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WATER CONTACT ANGLE DATASET:
TABLE S1. Results by Dobrzanska et al. '

R
T%
%C | %H | %0 | %N OH | cC | ¢~ | co | c=o
No. R @) | ) | @) | @) | ™7 | Bond | Bond | Bond | Bond | Bond | WA
(0]
1 A0 ~OH | 3014 | 6164 | 548 | 137 | 7300 | 100 | 1800 | 200 | 500 | 100 | 43.00
H
o |
2. I AN 3030 | 63.64 | 152 | 3.03 | 6600 | 000 | 1600 | 500 | 000 | 100 | 3400
H
0 | o
3 PPN 2085 | 62.69 | 299 | 299 | 67.00 | 000 | 1600 | 500 | 000 | 100 | 2500
H
(@]
4, Ay 3043 | 6377 | 145 | 290 | 6900 | 000 | 1700 | 500 | 000 | 100 | 37.00
H |
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%C | %H | %0 | %N OH | ¢CC | ¢N | co | c=o
No. R ) | @) | @) | ) | ™ | Bond | Bond | Bond | Bond | Bond | WA
0]
5. ASAE o 3000 | 62.86 | 2.86 | 2.86 | 7000 | 000 | 1700 | 500 | 0.00 100 | 28.00
H |‘O
X
6. N/» 3134 | 6269 | 149 | 299 | 67.00 | 000 | 1700 | 600 | 0.00 100 | 37.00
K/N
\
(0]
N
7. K/ o 3088 | 6176 | 294 | 294 | 68.00 | 000 | 1700 | 600 | 0.00 100 | 29.00
-0
N
N
®
0 |
3. )kH/\/N\ 3043 | 6377 | 145 | 290 | 69.00 | 000 | 1600 | 600 | 0.00 100 | 38.00
(0] |Oe
9, )ku/\/g\ 3000 | 62.86 | 2.86 | 2.86 | 7000 | 000 | 1600 | 600 | 0.00 100 | 30.00
(0]
10, AN 3056 | 63.89 | 139 | 278 | 7200 | 000 | 1700 | 600 | 0.00 100 | 36.00
H |
Q o
1, NP NN 3014 | 63.01 | 274 | 274 | 73.00 | 000 | 1700 | 600 | 0.00 100 | 28.00
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TABLE S2. Results by Abe et al. *

%C %H %0 %N O-H C-N C-0 C=0
No. Structure (%) (%) %) %) nAT Bond C-C Bond Bond Bond Bond WCA
12. HS-(CHy)17-CHs 31.58 | 66.67 0.00 0.00 | 57.00 | 0.00 17.00 0.00 0.00 0.00 107.00

TABLE S3. Results by Sekine et al. *

SAMI | HS(CH,)sCH;
SAM2 | HS-(CH»)11-(0O- CH,- CH,);-OH
Percenta
No. | of SAM? 7 YeH %0 %N AT | O-HBond | C-C Bond | C-N Bond | C-O Bond | C=0 Bond WCA
(%) (%) (%) (%) (%)
13, 0 28.57 | 66.67 | 0.00 | 0.00 | 21.00 0.00 5.00 0.00 0.00 0.00 105.00
14, 1260 | 2878 | 6536 | 1.96 | 0.00 | 25.66 0.13 6.01 0.00 0.88 0.00 91.20
15, 1675 | 2884 | 65.02 | 246 | 0.00 | 27.0 0.17 6.34 0.00 117 0.00 74.20
16, 17.08 | 28.84 | 65.00 | 2.50 | 0.00 | 2732 0.17 6.37 0.00 1.20 0.00 73.30
17, 2040 | 2888 | 64.76 | 2.86 | 0.00 | 28.55 0.20 6.63 0.00 1.43 0.00 71.80
18] 28.64 | 2896 | 64.25 | 3.63 | 000 | 31.60 0.29 7.29 0.00 2.00 0.00 64.20
19, 38.00 | 29.04 | 63.78 | 434 | 000 | 35.06 0.38 8.04 0.00 2.66 0.00 47.10
20. 5538 | 29.14 | 63.11 | 534 | 000 | 41.49 0.55 9.43 0.00 3.88 0.00 39.40
21, 71.60 | 2922 | 62.65 | 6.03 | 000 | 47.49 0.72 10.73 0.00 5.01 0.00 37.10
2. 7287 | 2922 | 6262 | 6.08 | 000 | 47.96 0.73 10.83 0.00 5.10 0.00 36.10
2. 7873 | 2924 | 6248 | 628 | 000 | 50.13 0.79 11.30 0.00 5.51 0.00 35.70
24, 83.57 | 296 | 6237 | 644 | 000 | 51.92 0.84 11.69 0.00 5.85 0.00 35.70
25, 90.61 | 2928 | 6224 | 665 | 000 | 54.53 0.91 12.25 0.00 6.34 0.00 34.70
26. 91.78 | 2929 | 6221 | 6.68 | 0.00 | 54.96 0.92 12.34 0.00 6.42 0.00 33.80
27. 100 | 2931 | 62.07 | 690 | 0.00 | 58.00 1.00 13.00 0.00 7.00 0.00 30.00
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TABLE S4. Results by Arima et al.*

