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Á⁵ Ἓ Ўמ (Retrosynthesis) ɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇ

ÁMarkush ˤự ḓ PatentPak ( ἹᴴἪ) ɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇ
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×CAS Analytical Methodsⱨⱡɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇ

×CAS Formulus®ɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇɇ
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Search Interface SciFindern╘ʼ˺ ˤự╬ ╪ᾅᵑⱠ̑ ѱѻ.

╩ ╧ᾂḐᶴ ˡỮ

Adv anced Search ͙ ѫ
ᶷ ˤự,ᶹֿפˤự⁄ἌỢ↔ʺѫ

̯ⱳ͎ᵙ͙

ˤựᾒ ͙

ᴛ̆ᵑ ᵚ ⁴ ᴛתּ╪
╪ҿ

ῼᵝ ♇◑ ˺̓ḓ
╪♣ˤự ╬

Whatós New, Ἕ , 
ҵ∑ʺ╪ӥ, ᴛ͎ῷ∕

Reference Search ᶷ ˺̓Ѥᾎʻ ӈỢ↔ ♠╬ᴆ╪ῷ∕╙Ⱡ̑ ѱѻ.
Å ᶷ ╘ ˤự‡₮╥ ̕ᴐἛ⁄ ӻג ὣ─ʺ ᵰ˵ּ̆ת ♬ᴑӋѱѻ.

Å ˤự╙ ♇◑ ˞Ϯ ᵠ ᵑ ♣Ҁ ˞Ϯ ῼᵝ╙ ἒ♬ ὡ ▓ᾋѱѻ.

Å ᵑ ˤự˺̓ᵑ ꜗ ὡ ▓ᾋѱѻ.

Å PatentPak╘ ♣ᶷϿ ự╬ӈ ᶹֿפ╥ ─ ᵑ Ṓ⁴ּׁשѱѻ.

ˤự‡░ᴏ
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ʺ CAS solutions φ
₉) Analy tical Methods, Formulus, 

or the STN IP Protection Suite

CAS╥ ר ӈ ἤ╙ ↔ ˤự

˺̓◓♬ᴑ

˺̓ ᾎḢᾏṉ˿

╬↔ᶷ ╬

ự╬ӈḙ╞ᾏ
╬

ự╬ӈᶹֿפ ╬

○◓♠╖ᴛ̕ᴐӈ ʺ
˺̓ᵑṖὡ▓ᾋѱѻ.

♇◑, ῼᵝἒ♬

˺̓̑┬

Ⱡᶜἐ ⁴ᶷ ♬Ṓ ╬

♣ᶷϿᶹֿפ╥─ ╬

♣ᶷ₪Ἢ⁄ Ἕᾅ

ѻ⇔ᴛӥ

҉ᶷ ⁄̕ᴐ ᶹֿפ, ḙ╞ᾏ, ╬↔♬ṒṬױ₡͙

˺̯̓ ᵑ─ ἐ

ᶀ♇ Filter by ֞ Ѥ Excludeᵑ
ἐ ѻ╛, Ḹלᵑἐ

˺̓ ͙

http://scifinder-n.cas.org/


ᶴ ừἚ♩ṏḐˡỮ

Boolean Operators бᵙ⁷ụ▫ᵑ ♬ ᾅ ˤự‡ᵑ♬╥ ὡ▓ᾋѱѻ.

ҿ╥‡Ӯ╥бᵙ♠ ╙͎ᴹ ͙─ ̖ ᵑỢ↔ Ἕ⅝.

₆: (flavor or odor) and menthol

AND ᶷἌϿӎConcept╪ᶛӎ▓‡‒ ѱѻ.

OR Ϯ֞Ѥӎ Concept╪▓‡‒ ѱѻ.

NOT NOT Ӛ⁄ ӈѾ‡ᵑⱠΩ ᶷ ╙ˤự ѱѻ.

Wildcards ₮▀ӥ ӥᵑỢ↔ ᶔṒѻ ̖♠╪̆♬Ḍ ˤự╪ʺѫ ѱѻ.

ᶷ ˤự̓ᶹֿפ╥╪ᵒˤự⁄ἌỢ↔ ὡ▓ᾋѱѻ.

Ѿ‡ַאʼ֞Ѥ₡ᵐ ◄ᵝỢ↔╪ʺѫ ѱѻ.

