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Table S1. NMR data for 3-lipid I (3), 3-lipid II (4), 3-lipid I (S. aureus, 5) and 3-lipid I (E. faecalis, S. pneumoniae, 6) in D,0.”

3-lipid 1[3] 3-lipid 11 [4]

3-lipid I (S. aureus) [5] 3-lipid 1 (S. pneumoniae, E.

faecalis) [6]

position S¢ Sy mult. (J in Hz) 8¢ Symult. (Jin Hz) S¢ Sy mult. (J in Hz) S¢ Sy mult. (J in Hz)

1 179.8 - 179.8 - 179.9 - 181.4 -

2 51.0 420-4.10m 51.0 4.15-4.12m 51.0 4.16-4.10m 51.1 4.19-4.14m

3 1740 _ 1740 - 174.0 - 174.1 -

4 780  435q(72) 496 435q(7.1) 49.8 430q(7.2) 50.2 431-429m

5 174.1 - 1741 - 174.2 - 174.8 -

6 54.2 425-422m 54.3 424 -420 m/ 54.3 426—-4.17m 54.3 429—-424m

7 175.7 - 175.7 - 175.6 - 175.8 -

8 31.7 2.32t(7.8) 31.8 2.34-233m 31.8 2.37-228 m 31.9 2.33-228m

9 28.1 220-2.15m/ 28.2 2.19-2.17m/ 28.1 220-2.16 m/ 28.2 220-2.14 m/
1.93-1.89 m 1.93-1.89 m 1.93-1.88m 1.93-1.88m

10 54.2 420-4.10m 53.7 424 -420 m/ 54.3 426—-4.17m 54.3 429—-424m

11 1758 - 175.7 - 175.5 - 175.9 -

12 49.9 429q(7.2) 50.0 432-427m 78.0 426-4.17m 78.2 429-424m

13 173.6 - 173.6 - 173.6 - 173.7 -

14 49.6 425-422m 78.4 432-427m 49.5 4.37q(7.2) 49.5 4.36q(7.2)

15 79.9 3.80 dd (9.6, 9.6) 77.9 3.86-3.81m 79.9 3.80 dd (9.6, 9.6) 79.9 3.80dd (9.7,9.7)

16 534 420-4.10m 53.5 4.15-4.12m 534 4.16—-4.10m 533 4.19-4.14m

NHAc- 174.1 - 1744 - 174.1 - 174.1 -

C=0

NHACc- - - 1742 - - - - -

C=0

NHAc- 22.2 2.02s 22.2 2.01s 22.4 2.02s 223 2.00s

CH;

NHAc- - - 22.1 2.07s - - - -

CH;

17 94.7 5.50-547m 94.2 5.50-547m 94.7 5.50-548 m 94.8 5.50-546m

18 73.0 3.98-3.96 m 73.8 3.98-3.89 m 73.0 3.98-3.96 m 73.1 3.99-3.94m

19 68.0 3.66 dd (9.6, 9.6) 72.4 398 -3.89 m 68.0 3.66 dd (9.6, 9.6) 68.2 3.64 pt (9.7)

20 60.3 3.92-3.84m 61.1/ 3.98-3.89 m/ 60.3 3.90-3.83 m 58.2 391-3.85m

59.7 3.79-3.74 m

21 174 135d(72) 174 135d(72) 17.4 135d(7.2) 17.5 1.34d(7.1)

22 186  139d(7.2) 187  1.40d(7.2) 16.9 1.46 d (7.2) 17.0 1.45d (7.2)

23 30.5 1.87-1.77 m 30.5 1.86—-1.82 m/ 30.7 1.83-1.73 m 30.7 1.83 -1.76 m

1.81-1.79 m

24 22.0 1.52-147m 22.2 1.45-1.39 m 22.2 1.56 - 1.51 m 22.2 1.53-1.50 m

25 26.3 1.72-1.70 m 26.5 1.69 — 1.66 m 27.8 1.72-1.70 m 27.7 1.72 -1.70 m

26 390 3.02t(7.5) 392 2.97t(7.0) 39.0 3231(6.7) 38.9 326-323m

27 1776 - 1776 - 177.7 - 177.9 -

28 168  1.46d(7.3) 169  1.47d(6.9) 18.7 1.43 d (6.8) 18.7 1.42.d (6.9)