SAM1 | HS(CH);0CH;
SAM2 | HS(CH;);;OH
Percentage
No. | ofsama | %C | %H | %0 | %N g s | e Bond | C-NBond | C-0Bond | C=0Bond | WCA
oo | oo | oo | o
28, 0 3056 | 66.67 | 0.00 | 000 | 3600 0.00 10.00 0.00 0.00 0.00 109.00
29, 10 3047 | 6648 | 028 | 000 | 3610 0.10 10.00 0.00 0.10 0.00 102.00
30. 20 3039 | 6630 | 055 | 000 | 3620 0.20 10.00 0.00 0.20 0.00 93.00
31 50 3014 | 6575 | 137 | 000 | 3650 0.50 10.00 0.00 0.50 0.00 60.00
32. 63 3003 | 6552 | 172 | 000 | 3663 0.63 10.00 0.00 0.63 0.00 46.00
33, 87 2083 | 65.09 | 236 | 000 | 3687 0.87 10.00 0.00 0.87 0.00 36.00
34, 93 2079 | 6499 | 252 | 000 | 3693 0.93 10.00 0.00 0.93 0.00 30.00
35, 100 2073 | 6486 | 270 | 000 | 37.00 1.00 10.00 0.00 1.00 0.00 22.00
SAMI | HS(CHy)nCH,
SAM2 | HS(CH;)11NH;
Percentage
No. | of ?Q;v{gz ((Z"/S Z/O"/g ((’/0’}8 Z/;’}O‘)I nAT | O-H Bond ]g(;fd C-N Bond BC(;I?d C=0 Bond WCA
36. 5 3047 | 6662 | 000 | 014 | 36.10 0.00 10.00 0.05 0.00 0.00 103.00
37, 9 3040 | 6658 | 0.00 | 025 | 3618 0.00 10.00 0.09 0.00 0.00 99.00
38. 15 3030 | 6653 | 000 | 041 36.30 0.00 10.00 0.15 0.00 0.00 93.00
39. 28 3009 | 6641 | 000 | 077 | 3656 0.00 10.00 0.28 0.00 0.00 90.00
40. 59 2059 | 6614 | 000 | 159 | 3718 0.00 10.00 0.59 0.00 0.00 73.00
41, 90 2010 | 6587 | 000 | 238 | 37.80 0.00 10.00 0.90 0.00 0.00 55.00
42, 100 2895 | 6579 | 000 | 2.63 | 38.00 0.00 10.00 1.00 0.00 0.00 51.00
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SAM1 | HS(CH2)1sCH;
SAM2 | HS(CH,);0COOH
Percentage o
0/C %H %0 %N Cc-C C=0
No. of ?(?;\/12 (%) (%) (%) (%) nAT O-H Bond Bond C-N Bond | C-O Bond Bond WCA
0
43. 12 30.56 | 66.00 | 0.67 0.00 36.00 0.12 10.00 0.00 0.12 0.12 103.00
44, 26 30.56 | 65.22 | 1.44 0.00 36.00 0.26 10.00 0.00 0.26 0.26 88.00
45. 50 30.56 | 63.89 | 2.78 0.00 36.00 0.50 10.00 0.00 0.50 0.50 74.04
46. 60 30.56 | 63.33 | 3.33 0.00 36.00 0.60 10.00 0.00 0.60 0.60 54.00
47. 83 30.56 | 62.06 | 4.61 0.00 36.00 0.83 10.00 0.00 0.83 0.83 36.00
48. 90 30.56 | 61.67 | 5.00 0.00 36.00 0.90 10.00 0.00 0.90 0.90 30.00
49, 100 30.56 | 61.11 | 5.56 0.00 36.00 1.00 10.00 0.00 1.00 1.00 21.00
TABLE S5. Results by Zhu et al. °
%C %H %0 %N O-H C-N C-0 C=0
No. Structure (%) (%) (%) (%) nAT Bond C-C Bond Bond Bond Bond WCA
50. HS'(CHz)‘g(é)ﬁsz'CHz)3' 2951 | 6230 | 6.56 | 0.00 |61.00 | 0.00 13.00 0.00 8.00 0.00 56.50
51. HS-(CH2)11-(0-CH,-CH2)s-OH | 29.11 | 60.76 | 8.86 | 0.00 | 79.00 | 1.00 16.00 0.00 13.00 0.00 29.00
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TABLE S6. Results by Bain et al.

SAMI | HS(CHy)1oCH,
SAM2 | HS(CH,)0«CH,OH
Percentage o 0 o o
No. | ofSAM2 | € | YeH | %0 | %N nAT | O-HBond | C-C Bond | C-NBond | C-O Bond | C=0 Bond WCA
(%) (%) (%) (%) (%)
52. 0 30.56 | 66.67 | 0.00 | 0.00 | 36.00 0.00 10.00 0.00 0.00 0.00 113.00
53. 5 30.51 | 66.57 | 0.14 | 0.00 | 36.05 0.05 10.00 0.00 0.05 0.00 101.00
54, 20 3039 | 6630 | 055 | 0.00 | 3620 0.20 10.00 0.00 0.20 0.00 81.00
55. 32 3029 | 66.08 | 0.88 | 0.00 | 3632 0.32 10.00 0.00 0.32 0.00 78.00
56. 47 30.16 | 6581 | 129 | 000 | 3647 0.47 10.00 0.00 0.47 0.00 52.00
57, 79 29.90 | 6524 | 215 | 000 | 36.79 0.79 10.00 0.00 0.79 0.00 29.00
8. 14 30.56 | 65.98 | 0.68 | 0.00 | 41.04 0.28 11.40 0.00 0.28 0.00 92.00
SAM1 | HS(CH:):0CH;
SAM2 [S(CH2)10CH,0OH)]»
Percentage o 0 o o
No. | ofSAM2 | € | YR %0 %N AT | 0-H Bond | C-CBond | C-NBond | C-OBond | C=OBond | WCA
(%) (%) (%) (%) (%)
59. 19 30.56 | 65.78 | 0.89 | 0.00 | 42.84 0.38 11.90 0.00 0.38 0.00 81.00
60. 36 30.56 | 6520 | 147 | 0.00 | 48.96 0.72 13.60 0.00 0.72 0.00 68.00
61. 49 30.56 | 64.84 | 1.83 | 0.00 | 53.64 0.98 14.90 0.00 0.98 0.00 55.00
62. 58 30.56 | 64.63 | 2.04 | 000 | 56.88 1.16 15.80 0.00 1.16 0.00 47.00
63. 100 30.56 | 63.89 | 278 | 0.00 | 72.00 2.00 20.00 0.00 2.00 0.00 15.00
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SAM1 | [S(CH2)10CH3)]2
SAM2 | HS(CH)10CH,OH
Percentage o 0 o o
No. | ofSAM2 | € | YR %0 %N AT | 0-H Bond | C-CBond | C-NBond | C-OBond | C=OBond | WCA
(%) (%) (%) (%) (%)

64. 0 3143 | 6571 | 0.00 | 000 | 70.00 0.00 20.00 0.00 0.00 0.00 110.00
65. 31 31.10 | 65.55 | 052 | 000 | 59.77 0.31 16.90 0.00 0.31 0.00 74.00
66. 35 31.05 | 65.53 | 0.60 | 000 | 5845 0.35 16.50 0.00 0.35 0.00 69.00
67. 45 3092 | 6546 | 0.82 | 000 | 55.15 0.45 15.50 0.00 0.45 0.00 57.00
68. 60 30.68 | 6534 | 120 | 000 | 50.20 0.60 14.00 0.00 0.60 0.00 41.00
69. 77 3034 | 6517 | 173 | 000 | 44.59 0.77 12.30 0.00 0.77 0.00 33.00

SAM1 [S(CH2)10CH,0OH)]»

SAM2 | [S(CH3)10CH3)]:

Percentage o 0 o o
No. | ofsam2 | € | %H 1 %0 ) %N nAT | O-HBond | C-C Bond | C-NBond | C-O Bond | C=0 Bond WCA
(%) (%) (%) (%) (%)

70. 4 3139 | 65.64 | 011 | 000 | 70.08 0.08 20.00 0.00 0.08 0.00 101.00
71. 14 3130 | 6545 | 040 | 000 | 7028 0.28 20.00 0.00 0.28 0.00 89.00
7. 28 3118 | 6519 | 079 | 000 | 70.56 0.56 20.00 0.00 0.56 0.00 71.00
73. 35 3112 | 65.06 | 099 | 000 | 70.70 0.70 20.00 0.00 0.70 0.00 61.00
74, 70 3081 | 6443 | 196 | 000 | 71.40 1.40 20.00 0.00 1.40 0.00 41.00
7s. 78 3074 | 64.28 | 218 | 000 | 71.56 1.56 20.00 0.00 1.56 0.00 31.00
76. 82 3071 | 6421 | 229 | 000 | 7164 1.64 20.00 0.00 1.64 0.00 29.00
77. 94 3061 | 64.00 | 262 | 000 | 71.88 1.88 20.00 0.00 1.88 0.00 16.00
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TABLE S7.Results by Hayashi et al. ’

