Preparation and enzymatic resolution of 3-hydroxy fatty acid nicotinyl esters.
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3-hydroxy hexanoic acid pyridin-3-ylmethylester (4a). Following the general
procedure (A) from the substrate 3a (221.3 mg, 0.1 mmol) the title molecule was
obtained as a yellow oil (197 mg, 88% yield). "H-NMR (CDCls, 500 MHz) & (ppm):
8.61-8.51 (m, 2H), 7.68 (dt, J = 7.9, 2.0 Hz, 1H), 7.30 - 7.23 (m, 1H), 5.14 (s, 2H),
4.04 (tt, J = 8.1, 3.9 Hz, 1H), 2.57 - 2.49 (m, 1H), 2.49 - 2.42 (m, 1H), 1.55 - 1.43 (m,
2H), 1.43 - 1.37 (m, 2H), 1.37 - 1.29 (m, 1H), 0.90 (t, J = 7.0 Hz, 3H); "*C-NMR
(CDCls, 126 MHz) § (ppm): 172.4, 149.5, 149.4, 136.0, 131.5, 123.5, 67.69, 63.71,
41.6, 38.9, 30.3, 29.6, 18.6, 13.9; IR v: 3310; 3052; 2956; 2924; 2871; 1732; 1158;
1025; 794; 710 cm™"; HPLC Waters SunFire™ C18 3.5um 2.1 x 100 mm; ACN: H,O
90:10; 0.3 ml/min t. = 6.044min; Anal. Calcd for C1,H17NOg3: C, 64.55; H, 7.67; N,

6.27. Found: C, 64.15; H, 7.51; N, 6.08.
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3-hydroxy octanoic acid pyridin-3-ylmethylester (4b). Following the general procedure
(A) from the substrate 3b (249.3 mg, 0.1 mmol) the title molecule was obtained as a
yellow oil (189.6 mg, 76% yield). "H-NMR (CDCls, 300 MHz) § (ppm) 8.57 - 8.44 (m,
2H), 7.62 (dt, d = 7.7, 2.0 Hz, 1H), 5.09 (s, 2H), 3.97 (it, J = 7.8, 3.8 Hz, 1H), 3.14 (s,
1H), 2.55 - 2.33 (m, 2H), 1.50 - 1.28 (m, 4H), 1.22 (q, J = 5.9, 4.4 Hz, 5H), 0.85 - 0.75
(m, 3H); *C-NMR (CDCls, 75 MHz) & (ppm): 172.5, 149.5, 136.0, 131.4, 123.5, 68.0,
63.7, 41.6, 36.7, 31.6, 25.1, 22.5, 14.0; IR v: 3357; 3052; 2928; 2858; 1734; 1157;
1031; 794; 711 cm™; HPLC: Macherey-Nagel EC 250/4 Nucleodur 300-5-C4ec ;
ACN:H,0 50: 50; 1ml/min, (t- = 2.94 min); Anal. Calcd for C14H21NO3: C, 66.91; H,

8.42; N, 5.57. Found: C, 66.84; H, 8.504; N, 5.408.
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3-hydroxy decanoic acid pyridin-3-ylmethylester (4c¢). Following the general
procedure (A) from the substrate 3¢ (277.4 mg, 0.1 mmol) the title molecule was
obtained as a yellow oil (209 mg, 74% yield). "H-NMR (CDCls, 300 MHz) & (ppm):
8.57 - 8.44 (m, 2H), 7.62 (dt, J = 7.8, 2.0 Hz, 1H), 7.27 - 7.16 (m, 1H), 5.09 (s, 2H),
3.96 (dq, J = 8.0, 4.0 Hz, 1H), 3.13 (s, 1H), 2.55 - 2.43 (m, 1H), 2.38 (d, J = 16.2 Hz,
1H), 1.53 - 1.24 (m, 4H), 1.18 (d, J = 5.1 Hz, 7H), 0.85 - 0.74 (m, 3H); *C-NMR
(CDCls, 75 MHz) § (ppm): 172.5, 149.5, 136.0, 131.4, 123.5, 68.0, 63.7, 41.6, 36.7,
31.7,29.4,29.2, 255, 22.6, 14.0; IR v: 3324; 3049; 2952; 2925; 2854; 1734; 1156;
1055; 793; 711 cm™; HPLC: Macherey-Nagel EC 250/4 Nucleodur 300-5-C4ec ;
ACN:H,0 50:50, 1ml/min (t- = 3.52 min); Anal. Calcd for C16H25NO3: C, 68.79; H,

9.02; N, 5.01. Found: C, 68.54; H, 8.886; N, 4.943.
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3-hydroxy dodecanoic acid pyridin-3-ylmethylester (4d). Following the general
procedure (A) from the substrate 3d (305.4 mg, 0.1 mmol) the title molecule was
obtained as a yellow oil (274 mg, 89% vyield). '"H-NMR (CDCls, 500 MHz) § (ppm):
8.55-8.43 (m, 2H), 7.62 (dt, J = 7.8, 2.0 Hz, 1H), 7.21 (dd, J = 8.1, 5.1 Hz, 1H), 5.08
(s, 2H), 3.97 (tdd, J = 8.1, 4.5, 3.4 Hz, 1H), 2.48 (dd, J = 16.1, 3.5 Hz, 1H), 2.40 (dd,
J=16.1, 8.8 Hz, 1H), 1.52 - 1.40 (m, 1H), 1.40 - 1.30 (m, 2H), 1.30 - 1.18 (m, 9H),
1.10 (d, J = 5.3 Hz, 1H), 0.80 (t, J = 6.9 Hz, 3H); ®*C-NMR (CDCl3, 126 MHz) § (ppm):
172.4,149.5, 136.0, 131.4, 123.4, 68.0, 63.7, 41.6, 36.8, 31.8, 29.5, 29.5, 29.3, 25.5,
22.6, 14.1; IR v: 3177; 3066; 2956; 2918; 2849; 1733; 1161; 1020; 710 cm™"; HPLC:
Macherey-Nagel EC 250/4 Nucleodur 300-5-C4ec ; ACN:H,0O 50:50 1ml/min,(t; =
4.56 min); Anal. Calcd for C1gH29NO3: C, 70.32; H, 9.51; N, 4.56. Found: C, 70.54; H,

