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ts of ethynyl substituents on singlet-triplet gaps in 
y
lobutadiene. These spe
ies are involved in BergmanCy
lization rea
tionsa and are possible intermediates in the formation of fullerenes and graphite sheets.b Predi
tion of the singlet-triplet splitting in 
y
lobutadiene is 
hallenging for single-referen
e ab initio methods su
h as HF, MP2 or DFT be
ause of Jahn-Tellerdistortions and the diradi
al 
hara
ter of the singlet state. Ethynyl substituents in 
y
lobutadienes are thought to stabilize the tripletstates and invert the order of the singlet and triplet in some of them. We determined the singlet-triplet energy splittings in substituted
y
lobutadienes using the equations of motion spin �ip 
oupled 
luster with single and double ex
itations (EOM-SF-CCSD) methodthat a

urately des
ribes diradi
al states and singlet-triplet gaps in diradi
als.
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