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Data

Knowledge

Applications

Mogulʿ ◓ЅϷЮЕз˔
IsoStarʿ ◓ḧ ῀⌠

CSDД˔Ќρṁ Б˔и
ConQuest, Mercury, WebCSD
CSD Python API
[Deposit Structures, enCIFer]

Conformer Generator, Full Interaction Map, 
Hydrate AnalyserσςʿCSD-Materials.
GOLD, SuperStar, CSD CrossMinerσςʿ
CSD-Discovery

CSD-Core

CSD-Materials, CSD -Discovery

ConQuestρMercuryχӡ Ϊ



ConQuestρMercuryπᴡΥπΦϥˁ

ConQuest
Ὣ   χᾁ┤

Mercury
HitΰθὫ   χ ꜘʺ

Åάχᴟ› ʺὫ   ˁ

Å ṛτᵔ ΰθὫ   ʺ ⱨᴟ› ρςάΥӸΞˁ

ÅΚϥ ⱨᴟ› Ἢχ  ψˁ

Åάχ ◓ḧ/ ◓ ῀⌠ χ  ψˁ

Å X   ᵔ ρ ◓  ᵔ πψςάΥӸΞˁ

Å etc.



άχ πꜘβᾁ┤ρ ꜘχם

Å σᾁ┤ρ ꜘχԁ χ Ϧ

Åᾕ ʺὫ›χ χ◙

Å  χ ᴥτϢϥᾁ┤χ‒Ϥ₅ϙ

Å ◓ḧN˔H˜O Ὣ›Ϭⱱν  χᾁ┤ρʺ  χ

Åםᾓ Ὧ( ᾛʿ ◓)Ϭ◙ ΰθᾁ┤



άχ πꜘβᾁ┤ρ ꜘχם

Å σᾁ┤ρ ꜘχԁ χ Ϧ

Åᾕ ʺὫ›χ χ◙

Å  χ ᴥτϢϥᾁ┤χ‒Ϥ₅ϙ

Å ◓ḧN˔H˜O Ὣ›Ϭⱱν  χᾁ┤ρʺ  χ

Åםᾓ ὯϬ◙ ΰθᾁ┤



  (Fragment)χ Τϣᾁ┤ʺ ꜘϘπ

7A: МкϿр

¸ ConQuest Ϋ

¸ Ṝχ   Ϭ
ⱱν  χᾁ┤

¸ Hitΰθ  χ
зІЕχ

¸ Mercuryπχ ꜘ

Fragment



άχ πꜘβᾁ┤ρ ꜘχם

Å σᾁ┤ρ ꜘχԁ χ Ϧ

Åᾕ ʺὫ›χ χ◙

Å  χ ᴥτϢϥᾁ┤χ‒Ϥ₅ϙ

Å ◓ḧN˔H˜O Ὣ›Ϭⱱν  χᾁ┤ρʺ  χ

Åםᾓ ὯϬ◙ ΰθᾁ┤



ᾕ ʺὫ›χ◙
χᾕ ʺὫ›χ◙ Ϝᴦ



ᾕ ʺὫ›χ◙
χᾕ ʺὫ›χ◙ Ϝᴦ



άχ πꜘβᾁ┤ρ ꜘχם

Å σᾁ┤ρ ꜘχԁ χ Ϧ

Åᾕ ʺὫ›χ χ◙

Å  χ ᴥτϢϥᾁ┤χ‒Ϥ₅ϙ

Å ◓ḧN˔H˜O Ὣ›Ϭⱱν  χᾁ┤ρʺ  χ

Åםᾓ ὯϬ◙ ΰθᾁ┤



ᾁ┤Ὣᴮχ‒Ϥ₅ϙ
Fragmentτ ˑσ ὯϬ ᴥβϥ

QA: C or N



ᾁ┤Ὣᴮχ‒Ϥ₅ϙ
Fragmentτ ˑσ ὯϬ ᴥβϥ

QA: C or N



