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Table S1

Values of density (p), apparent molar volume (V,,), speed of sound (u), adiabatic
compressibility (k) and apparent molar compressibility (K , ¢) of glycine and its peptides in
aqueous mixture of (0.100 mol kg DTAB + 0.100 mol kg™ sorbitol) at T = 298.15 K and p =
1.0x10° Pa.

m/ (mol kg?) p/(gem®)  V,,/ (cm®*mol®) w/(ms?) 108k 102K, 4/ (cm?

(Pal) mol™*Pa?)
Glycine
0 1.00491 1508.80  43.71
0.1018 1.00810 43.50 1514.10  43.27 -24.47
0.2021 1.01131 43.69 1519.42  42.83 -24.14
0.2312 1.01216 43.63 1520.86  42.71 -24.07
0.3072 1.01450 43.79 1524.72  42.40 -23.58
0.4033 1.01736 43.74 1529.51  42.02 -23.32
0.4410 1.01849 43.78 1531.41  41.87 -23.20
0.4832 1.02015 43.09 153435 41.64 -24.55
0.5872 1.02283 43.93 1538.56  41.30 -22.51
Diglycine
0 1.00491 1508.73  43.72
0.0299 1.00656 76.60 1511.24  43.50 -39.04
0.0357 1.00688 76.58 1511.70  43.46 -38.35
0.0384 1.00705 76.65 151196 4344 -38.05
0.0436 1.00739 76.60 1512.49  43.39 -40.24
0.0491 1.00767 76.09 151291 43.36 -39.22
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Standard uncertainties (u): u(T) = = 0.01 K, u(p) = + 1 kPa, u(p) = + 0.15x10% g cm?,
0.02. Molalities of glycine and its peptides are given per kg of (DTAB + sorbitol).

u(u) =05 ms?, u(m) =



Table S2

Molar enthalpies of interaction AH,,, of glycine and homopeptides are reported at different
molalities (m) in (0.100 mol kg™ DTAB + 0.100 mol kg sorbitol) at T = 298.15 K and p =
1.0x10° Pa. The molalities of glycine, diglycine, triglycine and pentaglycine in the syringe
were 0.200, 0.025, 0.025, 0.003 mol kg™, respectively. The volume of the ITC cell is 0.94
cm?® and the injection volume is 9.96 pl. All the values of AH,,, in this table are per mol of the
total amino acid added from the syringe upon corresponding injection step. The first two
columns give final molarities of glycine and its peptides and (DTAB + sorbitol) in the cell of
the ITC after each injection, respectively.

103x m / AH,, | (J mol?) 103x m/ AH,, | (J mol?)
(mol kg™ (mol kg
Glycine (DTAB + Diglycine (DTAB +
sorbitol) sorbitol)
421 97.9 23.7 0.52 97.9 22.8
6.21 96.9 23.8 0.77 96.9 22.6
8.16 95.9 23.7 1.02 95.9 10.8
10.04 95.0 23.7 1.25 95.0 5.0
11.86 94.0 23.7 1.48 94.0 -3.1
13.63 93.1 21.3 1.70 93.1 3.1
15.35 92.2 21.1 1.91 92.2 3.1
17.01 91.3 21.3 2.12 91.3 27.0
18.62 90.4 215 2.32 90.4 27.9
20.18 89.6 21.0 2.52 89.6 46.4
21.70 88.7 22.2 2.70 88.7 -0.1
23.17 87.9 21.2 2.89 87.9 -2.1
24.59 87.1 20.5 3.06 87.1 70.6
25.97 86.3 15.9 3.24 86.3 44.0
27.31 85.5 16.9 3.40 85.5 -9.9
28.61 84.7 154 3.57 84.7 -9.9
29.87 84.0 125 3.72 84.0 34.6
31.09 83.2 145 3.87 83.2 64.1
32.27 82.5 16.6 4.02 82.5 115
33.42 81.8 15.8 4.17 81.8 -0.0
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Table S3

Enthalpies of dilution A, H,, of pentaglycine and (0.100 mol kg DTAB + 0.100 mol kg*
sorbitol) at different molalities (m) in water at T = 298.15 K and p = 1.0x10° Pa. The
molality of pentaglycine in the syringe was 0.003 mol kg™. All the values of Az H,, in this
table are per mol of the total pentaglycine added from the syringe upon corresponding
injection step. The first column gives the final molalities of pentaglycine in the ITC cell
subsequent to each injection. (0.100 mol kg DTAB + 0.100 mol kg? sorbitol) taken in the
cell of ITC with water. The final molalities of aqueous (DTAB + sorbitol) in the cell of ITC
are given in the third column. The volume of the ITC cell is 0.94 cm® and the injection
volume of water is 9.96 pl each.