* ῼ Ṅ 0ˌ֞ѤᶴⱠ ╙ҍᾐ ѱѻ.      ₉: polymorph* | immunoglobulin*conjugate*

? ῼ Ṅ 0ˌ֞Ѥ 1ˌᵑҍᾐ ѱѻ. ₉: benzonorbornen?

ӻ₩ Ό⁄▓Ѥ↔‡Ѥ̯ᶷ╖ᴛˤựӋѱѻ.

₉: "Programmed cell death protein"

3

♣ᶷ╥ Ἕᾅ₪Ἢ

PDF: ∟ᶷ PDF ᾎ
PDF+: ∟ᶷ ₮ Ζự╬ӈᶹֿפ ╬
Viewer: לἍ╪Ҁᵛ∟ᶷ╥ Interactive Ḳ♣ ╬

ҍ ͎ᵝ/͎מ /ᶹֿ̯פⱳ ᾎ

CAS̓ ▫ө⁄╥ ự╬ḓ ʺӈ
ᶷ ϿלⱠḓᶹֿפ

▐ᾎᾐ ⁄ҍ ὡἐὣ─
ἝṨ♬Ṓ ╬

CAS̓ ▫ө⁄╥
ự╬ḓ ʺӈᶷ Ͽ
פⱠḓᶹֿל

ᶷ ♬Ṓ

http://scifinder-n.cas.org/


Name searches Ϯ╪Ữ╥ᶹֿפᶘ ֞ѤᾏṊ▫ᴛˤự ѱѻ.

Streptomycin ᴆ ӥˤự
CAS Registry number ᾏṊ▫ᴛ Streptomycin ʕ ự
Ἕʺּתˤự: Streptomycin, Streptomycin sulfate and Sulfate 
ӎʺּתˤự: Streptomycin sulfate and Streptomycin
Sulfoximin╙ ᴆ ӥˤự

Ͽự╬ӈᶛӧᶹֿפˤự

Streptomycin
57-92-1
Streptomycin sulfate
"Streptomycin sulfate" Streptomycin
Sulfoximin*
WO2019234160

Structure searches ᶹֿפˤự╘ʺ◑ ̕ᴐἛ╪и╘♬Ṓ, ַא⅝ ᶹἛ♬Ṓ, ̆ Ữҵ
̯ⱳᾏ╪Ḉּתᵑ ᾎ ѱѻ.

Ḗᾅἐ ⁴Markush ̯ ⱳˤự

ᶘˤự‡░ᴏ

Ự̯ⱳ͎ᵙ͙

ᶹֿפˤự╥ Adv anced search ↔

♬ᴑ͙רṉ˿

ᾎӇѤᶹֿפ╥ἝṨ♬Ṓṉ˿

Registry Numberἐ ⁴
ᶹֿפỮἝ♬Ṓ ╬

̯ⱳ♬ḌҵṪἍ

̯ⱳᵰ ἒ♬

ᶶֹוᶕ̬̐ⱭᾌˡỮ

ˤự̯ⱳᵑ ᵚ ⁴ὡ♬

ᶹֿ̓̕פᴐӈҥ╪ ╬

4

Chemscape ṪἍᾎ▬ ͙

ᶷ ⁵ (Ref erence Roles) ֞ Ѥᶹֿ⁵פ (Substance 
role)╘ᶹֿפ⁄ҍ Ṓ̆ӈỰᴛ⇔♬Ṓᵑῼᴎּׁשѱѻ.

̯ⱳᵑ ᵚ ⁴
f ly out ⁸͙

̯ⱳ ͙︡⁸͙ .sdf  ֞ Ѥ .mol ▀ᴛ̯ⱳ
ѻ⇔ᴛӥḓ̯ⱳ SmilesṓỢ

http://scifinder-n.cas.org/


Substance detail CAS Registry numberᵑ ᵚ ⁴̯ⱳ, Ṫ▫ᾏ, ᶹἛḓ ʺ
ҥ╪ ʺ ӈᶹֿפ ἝṨ♬Ṓʺ ᾎӋѱѻ.

Ṫ▫ᾏ

ᶹֿפᶘ

ᶹἛ⅝ל

ᶶֹוἚṥ♩ṏ

ᶹἛ╙ḕᴛ ╬֞Ѥ⁷˺ӈᶷ ╬
ʺѫ

5

ˌḛ ӥỎῷѱג ́♠╪̆ѻ‚ Ữ ᶘ╖ᴛ
̯ἛӋѱѻ. ̒ ╪ᵒ╘ṪἍӈᶷ ⁄Ἄ Ӌѱѻ.

