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Quantitative prediction of K values Problem 2

® Introduction a) Why is the order of compound classes in the figure below (from page "Single-parameter Linear Free Energy Relationships") in

the plot "ethanediol vs. octanol" almost opposite to the one in "hexadecane vs. olive oil" and "olive oil vs. octanol" (olive oil is an

@ Fragment models ester)?
@ sp-LFERs
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@ pp-LFERs b) And why are the slopes so shallow in the "ethanediol vs. octanol" plot?
® Comparison of the various methods Your knowledge from Chapter 4 will help you to answer these questions.
@ Predictive models based on molecular structure
Hexadecane vs. Octanol 6 Olive Oil vs. Octanol Ethanediol vs. Octanol
@ Critical remarks on approaches from chemical 7 Tealkanes ¢ alkanes € 1 e alkanes
engineering aalkynes s alkylic benzenes a alkynes
s~ 6 Lalkylic benzenes — 5  =alkylic acetates —5  aalkylic benzenes
S 4 E 4 e X
~ alkylic ethers & alkylic ketones = ~ alkylic ethers
B Selftest - A » P - ) -
E 5 salkylic ketones £ = alcohols . . E 4 walkylic acetates »
¥ Problems N ® alcohols . ? 4 . f 5 cycloketones A
L @ Problem1 i 4 » F . 3 vy . 353 = alcohols .
i . > 4 - 3 &
4L @ Problem 2 § .  + " 3 . . £ s -
" - = “
! @ Problem 3 z 3 o & . ;. NI 2? “
o A L) *
1 @ Answer 2, ., N 2 2 . 31 Lt
L @ Problem 4 £ o .
1 @® Answer 1 1 0
1 2 3 4 5 6 7 1 2 3 4 5 6 0 1 2 3 4 5 6
i @ Problem5 10GK: outanatrar [M?/m] 10g Ki sctanotrair [m*/m°] log Ki octamcisae [/ m’]
4 @® Answer
L @ Problem 6
4 @® Answer
L @ Problem 7
4 @ Problem 8
4L @ Problem9 U _

1vonl 18.10.10 12:21