ᾁ┤Ὣᴮχ‒Ϥ₅ϙ
Fragmentτ ˑσ ὯϬ ᴥβϥ

QA: C or N

18793 hits



ᾁ┤Ὣᴮχ‒Ϥ₅ϙ: 2ⱳᾕ  χ ὯϬ ᴥ

V  ḕϬὌΩ τψ Υ1ᾤ
ϜΰΨψ2ᾤὫ›

V  ḕϬὌΩ ψḕϬ  ΰσΜ



ᾁ┤Ὣᴮχ‒Ϥ₅ϙ: 2ⱳᾕ  χ ὯϬ ᴥ

V  ḕϬὌΩ τψ Υ1ᾤ
ϜΰΨψ2ᾤὫ›

V  ḕϬὌΩ ψḕϬ  ΰσΜ



ᾁ┤Ὣᴮχ‒Ϥ₅ϙ: 2ⱳᾕ  χ ὯϬ ᴥ

V  ḕϬὌΩ τψ Υ1ᾤ
ϜΰΨψ2ᾤὫ›

V  ḕϬὌΩ ψḕϬ  ΰσΜ



ᾁ┤Ὣᴮχ‒Ϥ₅ϙ: 2ⱳᾕ  χ ὯϬ ᴥ

V  ḕϬὌΩ τψ Υ1ᾤ
ϜΰΨψ2ᾤὫ›

V  ḕϬὌΩ ψḕϬ  ΰσΜ



ᾁ┤Ὣᴮχ‒Ϥ₅ϙ: 3ⱳᾕ  χ ὯϬ ᴥ

V2ᾤχ  ḕΥcisχ ḩἰ VQAψC?ζϦρϜN?

ᾁ┤Ⱳτʺ¬TOR3º, ¬ANO1º, ¬ANO2ºχ ϜṜ ήϦϥ



ᾁ┤Ὣᴮχ‒Ϥ₅ϙ: 3ⱳᾕ  χ ὯϬ ᴥ

V2ᾤχ  ḕΥcisχ ḩἰ VQAψC?ζϦρϜN?

ᾁ┤Ⱳτʺ¬TOR3º, ¬ANO1º, ¬ANO2ºχ ϜṜ ήϦϥ



ᾁ┤Ὣᴮχ‒Ϥ₅ϙ: 3ⱳᾕ  χ ὯϬ ᴥ

V2ᾤχ  ḕΥcisχ ḩἰ VQAψC?ζϦρϜN?

ᾁ┤Ⱳτʺ¬TOR3º, ¬ANO1º, ¬ANO2ºχ ϜṜ ήϦϥ



ᾁ┤Ὣᴮ

¬TOR3º, ¬ANO1º, ¬ANO2ºχ Υ ꜘήϦϥ

671 hits



ᾁ┤ὫᴮχMercuryπχ ꜘ
Entry TOR3 ANO1,2



Data Analysis window



Data Analysis window



Data Analysis window



άχ πꜘβᾁ┤ρ ꜘχם

Å σᾁ┤ρ ꜘχԁ χ Ϧ

Åᾕ ʺὫ›χ χ◙

Å  χ ᴥτϢϥᾁ┤χ‒Ϥ₅ϙ

Å ◓ḧN˔H˜O Ὣ›Ϭⱱν  χᾁ┤ρʺ  χ

Åםᾓ ὯϬ◙ ΰθᾁ┤



O˜H < 2.1̓

ᾁ┤ Ὧʿ
V ◓ḧO˜HЀрЌϼЕ
VO˜Hẩ  ˻ 2.1̓

Ṝ βϥОжЮ˔Ќʿ
ÅO˜H ẩ  (DIST2)
ÅO˜N ẩ  (DIST3)
ÅO˜H-N ᶑ (ANG1)
ÅC-O˜H ᶑ (ANG2)

◓ḧ ῀⌠ Ϭ Μθᾁ┤
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O˜H < 2.1̓

ᾁ┤ Ὧʿ
V ◓ḧO˜HЀрЌϼЕ
VO˜Hẩ  ˻ 2.1̓

Ṝ βϥОжЮ˔Ќʿ
ÅO˜H ẩ  (DIST2)
ÅO˜N ẩ  (DIST3)
ÅO˜H-N ᶑ (ANG1)
ÅC-O˜H ᶑ (ANG2)

◓ḧ ῀⌠ Ϭ Μθᾁ┤



◓ḧ ῀⌠ Ϭ Μθᾁ┤

C-H, N-H, O-HϬ
ᾧ τ

2693 hits


