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Fig. 1 Geometry optimized (CASTEP) (a) AP and (b) P p-sheet
structures of Alas, and their 'H solid state NMR spectra with MAS
rates of 17.8 and 700 kHz. Both structures have two different
molecules per unit cell.
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Fig. 1. "H-""N correlation pulse seqguence for f- HMQC (a) and O-HMOC (b "N SQ
coherences are selected by phase cycling of "N pulses in the both sequences. In D-
HMOQC expenment, 5R4:, spanning mrt, is applied during excitation and reconver

sion periods. Interval between SR4] sequence and = pulse, kr,, must be precisely
synchronized with the rotor period o maximize echo. The evolution me ry must
also be rotor-symchronized.
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Fig. 5. 'H-""N D-HMQC spectrum of glycine at 70kHz MAS at 11.7T. Single
quantum coherences were selected in the "N dimension. An Skrﬁ recoupling
period of 18 1, (257 ps) was applied during both the excitation and reconversion
periods. 128 rotor-synchronized ty increments (Af = 1/v.= 143 ps) with 2 scans
per t; point were collected. The total number of scans was 512, The ™N pulse
widths were 11.5 us, applied at 2.9 kHz (81 ppm). Slices along 'H and "N
dimensions are also shown.
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Fig. 7. "H-""N D-HMQC spectrum of glycyl-i-alanine at 70 kHz MAS at the magnetic [E2RDEAMEIBFL T+

field of 11.7 T. Single quantum coherences were selected in the "*N dimension. An IZ&>TEHEEEShTHY,

SRfﬁ recoupling period of 8 ©, (114 ps) was applied during both the excitation and o = 48 - S
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reconversion periods. 16 rotor-synchronized ) increments (Afy = 1/v, = 14.3 ps) E OFEﬁ [‘Fﬁt] 3OkHZ[“%3:D J:

with 2 scans per f; point were collected. Total number of scans was 64, The My /U'C‘[, \6_ 3;5"%"[:}"'L'\L\Z/\°7

pulse widths were 7 ps and applied at 21.0 kHz (581 ppm). H slices through the = = -
two "H-"N resonances, and experimental and calculated "N projections are also F)meEﬁF’DEEEMAS(“

shown. Calculated spectra were obtained using the previously reported values J:O_C, 14N;X7_E_C°0):/7 j_
(qee =3.25 MHz, iy = 0.4 for NH and qce = 1.25 MHg, 1 = 0.51 for NH; ) [25]. )HDEEU 75§7;L\
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