103x m / AgiHy ! 103x m/ (mol kgh) AgitHp |
(mol kgt (I mol?) (uJ molt)
Pentaglycine (0.100 mol kg'*

DTAB + 0.100 mol

kgt sorbitol)
0.06 -660.3 97.9 779
0.09 -666.5 96.9 777
0.12 -606.7 95.9 772
0.15 -553.7 95.0 774
0.17 -505.5 94.0 766
0.20 -515.9 93.1 766
0.23 -480.5 92.2 772
0.25 -487.1 91.3 771
0.27 -485.3 90.4 757
0.30 -481.0 89.6 751
0.32 -476.8 88.7 754
0.34 -450.3 87.9 752
0.36 -469.7 87.1 739
0.38 -458.2 86.3 734
0.40 -437.7 85.5 739
0.42 -459.5 84.7 737
0.44 -445.6 84.0 727
0.46 -415.8 83.2 716
0.48 -434.8 82.5 714
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0.49 -449.1 81.8 711

0.51 -400.2 81.1 701
0.53 -369.5 80.4 681
0.54 -394.0 79.7 686
0.56 -404.5 79.0 680

Standard uncertainties (u): u(T) = + 0.01 K, u(P) = + 1 kPa, u;(m) = 0.02, u,(Ay4;H,,) = 0.02. Molality of amino acids is given per kg of
water.
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Table S4

Enthalpy of dilution Ag;; H® of 0.3%x10° mol dm lysozyme (pH = 2.1) in 0.010, 0.025 and
0.100 mol kg* aqueous DTAB taken in the cell of the ITC at T = 298.15 K and p = 1.0x10°
Pa. The volume of the ITC cell is 0.94 cm? and the injection volume is 9.96x10° dm?® each.
All the values of A,; H? in this table are per mol of the total protein added from the syringe
upon corresponding injection step. The first and the second column gives final concentration
of the protein and molality of DTAB in the cell of the ITC after each injection, respectively.

10%% ¢ / 103x m / AgyHCl  10%% ¢/ 103x m/  AgyHC/

(mol dm3)  (mol kg™) (@molY)  (moldm?®  (molkg?) (I mol?)

Lysozyme DTAB Lysozyme DTAB

7.2 9.79 244 7.2 24.5 13.19
10.7 9.69 1.63 10.7 24.2 11.19
141 9.59 1.12 141 24.0 8.53
17.3 9.50 0.80 17.3 23.7 5.51
20.4 9.40 0.35 20.4 23.5 -0.50
23.5 931 0.60 23.5 23.3 -9.47
26.5 9.22 0.46 26.5 23.0 -16.48
29.3 9.13 -0.08 29.3 22.8 -19.17
32.1 9.04 -0.23 32.1 22.6 -17.69
34.8 8.96 0.82 34.8 22.4 -14.39
37.4 8.87 1.64 37.4 22.2 -12.13
39.9 8.79 2.06 39.9 22.0 -9.69
42.4 8.71 2.58 42.4 21.8 -7.46
44.8 8.63 3.27 44.8 21.6 -6.33
47.1 8.55 2.19 47.1 21.4 -4.96
49.3 8.47 0.77 49.3 21.2 -3.95
51.5 8.40 0.28 51.5 21.0 -2.93
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53.6 8.32 0.42 53.6 20.8 -2.45
55.6 8.25 0.57 55.6 20.6 -2.15
57.6 8.18 0.05 57.6 20.4 -1.54
59.5 8.11 -0.02 59.5 20.3 -0.90
61.4 8.04 -0.43 61.4 20.1 -0.55
63.2 7.97 0.12 63.2 19.9 -0.13
64.9 7.90 -0.17 64.9 19.8 0.13
108% ¢ / 103x m / AgiyHOl

(mol dm3)  (mol kg™?) (I mol?)

Lysozyme DTAB

7.2 97.9 -73.27

10.7 96.9 -72.31

14.1 95.9 -81.27

17.3 95.0 -87.18

20.4 94.0 -79.22

23.5 93.1 -82.75

26.5 92.2 -03.18

29.3 91.3 -108.38

32.1 90.4 -113.30

34.8 89.6 -118.08

37.4 88.7 -140.70

39.9 87.9 -149.94

42.4 87.1 -139.71

44.8 86.3 -140.79
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