, values for quantitative
For PDF-4+ “Data on the Go analysis by Reference Intensity Ratio

ask ICDD about WebPDF-4+

All entries are stored in a standardized format
for easy search and inferpretation

= All enfries go through a rigorous editorial
process fo ensure quality



PDF-4/Minerals 2018

Comprehensive Mineral Collection

Featuring 45,000+ entries
37,210 entries with atomic coordinates

= All enfries have digital patterns for use in total
pafttern analysis

37,210 entries with atomic coordinates

34,434 entries have I/I. values for quantitative
analysis by Reference Infensity Ratio

Classified by IMA designations

A subset of the PDF-4+ database with all of
the features and capabilities, targeted foward
minerals and mineral related compounds
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PDF-4/Organics 2018

Solve Difficult Problems, Get Better Results

Featuring 526,000+ organic & organometallic compounds
106,369 entries with atomic coordinates

m features the largest collection of . . .
pharmaceuticals, excipients and polymers Combines powder diffraction and

= Highly targeted collection with special crYStaI structure reference data

focus on materials used in commercial The four phase identification of the formulation of Lipitor uses references

and regulatory fields from a single crystal determination, an experimental powder pattern of
» Enhanced identification for crystalline, cellulose 1B, a calculated powder pattern and pattern extracted from

nano and amorphous materials the patent literature. The identification required an inorganic excipient,

. . polymer excipient and two organic compounds. A variety of reference
= lrade names for over 2.000 bioactive/ materials and sources enabled the identification.
pharmaceutical entries

42500

= Infegrated data mining software )

= Sleve+ search-indexing software e

(included as an added value) |
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PDF-2 PDF-4+ 2018 PDF-4 PDF-4
Data Entry Source 2018 WebPDF-4+ 2018 Minerals z/>o1s Organics /2018
00- ICDD 116,613 116,613 12,140 40,154
01- FIz 170,778 69,655 12,907 12,658
02- CCDC 0 0 0 431,359
03- NIST 10,067 2,917 213 282
04- MPDS 0 208,741 20,175 0
05- ICDD Crystal Data 800 800 62 41,673
Total No. of Data Sets 298,258 398,726 45,497 526,126
Subfile Distribution:
Inorganic 264,876 365,291 45,441 39.355
Organic 42,478 43,515 711 515,458
New Entries 7,139 14,113 1,156 10,072
Rietveld—No. with atomic coordinates 0 295,309 37,210 106,369
Reference Infensity Ratio (RIR)—I/1, 199,610 300,078 34,434 493,521
Experimental Digital Patterns 0 12,396 131 6,639
Pattern Fitting—Calculated Digital Patterns 0 398,726 45,497 526,126

All ICDD databases combine the power of both powder diffraction and crystal structure reference data. We are the only
crystallographic database in the world with quality marks and quality review processes that are ISO certified. Each PDF database

includes our infegrated data mining software.

Sleve
PDF-2 2018 included
R— FREE
Phase Identification + Value
= Designed for rapid, accurate phase identification
= Cost effective license (licensed for 5 years)

PDF-4+ 2018

Phase Identification and Quantitate

= Designed for phase identification and quantitative
analysis

= Features digitized patterns, molecular graphics,
and atomic coordinates

= Data simulation programs enables the analysis
of X-ray, neutron, electron, and synchrotfron data

WebPDF-4+ 2018

Data on the Go
= Provides portability fo the PDF-4+ via the internet
= Equivalent to PDF-4+

PDF-4/Minerals 2018

Comprehensive Mineral Collection
= The most comprehensive collection of mineral data
= 45,497 minerals and related materials
= Includes all the features of PDF-4+

PDF-4/Organics 2018

Solve Difficult Problems, Get Better Results

= Highly targeted collection of materials used
in commercial and regulatory fields

= Largest collection of pharmaceuticals, excipients,
and polymers

= Includes ICDD’s search-indexing software, Sleve+,
as an added value

All PDF-4 products are licensed for one (1) year. If you are concerned about yearly budgets, ICDD offers multi-year licenses that
allow you to prepay for future renewals.These licenses are discounted and alleviate budget concerns.You must have a current

release of the database in order to purchase a multi-year license.

Note:

Multi-year licenses are available for: PDF-4+, WelbPDF-4+, and PDF-4/Organics.
Site licenses are available for: PDF-2, PDF-4+, WebPDF-4+, and PDF-4/Organics.
Customers may convert a current PDF-2 license to a PDF-4+ or WebPDF-4+ using renewal pricing.

Please see ICDD Product Policies
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Powder Diffraction File is a trademark of JCPDS—International Centre for Diffraction Data.
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