Lif e Sciences♬Ṓ

http://scifinder-n.cas.org/


Drawing Editor

CAS Draw editor CAS Drawᵑ ̯ⱳᾏ̓ḙ╞ ᵙᵑ ἒ♬ ὡ▓ᾋѱѻ.

Registry Number, SMILES ֞Ѥ
InChIᵑ ̯ⱳ͎ᵙ͙ṒӥѾ ͙ ╬ ͙

₉: ᴛ∟▫ὺ˭͎ᵙ͙

6

ϝ‡ּת˞Ϯ ἛӉṕӥּת♬ |ḙ╞ᶹḓỸἛᶹּת♬

Atom̓ Bond ͎ ᵙ͙ ˌ↕תּ |

═͙ל ⁄Ἄ∟▫ἐ ͙ | Shortcuts

̯ⱳᾏ⁄ Variables ἐ |  ̯ ⱳᾏ⁄ R-Group ỸἛ

Attachment ἒ♬ ͙| Template⁄͎ᴎֿ̯בⱳἐ ḓ̯ⱳּת♬ ͙

ḙṓѾ─ἒ♬ ͙| Carbon ╬͎ᵙ͙

₤ʺḈҵ̯ | ἐ ҵ̯

ᵠ̯ⱳ╥⁴ױ─ ⁄ ˺ ᾎ | ḙ╞Ͽ⁵ ἐ

Charge ἒ♬

∟▫ᵰ | Ring f usion Ḣּתḙ╞⁵ ♬תּ
H atom╙ⱠΩ ͙ Ѿ
̯ⱳᾏ ♣
̯ⱳᾏ Flip

3ï15-Sided 
Ring ͎ ᵙ͙

Unspecified 
ṕӥ

Hy drogen
Deuterium

Tritium

͎ᵛ̯ⱳᾏ
͎ҍᴛ E/Z 

˺אַ╪ ἒ♬

̯ⱳ‰ᴛӥ/ѻ⇔ᴛӥ

http://scifinder-n.cas.org/


Advanced Search 
Query Builder

SciFindern  ᶉ╬ Ἄ⁄תּ╪ ♬ᶷ ḓᶹֿפỮἝˤự ӥᵑⱠ̑ ѱѻ.
Å ⁷ụ▫Ѥ OR, AND, NOT ὣἌᴛ ᵙӋѱѻ.

Å ⁷ụ▫Ѥ Ѿ▀ Advanced Search⁄ ↔Ӈּת Ώᾋѱѻ.

Å ₮▀ӥ ӥ Ợ↔╪ ʺѫ ѱѻ. ₉: peek*

Å ҍ 50ˌ╥ ỮἝˤự ӥỢ↔╪ ʺѫ ѱѻ. (͙ṕˤự╙ Ợ↔ Ѥ ˿↕ 49ˌ)

Advanced search ˡỮ„ּק♩ ͖

7

ˤự‡ Ἅ:
"pollution monitoring" and (polyethylene 
or polypropylene)

Reference Search Substance Search

ˤự‡ Ἅ:
Steel with tensile strength property 
information

Examples

Advanced Search
Fields

ῷמỮἝˤự ӥᵑ Ợ↔ ὡ▓ᾋѱѻ.

Reference
Å Author Name
Å Journal Name
Å Organization Name
Å Title
Å Concepts
Å Substances
Å Publication Year
Å Document Identifier
Å Patent Identifier

Substance
Å CAS Registry Number
Å Chemical Name
Å Document Identifier
Å Molecular Formula
Å Patent Identifier
Å Experimental Spectra
Å Biological
Å Chemical Properties
Å Density
Å Electrical
Å Lipinski
Å Magnetic
Å Mechanical
Å Optical and Scattering
Å Structure Related
Å Thermal

ˤự ӥᵑ ὡ
▓Ѥ⁷ụ▫ἐ

̕ᴐᾎᾅ Ͽҵ∑ᵦ Ἕᾅᵚ ⁴ ӥἐ ⁸͙

'Edit Search ᵑ ᵚ ⁴
Adv anced Search ʕ ự‡ὡ♬ʺѫ

http://scifinder-n.cas.org/


Roles in 
substance 
results

ᶹֿפˤự⁄Ἄ╥Role Ѥᶷ ╥ᶹֿ⁷̓פ˺ӈ⁵ ꜙᵆᵑϮ Єѱѻ.