%C

%H

%0

%N

No. Structure (%) (%) (%) (%) nAT Bond C-C Bond Bond Bond Bond WCA
78. HS-(CH,);-CH; 29.63 | 66.67 | 0.00 | 0.00 |27.00| 0.00 7.00 0.00 0.00 0.00 112.00
79. HS-(CH,)1-OH 2973 | 64.86 | 2.70 | 0.00 |37.00| 1.00 10.00 0.00 1.00 0.00 17.00
80. HS-(CH,);-NH, 28.95| 6579 | 0.00 | 2.63 |38.00| 0.00 10.00 1.00 0.00 0.00 35.00
81. HS-(CH,)11-COOH 30.77 | 61.54 | 5.13 | 0.00 |39.00| 1.00 11.00 0.00 1.00 1.00 18.00
82. HS-(CH.)11-(O- CHa- CH,)-OH | 29.55 | 63.64 | 4.55 | 0.00 |44.00 | 1.00 11.00 0.00 3.00 0.00 33.00
83. Hs'(CHz)“'(gI'{CHz' CH2 1941 | 6275 | 5.88 | 0.00 |51.00] 1.00 12.00 0.00 5.00 0.00 32.00
84, Hs'(CHz)“'(gI'{CHz' CH2s= 19931 6207 | 690 | 0.00 |58.00]| 1.00 13.00 0.00 7.00 0.00 32.00
85. HS'(CHZ)“'(%'HEHZ'CH2)3'O' 2951 | 6230 | 6.56 | 0.00 |61.00| 0.00 13.00 0.00 8.00 0.00 69.00
86. Hs'(CHz)“'I(\%ZCHz' CH2s= 1 ogg1 | 6271 | 5.08 | 1.69 |59.00| 0.00 13.00 1.00 6.00 0.00 25.00
87. Hs'(CHz)“C'(&')SHz' CH2= 13000 | 60.00 | 833 | 0.00 |60.00| 1.00 14.00 0.00 7.00 1.00 22.00
88. Hs'(CHz)“'(gI'{CHz' CH2)s= 19911 | 6076 | 8.86 | 0.00 |79.00| 1.00 16.00 0.00 13.00 0.00 30.00
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TABLE S8. Results by Folkers et al.

SAM1 | HS(CH»):0CH,OH
SAM2 | HS(CH,),1CH;
Percentage c-C =0
No. of SAM2 %C (%) | %H (%) | %0(%) | %N (%) | nAT | O-H Bond C-NBond | C-O Bond WCA
(%) Bond Bond
89. 0.00 29.73 64.86 2.70 0.00 37.00 1.00 10.00 0.00 1.00 0.00 5.00
90. 8.00 30.03 65.12 2.33 0.00 39.56 0.92 10.88 0.00 0.92 0.00 27.50
91. 12.00 30.17 65.23 2.15 0.00 40.84 0.88 11.32 0.00 0.88 0.00 38.50
92. 25.00 30.56 65.56 1.67 0.00 45.00 0.75 12.75 0.00 0.75 0.00 51.00
93. 40.00 30.92 65.86 1.20 0.00 49.80 0.60 14.40 0.00 0.60 0.00 66.50
94. 65.00 31.40 66.26 0.61 0.00 57.80 0.35 17.15 0.00 0.35 0.00 86.00
95. 80.00 31.63 66.45 0.32 0.00 62.60 0.20 18.80 0.00 0.20 0.00 94.00
96. 90.00 31.76 66.57 0.15 0.00 65.80 0.10 19.90 0.00 0.10 0.00 100.00
97. 95.00 31.82 66.62 0.07 0.00 67.40 0.05 20.45 0.00 0.05 0.00 107.50
98. 99.00 31.87 66.66 0.01 0.00 68.68 0.01 20.89 0.00 0.01 0.00 105.50
99. 100.00 31.88 66.67 0.00 0.00 69.00 0.00 21.00 0.00 0.00 0.00 109.00

S-10




SAM1 | HS(CH»);0CH,OH
SAM2 | HS(CH;),;CH,OH
Percentage C-C C=0
No. of SAM2 | %C (%) | %H (%) | %0(%) | %N (%) | nAT | O-H Bond Bond C-NBond | C-O Bond Bond WCA
(%) on 0

100. 0.00 29.73 64.86 2.70 0.00 37.00 1.00 10.00 0.00 1.00 0.00 7.50
101. 7.50 29.96 64.98 2.53 0.00 39.48 1.00 10.83 0.00 1.00 0.00 26.50
102. 10.00 30.02 65.01 2.48 0.00 40.30 1.00 11.10 0.00 1.00 0.00 38.85
103. 31.00 30.51 65.26 2.12 0.00 47.23 1.00 13.41 0.00 1.00 0.00 43.50
104. 47.50 30.80 65.40 1.90 0.00 52.68 1.00 15.23 0.00 1.00 0.00 44.25
105. 67.50 31.08 65.54 1.69 0.00 59.28 1.00 17.43 0.00 1.00 0.00 40.00
106. 77.50 31.20 65.60 1.60 0.00 62.58 1.00 18.53 0.00 1.00 0.00 34.00
107. 100.00 31.43 65.71 1.43 0.00 70.00 1.00 21.00 0.00 1.00 0.00 20.00




SAM1 | HS(CHy)1oCH3
SAM2 | HS(CH,),1CH;
Percentage c-C =0
No. of SAM2 | %C (%) | %H (%) | %0(%) | %N (%) | nAT | O-H Bond C-NBond | C-O Bond WCA
(%) Bond Bond
108. 0 30.56 66.67 0.00 0.00 36.00 0.00 10.00 0.00 0.00 0.00 104.75
109. 0.05 30.68 66.67 0.00 0.00 37.65 0.00 10.55 0.00 0.00 0.00 105.50
110. 0.1 30.79 66.67 0.00 0.00 39.30 0.00 11.10 0.00 0.00 0.00 104.25
111. 0.18 30.95 66.67 0.00 0.00 41.94 0.00 11.98 0.00 0.00 0.00 104.50
112. 0.23 31.04 66.67 0.00 0.00 43.59 0.00 12.53 0.00 0.00 0.00 103.75
113. 0.4 31.30 66.67 0.00 0.00 49.20 0.00 14.40 0.00 0.00 0.00 102.95
114. 0.48 31.40 66.67 0.00 0.00 51.84 0.00 15.28 0.00 0.00 0.00 103.75
115. 0.63 31.57 66.67 0.00 0.00 56.79 0.00 16.93 0.00 0.00 0.00 102.65
116. 0.75 31.69 66.67 0.00 0.00 60.75 0.00 18.25 0.00 0.00 0.00 104.40
117. 0.83 31.76 66.67 0.00 0.00 63.39 0.00 19.13 0.00 0.00 0.00 103.30
118. 0.95 31.85 66.67 0.00 0.00 67.35 0.00 20.45 0.00 0.00 0.00 104.30
119. 1 31.88 66.67 0.00 0.00 69.00 0.00 21.00 0.00 0.00 0.00 107.50
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SAM1 | HS(CH,):0CH;
SAM2 | HS(CH;),;CH,OH
Percentage C-C C=0
No. of SAM2 | %C (%) | %H (%) | %0(%) | %N (%) | nAT | O-H Bond Bond C-NBond | C-O Bond Bond WCA
(%) on 0
120. 0.00 30.56 66.67 0.00 0.00 36.00 0.00 10.00 0.00 0.00 0.00 107.50
121. 2.00 30.59 66.63 0.05 0.00 36.68 0.02 10.22 0.00 0.02 0.00 104.00
122. 10.00 30.71 66.50 0.25 0.00 39.40 0.10 11.10 0.00 0.10 0.00 100.25
123. 19.00 30.83 66.37 0.45 0.00 42.46 0.19 12.09 0.00 0.19 0.00 96.00
124, 29.00 30.94 66.25 0.63 0.00 45.86 0.29 13.19 0.00 0.29 0.00 85.00
125. 44.00 31.08 66.09 0.86 0.00 50.96 0.44 14.84 0.00 0.44 0.00 79.00
126. 77.00 31.31 65.84 1.24 0.00 62.18 0.77 18.47 0.00 0.77 0.00 54.00
127. 95.00 31.41 65.74 1.39 0.00 68.30 0.95 20.45 0.00 0.95 0.00 32.50
128. 99.00 31.42 65.72 1.42 0.00 69.66 0.99 20.89 0.00 0.99 0.00 25.75
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TABLE S9. Results by Herrwerth et al.’

