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4-Oxo-B-ion) thyl-tripheny bromide (38):

To a solution of PPhsHBr (10.3 g, 28.6 mmol) in anhydrous methanol (100 mL) was
added 36 (6.7 g, 28.6 mmol) in methanol (100 mL). After stirring for 75 h at room

temp., the solvent was evaporated and 38 (10.57 g, 18.9 mmol, 66 %, lit.** yield: 84 %)

was obtained as a yellow solid. (m.p. 50 °C). The NMR spectra correspond to the
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I Model Fischer ification with 1 and 2J. . . .

1 Background cl CH,

Our research project requires a target ester, whose starting material requires 15
synthetic steps. We decided to optimize the conditions of this Fischer esterifi-
cation by preparing a closely related analogue 3. The starting materials in this 38
‘model reaction is the readily available benzoic acid (1) and i-PrOH (2). b
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Aspirin, also known as acetylsalicylic acid
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Chemical space - Basic properties

Molecular weight distribution of the extracted molecules
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Chemical space - Structural similarity

50% of the molecules had its most similar pair within

0.05 dissimilarity;
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Chemical space - Typical ring systems
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Number of patents

Chemical structures per document

Distribution of number of exact structures per patent document
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Chemical space overlap of two targets 1.
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Chemical space overlap of two targets 2.

Chemical similarity based overlap between two targets
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