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Figure S1

—

Human 1 KKV KGDTVELTCTA SIQIH NSNO I NQ 40
Mouse (1) 1 KTL EGESA PCES I TV.ET FSDOR QH 40
Mouse (2) 1 KTL® EGESA PCES ITVIET F-DOR QH 40
Human 41 ¢ -SFLTK KLN - A RRSLWDQON KN I E77
Mouse (1) 41 KGVI IRCGS QF- - F KKGAVWEK®S NKI. KME 79
Mouse (2) 41 ¢ KGV I IR - -GS QF F KKGAWEK©S NK ML 79
Human 78 D ViEDQ Q' L 98

Mouse (1) 80 Q LI NR ELW 100

Mouse (2) 80 Q LENR ELW 100

FIGURE S1: Two alternative sequence alignments of murine CD4 with human CD4.

The alignments differ in the loop region C’’D, which represents part of the gp120 binding site
and are based on previous data from the literature: Mouse(1) is aligned according to
references [2, 3], while Mouse(2) was aligned according to reference [1]. The stretch
covered by mCD4-M (residues 22 to 66) is highlighted in green. Model evaluation (see
supplementary data below) revealed that Mouse(1) represents the more suitable alignment for
model building. Therefore, this alignment is also shown in Fig. 1a.

TABLE S1: Model evaluation. Evaluation of murine CD4 models (mCD4-model 1, 2)
resulting from the different sequence alignments shown in Fig. S1. All structural parameters
indicate that model 1 of mCD4 has a superior quality than model 2.

mCD4-model 1 mCD4-model 2
QMEAN-score 0.66 0.63
QMEAN Z-score -1.71 -2.03
PSQs! -0.28 -0.26
ProSA -6.14 -5.81

‘typical score for PDB -0.3
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FIGURE S2: QMEAN scores (left) and QMEAN Z-scores (right) of a) mCD4-model 1, b)
mCD4-model 2
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FIGURE S3: ProSA model evaluation of a) mCD4-model 1, b) mCD4-model 2. Left: Z-
score in comparison to a range of Z-scores characteristic for native protein structures of
similar size. Right: per residue energy profile. Low values indicate a favorable energy.
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