%C

%H

%0

%N

No. Structure (%) (%) (%) (%) nAT Bond C-C Bond Bond Bond Bond WCA

129. | HS-(CH,)1;-(O-CH,-CH,)-OMe | 29.79 | 63.83 | 4.26 | 0.00 | 47.00 | 0.00 11.00 0.00 4.00 0.00 71.00

130. | HS-(CH)11-(O-CH,-CH,),-OH | 29.41 | 62.75 | 5.88 | 0.00 |51.00 | 1.00 12.00 0.00 5.00 0.00 33.00

131, HS—(CHz)n(—)(l\OA—CHz—CHz)z— 29.63 | 6296 | 556 | 0.00 |54.00 | 0.00 12.00 0.00 6.00 0.00 69.00
(3]

132. | HS-(CH)11-(O-CH,-CH,);-OH | 29.31 | 62.07 | 6.90 | 0.00 | 58.00 | 1.00 13.00 0.00 7.00 0.00 34.00

133, HS—(CHz)n(—)(l\OA—CHz—CHz)s— 2951 | 6230 | 6.56 | 0.00 |61.00 | 0.00 13.00 0.00 8.00 0.00 65.00
(3]

134. | HS-(CH2)11-(O-CH,-CH2);-OEt | 29.69 | 62.50 | 6.25 | 0.00 | 64.00 | 0.00 14.00 0.00 8.00 0.00 84.00

135. | HS-(CH2)11-(O-CH,-CH2);-OPr | 29.85 | 62.69 | 5.97 | 0.00 | 67.00 | 0.00 15.00 0.00 8.00 0.00 94.00

136 HS-(CH,)11-(0-CH,-CH,);-

' OBu 30.00 | 62.86 | 571 | 0.00 | 70.00 | 0.00 16.00 0.00 8.00 0.00 107.00
137. | HS-(CH2)11-(O-CH>-CH2)e-OH | 29.11 | 60.76 | 8.86 | 0.00 | 79.00 | 1.00 16.00 0.00 13.00 0.00 32.00
138 HS-(CH,)11-(0-CH,-CH,)6-

' OMe 2927 | 6098 | 854 | 0.00 | 82.00 | 0.00 16.00 0.00 14.00 0.00 67.00
139. | HS-(CH2)11-(O-CH,-CH»)e-OEt | 2941 | 61.18 | 824 | 0.00 | 85.00| 0.00 17.00 0.00 14.00 0.00 87.00
140. | HS-(CH2)11-(O-CH,-CH»)s-OPr | 2955 | 61.36 | 7.95 | 0.00 | 88.00 | 0.00 18.00 0.00 14.00 0.00 97.00
141 HS-(CH2)1:1-(O-CH(CHs)-

' CH,),-OMe 30.00 | 63.33 | 5.00 | 0.00 |60.00 | 0.00 14.00 0.00 6.00 0.00 73.00
142 HS-(CH2)11-(O-CH(CHs)-

' CH,);-OMe 30.00 | 62.86 | 571 | 0.00 | 70.00 | 0.00 16.00 0.00 8.00 0.00 72.00
143 HS-(CH2)1:1-(O-CH(CHs)-

' CH,);-OMe 30.00 | 62.50 | 6.25 | 0.00 | 80.00 | 0.00 18.00 0.00 10.00 0.00 71.00
" HS-(CH,)11-(0-CH,-CH,-

' CH,);-OH 2985 | 62.69 | 597 | 0.00 | 67.00 | 1.00 16.00 0.00 7.00 0.00 34.00
145 HS-(CH,)11-(0-CH,-CH,-

' CH,);-OMe 30.00 | 62.86 | 571 | 0.00 | 70.00 | 0.00 16.00 0.00 8.00 0.00 67.00
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MULTI-LAB DATASET
TABLE S10. Results by Hayashi et al. ’

No. Structure %C | %H | %0 | %N DAT O-H| CC | CN | CO | C=0 Fibrinogen

(%) (%) (%) (%) Bond | Bond | Bond | Bond | Bond Adsorption
1 HS-(CH,);-CH3 29.63 | 66.67 | 0.00 | 0.00 | 27.00 | 0.00 | 7.00 | 0.00 | 0.00 | 0.00 2.00
2 HS-(CH,):,-OH 29.73 | 64.86 | 2.70 | 0.00 | 37.00 | 1.00 | 10.00 | 0.00 | 1.00 | 0.00 0.58
3 HS-(CH»)11-NH» 28.95 1 65.79 | 0.00 | 2.63 | 38.00 | 0.00 | 10.00 | 1.00 | 0.00 | 0.00 1.80
4 HS-(CH»)1;-COOH 30.77 | 61.54 | 5.13 | 0.00 | 39.00 | 1.00 | 11.00 | 0.00 | 1.00 | 1.00 1.70
5 HS-(CH2)11-(O- CH»- CH»)-OH 29.55 | 63.64 | 4.55 | 0.00 | 44.00 | 1.00 | 11.00 | 0.00 | 3.00 | 0.00 0.10
6 HS-(CH2)11-(O- CH»- CH,),-OH 29.41 | 62.75 | 5.88 | 0.00 | 51.00 | 1.00 | 12.00 | 0.00 | 5.00 | 0.00 0.08
7 HS-(CH2)11-(O- CH»- CH,)3;-OH 29.31 | 62.07 | 6.90 | 0.00 | 58.00 | 1.00 | 13.00 | 0.00 | 7.00 | 0.00 0.00
8 HS-(CH2)11-(O- CH,- CH,)3-O-CH3 29.51 | 62.30 | 6.56 | 0.00 | 61.00 | 0.00 | 13.00 | 0.00 | 8.00 | 0.00 0.01
9 HS-(CH2)11-(O- CHaz- CH,)3-NH, 28.81 | 62.71 | 5.08 | 1.69 | 59.00 | 0.00 | 13.00 | 1.00 | 6.00 | 0.00 1.40
10 HS-(CH2)11-(O- CH»- CH,);-COOH 30.00 | 60.00 | 833 | 0.00 | 60.00 | 1.00 | 14.00 | 0.00 | 7.00 | 1.00 1.30
11 HS-(CH2)11-(O- CH»- CH,)s-OH 29.11 | 60.76 | 8.86 | 0.00 | 79.00 | 1.00 | 16.00 | 0.00 | 13.00 | 0.00 0.00
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TABLE S11. Results by SeKine et al.>:

