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Figure 7. Density difference contours along the C-C axes of (a) C2H2,
(b) C2H, and (c) C2. Density differences for values larger than 0.05
and less than-0.05 electrons/Å3 are truncated.dz ) 0 corresponds the
position of the surface layer. The calculation has been carried out in a
3 × 3 surface unit cell with 16k points in the SBZ.

Figure 9. Calculated LDOS (a) image and (b) profiles along the C-C
axis for C2H2 chemisorbed on Cu(001), where∆z ) 0 corresponds to
tip-surface distances ofz0 ) 5, 6, 7, 8, 9, and 10 Å, (a)z0 ) 6 Å. The
geometric configuration of the chemisorbed C2H2 is indicated in the
LDOS image. The calculation was carried out using a 4× 4 surface
unit cell with 16 points in the SBZ and Gaussian broadening ofσ )
0.25 eV.21

Additions and Corrections J. Phys. Chem. BA

10.1021/jp021974b CCC: $22.00 © xxxx American Chemical Society
PAGE EST: 1.5Published on Web 00/00/0000



10.1021/jp021974b
Published on Web 00/00/2002

Figure 10. Calculated LDOS (a) image and (b) profiles along the C-C
axis for C2H chemisorbed on Cu(001), where∆z ) 0 corresponds to
tip-surface distances ofz0 ) 5, 6, 7, 8, 9, and 10 Å, (a)z0 ) 6 Å. The
geometric configuration of the chemisorbed C2H is indicated in the
LDOS image. Same surface unit cell,k-point set, andσ as in Figure 9.

Figure 11. Calculated LDOS (a) image and (b) profiles along the C-C
axis for C2 chemisorbed on Cu(001), where∆z ) 0 corresponds to
tip-surface distances ofz0 ) 5, 6, 7, 8, 9, and 10 Å, (a)z0 ) 6 Å. The
geometric configuration of the chemisorbed C2 is indicated in the LDOS
image. Same surface unit cell,k-point set, andσ as in Figure 9.
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