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Figure 1. Ca trace of Src tyrosine kinase catalytic domain highlighting in different colours

the structural regions (a—e) depicted in Figure 2 of the main text.
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Figure 2. Detailed view of the hinge region in both the open (cyan ribbon) and closed forms
of the Src holoenzyme. Helix C (red cylinder) has been used for superimosing both structures
so as to highlight strand displacements. This supplement is available in JPEG format

(Mendieta_Supp.jpg).
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AMBER PREP file for ADP

0 0 2
ADP3-
atf.data
ADF INT 1
CORRECT OMIT DU BEG
0.0
1 DU DU M 0.000000 0.000000 0.000000 0.000000
2 DU DU M 1.000000 0.000000 0.000000 0.000000
3 DU DU M 1.000000 1.000000 0.000000 0.000000
4 03B 0s M 11.229000 =-0.104000 =-0.773000 -0.930618
5 PB P M 10.837000 -1.684000 -0.609000 1.279020
6 0O1B 02 E 9.367000 -1.694000 -0.593000 -0.930618
7 02B 02 E 11.536000 -2.345000 0.506000 -0.930618
8 03A 0s M 11.375000 =-2.315000 -1.963000 -0.317167
9 PA P M 10.677000 -2.716000 -3.347000 1.073710
10 OlA 02 E 9.984000 -4.014000 =-3.162000 -0.972744
11 02A 02 E 9.855000 -1.611000 -3.892000 -0.972744
12 05! oS M 11.901000 =-2.931000 -4.268000 -0.449500
13 C5" CT M 12.765000 -1.786000 -4.647000 -0.022553
14 H5'1 HI1 E 13.528000 -1.640000 -3.883000 0.118770
15 H5'2 H1 E 12.157000 -0.885000 -4.730000 0.118770
16 c4" CT M 13.390000 =-2.056000 -5.899000 0.122030
17 H4! H1 E 13.964000 -1.175000 -6.187000 0.166850
18 04" oS E 14.279000 -3.162000 -5.900000 -0.386076
19 C3" CT M 12.338000 -2.346000 -6.976000 0.138880
19 H3' H1 E 11.378000 -1.893000 -6.730000 0.053710
20 03" OH S 12.742000 -1.826000 -8.266000 -0.628799
21 HO'3 HO E 11.914000 -1.483000 -8.773000 0.411280
22 c2' CT M 12.366000 -3.864000 -7.106000 0.133400
23 H2' H1 E 11.669000 -4.255000 -6.366000 0.097320
24 02" OH S 12.010000 -4.491000 -8.327000 -0.603634
25 HO'2 HO E 11.258000 -3.954000 -8.782000 0.389400
26 Cc1l' CT M 13.876000 -4.170000 -6.859000 0.096000
27 H1' H1 E 14.458000 -4.089000 -7.777000 0.129180
28 N9 N* M 13.988000 -5.428000 =-6.075000 -0.023033
29 C8 CK M 13.098000 -5.951000 -5.127000 0.078510
30 H8 H5 E 12.167000 -=5.497000 -4.790000 0.247240
31 N7 NB M 13.605000 -7.098000 -4.724000 -0.583894
32 C5 CB M 14.775000 =-7.352000 -5.386000 0.098070
33 C6 CA M 15.693000 -8.411000 -5.354000 0.674200
34 N6 N2 B 15.513000 =-9.481000 -4.577000 -0.883754
35 Ho6l H E 16.207000 -10.242000 -4.578000 0.398200
36 H62 H E 14.679000 =-9.546000 -3.976000 0.398200
37 N1 NC M 16.708000 -8.205000 -6.182000 -0.771792
38 C2 CQ M 16.932000 -7.134000 -6.975000 0.563920
39 H2 HS5 E 17.833000 -7.107000 -7.588000 0.047710
40 N3 NC M 16.079000 -6.109000 -7.029000 -0.739670
41 c4 CB M 15.082000 -6.305000 -6.242000 0.314830

LOOP CLOSING EXPLICIT

o4' C1'
c4 C5
c4 N9
IMPROPER

c8 Cc4 N9 c1l'
cé H6l N6 H62
N7 N9 C8 H8
N1 N3 C2 H2
C5 N1 Cé6 N6

DONE
STOP



AMBER PREP file for ATP

0 0 2
ATP4-
atf.data
ATF INT
CORRECT OMIT DU
0.0
1 DU
2 DU
3 DU
4 03G
5 PG
) 01G
7 02G
8 03B
9 PB
10 O1B
11 02B
12 03A
13 PA
14 [OX:Y
15 02A
16 05"
17 C5"
18 H5'1
19 H5'2
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23 Cc3!
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26 HO'3
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28 H2'
29 02"
30 HO'2
31 c1l'
32 H1'
33 N9
34 Cc8
35 H8
36 N7
37 C5
38 Cé6
39 N6
40 Hol
41 H62
42 N1
43 C2
44 H2
45 N3
46 c4
LOOP
o4' C1°
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C8 c4
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.0000
.7968
.3437
.6527
.4953
.5039
.4698
.6216
.6362
.4701
L4725
.5877
.6014
.4831
.4814
.5473
.4834
.0894
.0900
.4249
.0900
.4192
.5334
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.000000000
.000000000
.000000000
.972744285
.486200000
.972744285
.972744285
.416366000
.279020000
.972744285
.972744285
.317167000
.073710000
.972744285
.972744285
.449500000
.022553000
.118770000
.118770000
.122030000
.166850000
.386076000
.138880000
.053710000
.628799000
.411280000
.133400000
.097320000
.603634000
.389400000
.096000000
.129180000
.023033000
.078510000
.247240000
.583894000
.098070000
.674200000
.883754000
.398200000
.398200000
.771792000
.563920000
.047710000
.739670000
.314830000