SAM1 | HS(CH,)sCH3
SAM2 | HS-(CH2)11-(O- CH;- CH,);-OH
No Percentage of %C | %H | %0 | %N QAT O-H| CC | CN | CO | C=0 Fibrinogen
' SAM2 (%) (%) (%) (%) | (%) Bond | Bond | Bond | Bond | Bond Adsorption
12 443 28.66 | 66.14 | 0.78 | 0.00 | 22.64 | 0.04 | 535 | 0.00 | 0.31 | 0.00 2.58
13 5.29 28.67 | 66.05 | 092 | 0.00 | 2296 | 0.05 | 542 | 0.00 | 0.37 | 0.00 2.60
14 5.46 28.67 | 66.03 | 0.95 | 0.00 | 23.02 | 0.05 | 544 | 0.00 | 0.38 | 0.00 2.51
15 5.85 28.68 | 6599 | 1.01 | 0.00 | 23.16 | 0.06 | 547 | 0.00 | 0.41 | 0.00 2.73
16 6.30 28.69 | 6595 | 1.08 | 0.00 | 23.33| 0.06 | 5.50 | 0.00 | 0.44 | 0.00 2.66
17 6.35 28.69 | 6594 | 1.09 | 0.00 | 23.35| 0.06 | 5.51 | 0.00 | 0.44 | 0.00 2.63
18 6.93 28.70 | 65.88 | 1.18 | 0.00 | 23.56 | 0.07 | 5.55 | 0.00 | 0.48 | 0.00 2.31
19 7.55 28.71 | 65.82 | 1.27 | 0.00 | 23.80 | 0.08 | 5.60 | 0.00 | 0.53 | 0.00 2.62
20 8.19 28.72 1 65.76 | 1.36 | 0.00 | 24.03 | 0.08 | 5.66 | 0.00 | 0.57 | 0.00 1.87
21 9.55 28.74 1 65.63 | 1.56 | 0.00 | 24.53 | 0.10 | 5.76 | 0.00 | 0.67 | 0.00 2.02
22 10.17 28.75 1 65.57 | 1.64 | 0.00 | 2476 | 0.10 | 5.81 | 0.00 | 0.71 | 0.00 2.62
23 10.37 28.75 1 65.55 | 1.67 | 0.00 | 24.84 | 0.10 | 5.83 | 0.00 | 0.73 | 0.00 2.24
24 10.95 28.76 | 65.50 | 1.75 | 0.00 | 25.05| 0.11 | 5.88 | 0.00 | 0.77 | 0.00 2.38
25 12.64 28.78 | 6535 | 1.97 | 0.00 | 25.68 | 0.13 | 6.01 | 0.00 | 0.88 | 0.00 2.81
26 13.20 28.79 | 6531 | 2.04 | 0.00 | 25.88 | 0.13 | 6.06 | 0.00 | 0.92 | 0.00 1.94
27 13.42 28.79 | 6529 | 2.07 | 0.00 | 2597 | 0.13 | 6.07 | 0.00 | 0.94 | 0.00 1.97
28 15.45 28.82 | 65.12 | 2.31 | 0.00 | 26.72 | 0.15 | 6.24 | 0.00 | 1.08 | 0.00 2.09
29 16.54 28.83 | 65.04 | 2.44 | 0.00 | 27.12| 0.17 | 6.32 | 0.00 | 1.16 | 0.00 2.03
30 16.80 28.84 | 65.02 | 2.47 | 0.00 | 27.22| 0.17 | 6.34 | 0.00 | 1.18 | 0.00 2.07
31 18.29 28.85 | 6491 | 2.63 | 0.00 | 27.77 | 0.18 | 6.46 | 0.00 | 1.28 | 0.00 1.62
32 20.64 28.88 | 64.74 | 2.88 | 0.00 | 28.64 | 0.21 | 6.65 | 0.00 | 1.44 | 0.00 1.75
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No Percentage of %C | %H | %0 | %N QAT O-H| CC | CN | CO | C=0 Fibrinogen
) SAM?2 (%) (%) (%) (%) (%) Bond | Bond | Bond | Bond | Bond Adsorption
33 23.23 2891 | 64.57 | 3.14 | 0.00 | 29.59 | 0.23 | 6.86 | 0.00 | 1.63 | 0.00 1.93
34 24.99 28.93 | 64.46 | 3.31 | 0.00 | 30.25| 0.25 | 7.00 | 0.00 | 1.75 | 0.00 1.68
35 25.21 28.93 | 64.45| 3.33 | 0.00 | 30.33 | 0.25 | 7.02 | 0.00 | 1.77 | 0.00 1.78
36 28.08 28.95 | 64.28 | 3.58 | 0.00 | 31.39 | 0.28 | 7.25 | 0.00 | 1.97 | 0.00 1.70
37 28.28 28.96 | 64.27 | 3.60 | 0.00 | 31.46 | 0.28 | 7.26 | 0.00 | 1.98 | 0.00 1.26
38 35.43 29.02 | 63.90 | 4.15 | 0.00 | 34.11 | 0.35 | 7.83 | 0.00 | 2.48 | 0.00 1.08
39 41.05 29.06 | 63.64 | 4.54 | 0.00 | 36.19 | 0.41 | 828 | 0.00 | 2.87 | 0.00 0.77
40 41.38 29.06 | 63.63 | 4.56 | 0.00 | 36.31 | 0.41 | 831 | 0.00 | 2.90 | 0.00 0.44
41 41.52 29.06 | 63.62 | 4.57 | 0.00 | 36.36 | 042 | 832 | 0.00 | 291 | 0.00 0.29
42 46.55 29.09 | 63.42 | 4.87 | 0.00 | 3822 | 047 | 872 | 0.00 | 3.26 | 0.00 0.57
43 47.77 29.10 | 63.37 | 494 | 0.00 | 38.68 | 0.48 | 8.82 | 0.00 | 3.34 | 0.00 0.15
44 50.84 29.12 | 63.26 | 5.11 | 0.00 | 39.81 | 0.51 | 9.07 | 0.00 | 3.56 | 0.00 0.32
45 51.69 29.12 | 63.23 | 5.15 | 0.00 | 40.13 | 0.52 | 9.14 | 0.00 | 3.62 | 0.00 0.54
46 56.67 29.15 | 63.07 | 5.40 | 0.00 | 41.97 | 0.57 | 9.53 | 0.00 | 397 | 0.00 0.25
47 70.03 29.21 | 62.69 | 597 | 0.00 | 4691 | 0.70 | 10.60 | 0.00 | 490 | 0.00 0.18
48 74.06 29.23 1 62.59 | 6.12 | 0.00 | 48.40 | 0.74 | 10.92 | 0.00 | 5.18 | 0.00 0.17
49 76.31 29.24 1 62.53 | 6.20 | 0.00 | 49.23 | 0.76 | 11.10 | 0.00 | 5.34 | 0.00 0.10
50 78.07 29.24 16249 | 6.26 | 0.00 | 49.89 | 0.78 | 11.25| 0.00 | 547 | 0.00 0.10
51 78.75 29.24 |1 6248 | 6.28 | 0.00 | 50.14 | 0.79 | 11.30 | 0.00 | 5.51 | 0.00 0.08
52 79.45 29.25 16246 | 6.31 | 0.00 | 50.40 | 0.79 | 11.36 | 0.00 | 5.56 | 0.00 0.09
53 81.05 29.25 16243 | 6.36 | 0.00 | 50.99 | 0.81 | 11.48 | 0.00 | 5.67 | 0.00 0.06
54 81.30 29.25 16242 | 6.37 | 0.00 | 51.08 | 0.81 | 11.50 | 0.00 | 5.69 | 0.00 0.09
55 82.47 29.26 | 62.40 | 6.40 | 0.00 | 51.52 | 0.82 | 11.60 | 0.00 | 5.77 | 0.00 0.05
56 85.11 29.27 | 6234 | 6.49 | 0.00 | 52.49 | 0.85 | 11.81 | 0.00 | 596 | 0.00 0.08
57 85.48 29.27 1 6234 | 6.50 | 0.00 | 52.63 | 0.85 | 11.84| 0.00 | 598 | 0.00 0.04
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No. Percentage of %C | %H | %0 | %N QAT O-H| CC | CN | CO | C=0 Fibrinogen
SAM?2 (%) (%) (%) (%) (%) Bond | Bond | Bond | Bond | Bond Adsorption