9.732; N, 4.706.
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3-hydroxy tetradecanoic acid pyridin-3-ylmethylester (4e). Following the general
procedure (A) from the substrate 3e (333.5 mg, 0.1 mmol) the title molecule was
obtained as a yellow solid (274.4 mg, 82% vyield). '"H-NMR (CDCls, 500 MHz) § (ppm)
8.54 (s, 1H), 8.50 (d, J = 4.9 Hz, 1H), 7.62 (d, J = 7.8 Hz, 1H), 7.22 (dd, J = 8.2, 5.1
Hz, 1H), 5.09 (s, 2H), 3.96 (it, J = 7.9, 3.8 Hz, 1H), 2.48 (dd, J = 16.2, 3.4 Hz, 1H),
2.40 (dd, J = 16.2, 8.8 Hz, 1H), 1.46 (it, J = 10.7, 4.5 Hz, 1H), 1.36 (dtd, J = 13.9, 9.7,
4.3 Hz, 2H), 1.19 (s, 15H), 1.11 (d, J = 5.7 Hz, 1H), 0.80 (t, J = 6.8 Hz, 3H); ">*C-NMR
(CDCls, 126 MHz) § (ppm): 172.5, 149.6, 149.6, 136.0, 131.4, 123.5, 77.3, 77 1,
76.8, 68.0, 63.8, 41.5, 36.7, 31.9, 29.6, 29.6, 29.5, 29.5, 29.3, 25.5, 22.7, 14.1; IR v:
3422; 3187; 2952; 2915; 2847; 1734; 1161; 787; 710 cm™"; HPLC: Macherey-Nagel
EC 250/4 Nucleodur 300-5-C4ec ;: ACN:H>0 50:50 1.5ml/min (t. = 4.20 min); Anal.

Calcd for CxoH33NOs: C, 71.60; H, 9.91; N, 4.21. Found: C, 71.68; H, 10.24; N, 4.23.
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3-hydroxy hexadecanoic acid pyridin-3-ylmethylester (4f). Following the general
procedure (A) from the substrate 3f (361.5 mg, 0.1 mmol) the title molecule was
obtained as a yellow solid (316 mg, 86% yield). "H-NMR (CDCls, 500 MHz) & (ppm):
8.51 (d, J = 2.2 Hz, 1H), 8.46 (dd, J = 4.9, 1.7 Hz, 1H), 7.61 (dt, J = 7.9, 2.0 Hz, 1H),
7.20 (dd, J = 7.8, 4.8 Hz, 1H), 5.07 (s, 2H), 3.97 (tt, J = 8.2, 4.0 Hz, 1H), 2.51 - 2.36
(m, 2H), 1.50 - 1.29 (m, 4H), 1.17 (s, 17H), 0.79 (t, J = 6.9 Hz, 3H); *C-NMR (CDCls,
126 MHz) § (ppm): 172.3, 149.4, 136.0, 131.5, 123.4, 67.9, 63.6, 41.7, 36.8, 31.9,
29.6, 29.6, 29.5, 29.5, 29.3, 25.5, 22.6, 14.0; IR v: 3179; 3073; 2952; 2916; 2848;
1732; 1160; 1026; 710 cm™"; HPLC: Macherey-Nagel EC 250/4 Nucleodur 300-5-
C4ec ; ACN:H,0 60:40 1,5ml/min (t- =5.73 min); Anal. Calcd for Co,H37NO3: C,

72.69; H, 10.26; N, 3.85. Found: C, 72.48; H, 10.33; N, 3.710.
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3-hydroxy octadecanoic acid pyridin-3-ylmethylester (4g). Following the general
procedure (A) from the substrate 3g (389.5 mg, 0.1 mmol) the title molecule was
obtained as a yellow solid (365.5 mg, 93% vyield). '"H-NMR (CDCls, 500 MHz) §
(ppm): 8.63 - 8.54 (m, 2H), 7.69 (dt, J = 7.8, 1.9 Hz, 1H), 7.29 (dd, J = 8.5, 4.1 Hz,
1H), 5.16 (s, 2H), 4.04 (it, J = 7.9, 3.8 Hz, 1H), 2.55 (dd, J = 16.1, 3.4 Hz, 1H), 2.47
(dd, J =16.2, 8.8 Hz, 1H), 1.57 - 1.38 (m, 3H), 1.38 - 1.25 (m, 22H), 0.87 (t, J =6.9
Hz, 3H); "*C-NMR (CDCl;, 126 MHz) &§ (ppm): 172.5, 149.5, 136.0, 131.5, 123.5,
68.0, 63.7, 41.5, 36.7, 31.9, 29.66, 29.62, 29.55, 29.49, 29.3, 25.5, 22.7, 14.1; IR v:
3416; 3187; 3073; 2916; 2848; 1734; 1161; 709 cm™'; HPLC: Macherey-Nagel EC
250/4 Nucleodur 300-5-C4ec ; ACN:H20 70:30; 1,5ml/min; t. = 2.91 min; Anal. Calcd

for C24H41NO3: C, 73.61; H, 10.55; N, 3.48. Found: C, 73.32; H, 10.59; N, 3.517.
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