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Mnova IUPAC Name (Part Ill)

Our current achievement is generating of Preferred IUPAC Names (PIN) for

1. unbranched rings assemblies of 3 through 6 identical cyclic systems
2. branched rings assemblies.

For rings assemblies of 3 through 6 identical cyclic systems IUPAC recommends new
numbering system. The new system composed of primary and composite locants,
where primary locant indicates the position of cyclic system in assembly and composite
locant is the locant inside this system.

PIN for the molecule above is 11,2*:233%-terphenyl
The old name 1,1":3',1"-terphenyl is also acceptable but not preferred.

Preferred IUPAC names for branched ring assemblies are forming by substituting into
the longest unbranched assembly.

If necessary, the criteria for selecting the principal chain are:
- the longest chain

- the maximum number of substituents

- the lowest locants for substituents as set

- then alphanumerical order

(According the page 347 of IUPAC Blue Book 2013)
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For instance, for this molecule PIN is 23-cyclopropyl-11,21:22,31-

tercyclopropane
But name 3'-cyclopropyl-1,1":2',1"-tercyclopropane is also acceptable.

The table below contains names of several assemblies generated by MestreLab/Name,
and the other 3 applications. The correct IUPAC names are bolded, acceptable names
highlighted with italic. Their correctness is checked according to IUPAC Blue Book
2013 (Nomenclature of Organic Chemistry. IUPAC Recommendations and Preferred
Names 2013), pages 348-349,389.

Molecule MestreLab/Name | Supplier 1/Name Supplier 2/Name Supplier 3/Name
11,2":2%,3- 4-cyclohexylidene-
[ [17,2":243"- [1,1%4,1" y. Y
U tercyclohexane]- [1,1'-
O/ 1(2).22 3*-triene tercyclohexane]- tercyclohexane]- bi(cyclohexane)]-2,2'-

12,22,243")-triene | 1(1)2.,2"triene diene

11212331 Structure contains -phenyl-1,1"3,1"- biphenyl
terpheny| afragment which | terpheny/

O O is not allowed in

current version!

O 2°-phenyl- 3,5-diphenyl-1,1'-
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current version!

) 35-([1,1"- tructure contains | 5011 bphenyg | 335D
O O 11'21:23'31:33'1"1:['3' . g . y, I qun g, g1 \/I})phenyl]_1'1l_
5'-quinquephenyl | 'S not allowed in 1,1:3,1"3"1":3",1 bipheny!
current version! "-quinquephenyl
O O O 23,24,25,2°- _ o 2,3,4,5,6-
tetraphenyl- Structure contains | 3,4,5,6- pentaphenyl-1,1'-
O 112122 31. a fragment which tetraphenyl- biphenyl
O O te'rpher;yl is not allowed in 1,12, 1"-terphenyl
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