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Figure S1. The secondary mass spectra of (a) impurity 1, m/z 615.7393; (b) impurity
3, m/z 631.0739; (c) impurity 5, m/z 631.0743; (d) impurity 7, m/z 615.7392; (e)
impurity 8, m/z 625.7416; (f) impurity 9, m/z 631.0746; (g) impurity 10, m/z 621.0717;
(h) impurity 11, m/z 621.0708.
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Figure S2. Plausible fragmentation pathways of (a) N-methylene-Cbf-14 (represented as impurity 2, and impurity 4, 6 were similar); (b)
N-ethylidene-Cbf-14 (represented as impurity 1, and impurity 7 was similar); (c) N-(2-hydroxyethylidene)-Cbf-14 ( represented as impurity 10,
and impurityl1 was similar); (d) N-(3-hydroxypropylidene)-Cbf-14 (impurity 8); (e) N-(2,3-dihydroxypropylidene)-Cbf-14 (represented as

impurity 3, and impurity 5, 9 were similar).
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Figure S3. Deduced structures of compounds in this study. (a) Cbf-14; (b)
N-methylene-Cbf-14 (impurity 2, 4, 6); (c) N-ethylidene-Cbf-14 (impurity 1, 7); (d)
N-(2-hydroxyethylidene)-Cbf-14 (impurity 10, 11); (e) N-(3-hydroxypropylidene)-
-Cbf-14 (impurity 8); (f) N-(2,3-dihydroxypropylidene)-Cbf-14 (impurity 3, 5, 9).

* The impurity formed when Cbf-14 reacted with 3-hydroxypropanal (as shown in Fig 3e at tr
24.8 min) was not detected in the gel.