58 85.92 29.27 1 6233 | 6.51 | 0.00 | 52.79 | 0.86 | 11.87 | 0.00 | 6.01 | 0.00 0.03

59 86.93 29.27 1 6231 | 6.54 | 0.00 | 53.16 | 0.87 | 11.95| 0.00 | 6.08 | 0.00 0.09

60 87.59 29.27 1 6229 | 6.56 | 0.00 | 53.41 | 0.88 | 12.01 | 0.00 | 6.13 | 0.00 0.03

61 88.98 29.28 | 62.27 | 6.60 | 0.00 | 53.92 | 0.89 | 12.12 | 0.00 | 6.23 | 0.00 0.10

62 89.43 29.28 | 62.26 | 6.61 | 0.00 | 54.09 | 0.89 | 12.15]| 0.00 | 6.26 | 0.00 0.07

63 90.08 29.28 | 62.25 | 6.63 | 0.00 | 54.33 | 0.90 | 12.21 | 0.00 | 6.31 | 0.00 0.07

64 91.48 29.29 | 62.22 | 6.67 | 0.00 | 54.85| 0.91 | 12.32| 0.00 | 6.40 | 0.00 0.07

65 92.49 29.29 |1 6220 | 6.70 | 0.00 | 55.22 | 0.92 | 1240 | 0.00 | 6.47 | 0.00 0.15

66 92.56 29.29 | 6220 | 6.70 | 0.00 | 55.25| 0.93 | 1241 | 0.00 | 6.48 | 0.00 0.10

67 93.32 29.29 | 62.19 | 6.72 | 0.00 | 55.53 | 0.93 | 1247 | 0.00 | 6.53 | 0.00 0.16

68 93.81 29.29 | 62.18 | 6.74 | 0.00 | 55.71 | 0.94 | 12.51 | 0.00 | 6.57 | 0.00 0.16

69 96.55 29.30 | 62.13 | 6.81 | 0.00 | 56.72 | 0.97 | 12.72| 0.00 | 6.76 | 0.00 0.07

70 97.17 29.30 | 62.12 | 6.82 | 0.00 | 56.95 | 0.97 | 12.77 | 0.00 | 6.80 | 0.00 0.03

71 97.60 29.30 | 62.11 | 6.84 | 0.00 | 57.11 | 0.98 | 12.81 | 0.00 | 6.83 | 0.00 0.11

72 97.88 29.30 | 62.10 | 6.84 | 0.00 | 57.22 | 0.98 | 12.83 | 0.00 | 6.85 | 0.00 0.06
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TABLE S12. Results by Herrwerth et al.’:

No. Structure %C | %H | %0 | %N DAT O-H| CC | CN | CO | C=0 Fibrinogen
(%) (%) (%) (%) Bond | Bond | Bond | Bond | Bond Adsorption