CAS Roles

CAS Roles RolesѤᶹֿ⁷⁄פ˺Ӈᶒᶷ Ͽ ♬⁵ ̓⁷̕ӈᶷ ╙ ╙ὡ
▓ᾋѱѻ.
Å Super rolesѤ ̛Ḹ─ Ḹל╪ᶒ, ̕ᴐӈ ᶛӧ ♬⁵ ᴛ ̯ἛӋѱѻ.

₉ᴛѤ Analytical Study, Preparation, Occurrence Ӯ╪ ▓ᾋѱѻ.

Å Specif ic rolesѤ ỮἝ Ḹל╪ᶒ, ṪἍ⁷̯⁄Ἄ ṪἍᶹֿפ (Analyte)ᴛỢ↔ ˞Ϯ ⁷
ᶹ (Natural Product Occurrence)₮ˉ╘ Ͽ↔╙ ῷṖὡ ▓ᾋѱѻ.

҉⁵ ⁄ ӈᶹֿפ╥ ˌὡ

ᶹֿפˤự⁄Ἄ╥ Ref erence Role₉

Roles in 
reference 
results

Role Ѥˤự ᶹֿפ╪ᶷ Ͽ⁄ự╬Ӈ‡▓Ѥ˿↕⁄Ϯ Ϸѱѻ. 

ᶹֿפᶘ╪Ϯ̯ⱳ͎ᵙ͙ᵑ ˤự ̕ᴐᶷ ᵙᾅ ᵑṖὡ▓ᾋѱѻ.

₆ᾋ: ‚₡₀⁄̕ᾔ╪ᵤ╘ҥ, ᵙ ᴛ ᴈ╪̯ ♠₡₀ᶹֿפᴛ͙ὥӈ
ᶷ ╙‡֒˭ ╙ὡ▓╙ͥ⅝?

ᵙ ᴛ ᴈ╙ˤự ᶔᵤ╘ὡ╥ᶷ ╪Ϯ Ϸѱѻ. Substance Role ⁄Ѥ
ᵙ ᴛ ᴈ⁄♠↔ӇѤᶛӧ⁵ ╪ ᾎӋѱѻ. ͎ אַ PollutantѤ
ᵙ ᴛ ᴈ╙₡₀ᶹֿפᴛ ͙ḓἒᶘ 1,657ˌ╥ᶷ ╪▓╛╙Ϯ Єѱѻ.

...

8

2,984ˌ╥ᶷ ╘₡₀ᶹֿ̓̕פᴐӈ ᵙ ᴛ ᴈ⁄
ҍ Ͽ↔╙ѻᴹѱѻ.

'View All ╙ ᵚ ♬
Roleἐ ʺѫ
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BLAST 
similarity 

search

BLASTᵑ ┬Ợ ќ ᵙ₡ ╪ӥḓῷḈЯụἌ⁸╙ˤự ὡ
▓ᾋѱѻ. ♬ᴑ˺̓ѤᾏṊḓ♠↔Ḹ─ḥṪ═⁄ҍ Ợ↔ ͙ή⇔♬Ḍ
ᵠ̓ Ζֹמ͎╬♠̕ו ᴆ╪ῷ∕╖ᴛ ᾎӋѱѻ. ᾎ ᾅ˺̓₮

̕ᴐᶷ ⁷˺╪ʺѫ ѱѻ.

Biosequence ˡỮ

BLAST ʕ ựὡ
Å ᶉ╬ SciFindern ˤự Ἄ⁄תּ╪ Biosequenes ᶛӢ╙₁ѱѻ.

Å ᾎ ᾅ ▀֞Ѥ ᾎ ᾅᵑ ṳ⁴ Кᾋѱѻ.

Å ӇѤ∟תּ ᾏ: Ѿ▀ᶷ▫ ӥᴛ ᾎӇѤ ▲͙ᵑ Ѥ ᾎ ᾅ (₉: FASTA 

ᵶ), ἐ Ḵ Ѥ תӇּ∟תּ Ώᾋѱѻ.

Å ᾎ ᾅ ░ᴏ⁄Ѥ header line (>╖ᴛ ᾎ▬)╪ Ӊ ὡ ▓ᾋѱѻ. ᾎ ᾅѤ җᴛ

̯Ṫ ὡ▓╖ḃᴛ ӎ ˌ╪Ữ╥ ▀̖ ˤự╪ʺѫ ѱѻ.

Å ∟ Ѥ ҍᴛ BLAST parameterᵑ ⱳ♬ ̆ ˤự╙ ᾎ▬ ѱѻ.