29 165  1.43d(6.8) 165  1.46d(6.8) 16.6 1.38d(7.2) 16.7 1.38d (7.1)

30 63.1 4.54-4.49 m 63.1 451 -449m 63.2 4.54-4.49 m 63.2 452 -447m

31 1193 546t (7.1) 1193  5.461¢(6.9) 119.3 546 (6.7) 119.3 5.46 1 (6.8)

32 1432 - 1432 - 143.2 - 143.2 -

33 38.8 2.15-2.11m 38.8 2.14-2.11m 38.8 2.15-2.11m 38.9 2.15-2.11m

34 25.5 220-2.15m 25.6 2.19-2.17m 25.5 220-2.16 m 25.5 220-2.14 m
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3-lipid 1 [3]

3-lipid 11 [4]

3-lipid I (S. aureus) [5]

3-lipid I (S. pneumoniae, E.

faecalis) 6]
position S¢ 8y mult. (J in Hz) 8¢ Symult. (Jin Hz) d¢ 8y mult. (J in Hz) d¢ 8y mult. (J in Hz)
35 1242 522t(65) 1242 523t(64) 1242 5221(6.7) 1244 5231(6.8)
36 136.7 - 136.7 - 136.7 - 136.8 -

37 388  2.04t(7.1) 388  2.05t(7.7) 38.8 2.04t(7.1) 38.9 2.02t(7.5)
38 25.8 2.15-2.11m 25.8 2.14-2.11m 25.8 2.15-2.11m 25.9 2.15-2.11m
39 1244 520t(7.8) 1244 520t (6.4) 124.4 5201(6.7) 1245 521-5.16m
40 1334 - 1335 - 133.4 - 133.4 -
41 - 1.64s 17.0 1.64s 17.0 1.64s 17.0 1.64s
42 24.9 1.70 s 24.9 1.71s 24.9 1.71s 25.0 1.70 s
43 15.7 1.74 s 15.7 1.74 s 15.7 1.74 s 15.7 1.73 s
44 15.3 1.64s 15.3 1.64s 15.3 1.64s 15.3 1.63 s
45 - - 100.1  4.63d(8.3) 171.0 3.82s 172.1 -
46 - - 75.9 346-341m 42.5 391s 52.2 423-421m
47 - - 70.3 346-341m 172.2172.1/ - 172.0 -
172.0
48 - - 74.0 3.58 pt (8.6, 8.6) 42.6/42.5 4.03s/4.01s 49.9 421-4.19m
49 - - 56.1 3.79-3.74m 172.2172.1/ - 16.6 1.37d(7.2)
172.0
50 - - 61.1/  3.98-3.89m/ 42.6/42.5 4.03s/4.01s 19.2 1.55d(7.1)
59.7 3.79-3.74m
51 . . - - 1722172,/ - - -
172.0
52 - - - - 42.4 4.08 s - -
53 - - - - 169.9 - - -
54 - - - - 41.2 - - -
* Recorded at 700 MHz and 500 MHz ("H) and 150 MHz ("°C).
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Figure S1: Temperature dependency of "H-NMR spectra of farnesyl lipid I analog 3.
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Figure S2: Temperature dependency of *'P-NMR spectra of farnesyl lipid I analog 3.
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o o)
o<
76

19

Fmoc-D-Glu(O-tBu)-OH (1.50 g, 3.53 mmol) and DMAP (86.1 mg, 705 umol) were dissolved in
(1 M in
CH,Cl,, 4.23 mL, 4.23 mmol) were added. After stirring for 2 h at rt, the reaction was filtered over
reduced

20 mL EtOAc and cooled to 0 °C. 2-(trimethylsilyl)ethanol (758 pL, 5.29 mmol) and DCC

celite and the residue was washed with EtOAc (2 x 20 mL). The solvent was removed under

pressure and the crude product was purified by flash chromatography (15% EtOAc/cyclohexane) to

yield 1.77 g (3.37 mmol, 96%) of a white solid.
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