73 HS-(CH2)11-(O-CH>-CH»)-OMe 29.79 | 63.83 | 426 | 0.00 | 47.00 | 0.00 | 11.00 | 0.00 | 4.00 | 0.00 0.44

74 HS-(CH2)11-(0-CH,-CH>),-OH 29.41 | 62.75 | 5.88 | 0.00 | 51.00 | 1.00 | 12.00 | 0.00 | 5.00 | 0.00 0.00

75 HS-(CH2)11-(0O-CH>-CH»),-OMe 29.63 | 62.96 | 5.56 | 0.00 | 54.00 | 0.00 | 12.00 | 0.00 | 6.00 | 0.00 0.00

76 HS-(CH2)11-(0O-CH»-CH>);-OH 29.31 | 62.07 | 690 | 0.00 | 58.00 | 1.00 | 13.00 | 0.00 | 7.00 | 0.00 0.00

77 HS-(CH>)11-(0O-CH»>-CH»);-OMe 29.51 | 62.30 | 6.56 | 0.00 | 61.00 | 0.00 | 13.00 | 0.00 | 8.00 | 0.00 0.00

78 HS-(CH2)11-(0O-CH>-CH;)3-OEt 29.69 | 62.50 | 6.25 | 0.00 | 64.00 | 0.00 | 14.00 | 0.00 | 8.00 | 0.00 1.20

79 HS-(CH2)11-(0O-CH2-CH»)3-OPr 29.85 | 62.69 | 597 | 0.00 | 67.00 | 0.00 | 15.00 | 0.00 | 8.00 | 0.00 1.58

80 HS-(CH>)11-(O-CH»-CH>)3-OBu 30.00 | 62.86 | 5.71 | 0.00 | 70.00 | 0.00 | 16.00 | 0.00 | 8.00 | 0.00 1.54

81 HS-(CH2)11-(0O-CH»-CH»)s-OH 29.11 | 60.76 | 8.86 | 0.00 | 79.00 | 1.00 | 16.00 | 0.00 | 13.00 | 0.00 0.00

82 HS-(CH2)11-(O-CH>-CH»)s-OMe 29.27 | 60.98 | 8.54 | 0.00 | 82.00 | 0.00 | 16.00 | 0.00 | 14.00 | 0.00 0.00

83 HS-(CH2)11-(0O-CH>-CH;)s-OEt 29.41 | 61.18 | 8.24 | 0.00 | 85.00 | 0.00 | 17.00 | 0.00 | 14.00 | 0.00 1.02

84 HS-(CH2)11-(0O-CH2-CH»)s-OPr 29.55 | 61.36 | 7.95 | 0.00 | 88.00 | 0.00 | 18.00 | 0.00 | 14.00 | 0.00 1.38

85 | HS-(CH2)11-(O-CH(CH;)-CH2),-OMe | 30.00 | 63.33 | 5.00 | 0.00 | 60.00 | 0.00 | 14.00 | 0.00 | 6.00 | 0.00 1.04

86 | HS-(CH2)11-(O-CH(CH3)-CHz);-OMe | 30.00 | 62.86 | 5.71 | 0.00 | 70.00 | 0.00 | 16.00 | 0.00 | 8.00 | 0.00 0.98

87 | HS-(CH2)11-(O-CH(CH;)-CH2)s-OMe | 30.00 | 62.50 | 6.25 | 0.00 | 80.00 | 0.00 | 18.00 | 0.00 | 10.00 | 0.00 0.84

88 HS-(CH)11-(O-CH2-CH>-CH»);-OH | 29.85 | 62.69 | 5.97 | 0.00 | 67.00 | 1.00 | 16.00 | 0.00 | 7.00 | 0.00 0.00

89 | HS-(CH1)11-(O-CH,-CH2-CH2);-OMe | 30.00 | 62.86 | 5.71 | 0.00 | 70.00 | 0.00 | 16.00 | 0.00 | 8.00 | 0.00 0.00
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TABLE S13. Results by Ostuni et al. 1°

S

0 OHO N—R’

WS\

Schematic of Mixed SAMs in paper published by Ostuni, et. al.

The SAM is a 1:1 mixture of -CONR’R and -CO,H/CO, "~ groups

The -CONR’R part of the SAMs were synthesized by reacting the SAMs

with amines of the form HNR’R

) %C | %H | %0 | %N OH] CC|CN] Co | co Fibrinogen

No. HNR'R ) | ) | ) | ©) | ™7 | Bond | Bond | Bond | Bond | Bond Adsorption

90 HaN(CH,)1oCHs 3162 | 63.97 | 2.21 | 0.74 | 68.00 | 0.50 | 20.00 | 1.00 | 0.50 | 1.00 2.00
" 6

91 COQ 37.69 | 57.69 | 2.31 | 0.77 | 65.00 | 0.50 |25.00 | 1.00 | 0.50 | 1.00 2.12
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) %C | %H | %0 | %N OH] CC | CN] Co | co Fibrinogen
No. HNR'R ) | ) | ) | ©) | ™7 | Bond | Bond | Bond | Bond | Bond Adsorption
OCHs
H,N
92 OCH; [ 32.81 | 60.16 | 4.69 | 0.78 | 64.00 | 0.50 | 18.50 | 1.00 | 3.50 | 1.00 1.50
OCHs
93 HoNCH,CH,OCH, 3097 | 62.83 | 3.54 | 0.88 | 56.50 | 0.50 | 1550 | 1.00 | 1.50 | 1.00 1.06
04 H:NCH,CH,OH 3091 | 62.73 | 3.64 | 091 | 55.00 | 1.00 | 1550 | 1.00 | 1.00 | 1.00 0.94
95 H(NCH:CH,OCHs); 30.89 | 62.60 | 4.07 | 0.81 | 61.50 | 0.50 | 1600 | 1.50 | 2.50 | 1.00 1.00
% HaN(CH,CH,0):CH; 3071 | 62.20 | 472 | 0.79 | 63.50 | 0.50 | 1650 | 1.00 | 3.50 | 1.00 0.03
97 HuN(CH,CH,0);H 30.65 | 62.10 | 4.84 | 0.81 | 62.00 | 1.00 | 1650 | 1.00 | 3.00 | 1.00 0.03
08 HaN(CH,CH.0)sCH; 3041 | 61.49 | 6.08 | 0.68 | 74.00 | 0.50 | 18.00 | 1.00 | 6.50 | 1.00 0.01
99 HuN(CH,CH,0)gH 3034 | 6138 | 621 | 0.69 | 72.50 | 1.00 | 18.00 | 1.00 | 6.00 | 1.00 0.01
100 | N Nx —— 3101|6202 388 | 1.55 | 6450 | 1.00 | 17.00 | 3.00 | 2.00 | 1.00 0.07
\_/ (@] OH
I
HN CH
101 N (3083|6333 | 250 | 167 [60.00 | 050 | 1550 | 3.00 | 050 | 1.00 0.80
N

CH;
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) %C | %H | %0 | %N OH | CC ] CN | CO | c=0 Fibrinogen