ᾎ ᾅṳ⁴К͙
FASTA ▀╙‰ᴛӥ ˞Ϯṳ⁴К͙

Adv anced BLAST 
parameters

9
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BLAST ˷̐ṧἊ

Access Results Biosequence ʕ ự˺̓Ѥ ͐ˤự͙ᴜḓ▀ḙˤự͙ᴜ⁄Ϯ Ϸѱѻ. 

˺̓ᵑṪἍ ᴎᶔóView  Resultsôᵑ ᵚ Ἕ⅝. Ẅג↕♇ᵑỰᴛ̆
⁴͙ᴜ╙‰ҥ╪ Ἕ⅝.

View Results

Filter Results ᵠ╙ ˤự˺̓ᵑṉ˿ ὡ▓ᾋѱѻ.

ˤựἌ⁸͝╪

ҍⱳ̱͝╪
♬ᴑỮἝ
♬Ṓ

╪ᾎ ᾅ⁄ҍ ḓ
ẋ ⱳᶷ ʺⱨ₡͙

ˤựἌ⁸ḓҍⱳ̱
ᾎ ᾅ╥ Alignment ᾎ▬

ὃὰὭὫὲάὩὲὸὒὩὲὫὸὬ

ὗόὩὶώὒὩὲὫὸὬ

ὃὰὭὫὲάὩὲὸὒὩὲὫὸὬ

ὛόὦὮὩὧὸὒὩὲὫὸὬ

ὔόάὦὩὶέὪὓὥὸὧὬὩί

ὃὰὭὫὲάὩὲὸὒὩὲὫὸὬ
ὉὼὴὩὧὸὥὸὭέὲὠὥὰόὩ

Match

BLAST Ἄ⁸┬ỢἛ ╬ ͙
Å Sequence Identity Ṋᴛ ♬ᴑӋѱѻ.

Å Ѿὣ ӈ מ͎ ╘ и╘ ♬ᴑ ᵙ ᵑ Ṓ⁴ּׁשѱѻ.

Å Ṭ▀ Ѥ ẙʼự ἐ╖ᴛ ᾎӋѱѻ.

Å 'Alignmentó⁄Ἄ ỮἝ♬ᴑ ♬Ṓᵑ ╬ ὡ▓ᾋѱѻ.

Å Subject₮ ḈᵙṒ͙Ѥ Ṋҵ╥ ⁄Ἄ Ợ↔ ὡ ▓ᾋѱѻ.

Å ᵑ ᵚ ⁴ ̕ᴐ ♬ṒᵑṖ ὡ▓ᾋѱѻ.

Å XLSX ˺̓ѻ⇔ᴛӥʺ ʺѫ ѱѻ.

Mismatch

10

Alignment͝╪:
88+4=92
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Reaction searches ḙ╞ᾏˤự‡ᴛѤᶹֿפᶘ, CAS Registry Numbers, ᶷἌᾏṊ▫
(DOI) ֞Ѥ̯ⱳᾏ╪ʺѫ ѱѻ.

Å ˺̓Ѥҿ▀ ḙ╞ᶹḓỸἛᶹ╙ ѤScheme, Transformation, 
Documentᴛ͎ᴹ ὡ▓ᾋѱѻ.

Å Scheme╖ᴛ͎ᴹ ӈ˿↕⁄ Ἄ, ♬ᴑὣἌѤˤự̕ᴐҵ, Ӯᴜ▀, 
ὡ═, ᾅ ὡὣἌᴛ♬ᴑ ὡ▓ᾋѱѻ.

Å Scheme Ͽḙ╞ᾏө╘ὡ═ὣἌҍᴛ♬ᴑӋѱѻ.

Ḗ╛ᾌˡỮ

Reactions ἐ

ḙ╞ᾏ̯ⱳᵑἐ ⁴ ︡

Structure ᵰ ᴛ̯Ṫ ͙

ᶹֿ̯פⱳ ╬

ḙ╞ᾏ╥ὡ═

ҿ▀ Scheme╥ᶛӧḙ╞ᾏ
ủ Ṓ͙

ḙ╞ᾏᶷ ╬ ͙

ḙ╞ᾏ♬ṒỮἝṒ͙

ᶹֿפἝṨ♬Ṓ ╬

ḙ╞ᾏ˺̓ ͙
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ᵰ Ṓ͙

ḙ╞ᾏ˺͎̓ᴹ ṉ˿ ͙

ᾒ ᴛ ז⁸


