No. HNR'R ) | ) | ) | ©) | ™7 | Bond | Bond | Bond | Bond | Bond Adsorption

102 HN(CH:CH,0),CH,CHNH, 3040 | 62.40 | 400 | 1.60 | 62.50 | 0.50 | 16.50 | 1.50 | 2.50 | 1.00 0.74

103 HN N——CH, 3136 | 62.71 | 254 | 1.69 | 59.00 | 0.50 | 16.00 | 3.00 | 0.50 | 1.00 0.32
I
NH

104 NN 30.77 | 63.25 | 256 | 1.71 | 58.50 | 0.50 | 1550 | 2.50 | 0.50 | 1.00 0.17

CHs

105 HN(CH)); 31.19 | 63.30 | 2.75 | 0.92 | 5450 | 0.50 | 15.00 | 1.50 | 0.50 | 1.00 1.08
/ \ 7

106 HN N—C\ 3162 | 61.54 | 342 | 171 | 58.50 | 0.50 | 16.00 | 3.00 | 0.50 | 1.50 0.78
\_/ y
/ \ 7

107 HN N—C\ 3167 | 61.67 | 3.33 | 1.67 | 60.00| 0.50 | 1650 | 3.00 | 0.50 | 1.50 0.76
\—/ CH

3
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) %C | %H | %0 | %N OH | CC | CN | C-O0 | c=0 Fibrinogen
No. HNR'R ) | ) | ) | @) | "7 | Bond | Bond | Bond | Bond | Bond Adsorption
(e
108 | )J\ 31.03 | 62.07 | 345 | 1.72 | 58.00 | 0.50 | 16.00 | 2.00 | 0.50 | 1.50 0.80
\/\N CH
N 3
(0]
HoN )J\
109 N . | 31156230 328 | 164 | 6100 | 0.50 | 1600 | 3.00 | 050 | 150 0.24
| 3
CH,
NH»
110 HaN 3091 | 61.82 | 3.64 | 1.82 | 55.00 | 0.50 | 1550 | 1.50 | 0.50 | 1.50 116
(0]
CH;
N\
11 HzN/\H/ CH, 31.03 | 62.07 | 345 | 1.72 | 58.00 | 0.50 | 1550 | 2.50 | 0.50 | 1.50 0.66
(0]
HN(Gly)N(CHy),
112 HuN(Gly)sN(CH), 3175 | 6032 | 476 | 1.59 | 63.00 | 0.50 | 17.50 | 2.50 | 0.50 | 2.50 0.44
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) %C | %H | %0 | %N OH | CC | CN | C-O0 | c=0 Fibrinogen
No. HNR'R ) | ) | ) | @) | "7 | Bond | Bond | Bond | Bond | Bond Adsorption
CHs
N\
13 HN CH, 31.09 | 62.18 | 3.36 | 1.68 | 59.50 | 0.50 | 1550 | 3.00 | 0.50 | 1.50 0.18
CHs o
H(CH;)N(Sar)N(CHs),
114 FI(CH;)N(Sar)sN(CHs), 3178 | 6047 | 465 | 1.55 | 6450 | 0.50 | 17.50 | 3.00 | 0.50 | 2.50 0.04
115 FI(CH;)N(Sar)sN(CHs)s 32.09 | 59.70 | 5.22 | 149 | 67.00 | 0.50 | 18.50 | 3.00 | 0.50 | 3.00 0.03
116 FI(CH;)N(Sar)sN(CHs), 3237 [ 5899 | 5.76 | 144 | 69.50 | 0.50 | 19.50 | 3.00 | 0.50 | 3.50 0.03
(0] (0]
H2N/\(_ _>
117 0 o 30.82 | 60.96 | 6.16 | 0.68 | 73.00| 0.50 | 18.50 | 1.00 | 6.50 | 1.00 118
\
(—O (@]
18 3099 | 6127 | 5.63 | 070 | 71.00 | 0.50 | 18.00 | 1.50 | 5.50 | 1.00 0.22

v d
Co o

\_/
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) %C | %H | %0 | %N OH | CC | CN | C0 | C=0 Fibrimogen
No. HNR'R ) | ) | ) | ©) | ™7 | Bond | Bond | Bond | Bond | Bond Adsorption
HN HO  OH
119 o mon | 32.59 | 5852 | 6.67 | 074 | 6750 | 2.50 | 20.50 | 1.00 | 4.50 | 1.00 1.34
(0]
CH,OH
HO,  OH
120 H,NIis CH,OH 3065 | 60.48 | 645 | 0.81 | 62.00| 2.50 | 17.50 | 1.00 | 3.50 | 1.00 1.10
o
HO
HN HO  OH
121 o on 3259|5852 667 | 074 | 6750 | 2.50 | 2050 | 1.00 | 4.50 | 1.00 0.98
o
122 31.85 [ 56.69 | 9.55 | 0.64 | 78.50 | 4.00 | 23.00 | 1.00 | 8.00 | 1.00 0.64
123 30.16 | 61.11 | 6.35 | 0.79 | 63.00 | 3.00 | 1750 | 1.00 | 3.00 | 1.00 1.36
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N %C | %H | %0 | %N DAT O-H| CC | CN | CO | C=0 Fibrinogen

° (%) (%) (%) (%) Bond | Bond | Bond | Bond | Bond Adsorption
124 30.56 | 61.81 | 5.56 | 0.69 | 72.00 | 0.50 | 17.50 | 1.50 | 5.50 | 1.00 0.06
125 p— 33.63 | 58.41 | 2.65 | 3.54 | 56.50 | 0.50 | 17.00 | 3.00 | 0.00 | 1.50 1.16

NC CN
126 HN(CH,CH,CN), 3248 | 60.68 | 2.56 | 2.56 | 58.50 | 0.50 | 17.00 | 2.50 | 0.50 | 1.00 1.16
127 HN(CH,CN), 3243 1 60.36 | 2.70 | 2.70 | 55.50 | 0.50 | 16.00 | 2.50 | 0.50 | 1.00 1.46
128 H,NCH,CH,CN 31.82 | 61.82 | 2.73 | 1.82 | 55.00 | 0.50 | 16.00 | 1.50 | 0.50 | 1.00 1.44
(0]
129 /\)J\ 31.58 | 62.28 | 3.51 | 0.88 | 57.00 | 0.50 | 16.50 | 1.00 | 0.50 | 1.50 1.48
H,N CH,4

130 H,NC(CH,CH>CH,OH)3 30.88 | 62.50 | 441 | 0.74 | 68.00 | 2.00 | 19.50 | 1.00 | 2.00 | 1.00 1.14
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) %C | %H | %0 | %N OH | CC | CN | C-O0 | c=0 Fibrinogen
No. HNR'R ) | ) | ) | @) | "7 | Bond | Bond | Bond | Bond | Bond Adsorption
e
131 SN0y [3089 6179 407 | 163 | 6150 | 050 | 1550 | 3.00 | 150 | 150 1.16
| T
CHs 0
132 H(CH5)NCH,CH(OCH), 31.03 | 62.93 | 345 | 0.86 | 58.00 | 0.50 | 1550 | 1.50 | 1.50 | 1.00 0.72
e
133 e NN NG, 30716220 315 | 236 | 6350 | 050 | 1550 | 450 | 050 | 150 0.50
| T
CHs o)
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SINGLE-LAB DATASET

TABLE S14. Results by Hayashi et al.”:

No. Structure %C | %H | %0 | %N DAT O-H| CC | CN | CO | C=0 Fibrinogen

(%) (%) (%) (%) Bond | Bond | Bond | Bond | Bond Adsorption
1 HS-(CH,);-CH3 29.63 | 66.67 | 0.00 | 0.00 | 27.00 | 0.00 | 7.00 | 0.00 | 0.00 | 0.00 2.00
2 HS-(CH,):,-OH 29.73 | 64.86 | 2.70 | 0.00 | 37.00 | 1.00 | 10.00 | 0.00 | 1.00 | 0.00 0.58
3 HS-(CHz)11-NH» 28.95 1 65.79 | 0.00 | 2.63 | 38.00 | 0.00 | 10.00 | 1.00 | 0.00 | 0.00 1.80
4 HS-(CH»)1;-COOH 30.77 | 61.54 | 5.13 | 0.00 | 39.00 | 1.00 | 11.00 | 0.00 | 1.00 | 1.00 1.70
5 HS-(CH2)11-(O- CH»- CH»)-OH 29.55 | 63.64 | 455 | 0.00 | 44.00 | 1.00 | 11.00 | 0.00 | 3.00 | 0.00 0.10
6 HS-(CH2)11-(O- CH»- CH,),-OH 29.41 | 62.75 | 5.88 | 0.00 | 51.00 | 1.00 | 12.00 | 0.00 | 5.00 | 0.00 0.08
7 HS-(CH2)11-(O- CH»- CH,)3;-OH 29.31 | 62.07 | 690 | 0.00 | 58.00 | 1.00 | 13.00 | 0.00 | 7.00 | 0.00 0.00
8 HS-(CH2)11-(O- CH,- CH,)3-O-CH3 29.51 | 62.30 | 6.56 | 0.00 | 61.00 | 0.00 | 13.00 | 0.00 | 8.00 | 0.00 0.01
9 HS-(CH2)11-(O- CHaz- CH,)3-NH, 28.81 | 62.71 | 5.08 | 1.69 | 59.00 | 0.00 | 13.00 | 1.00 | 6.00 | 0.00 1.40
10 HS-(CH2)11-(O- CH»- CH,);-COOH 30.00 | 60.00 | 833 | 0.00 | 60.00 | 1.00 | 14.00 | 0.00 | 7.00 | 1.00 1.30
11 HS-(CH2)11-(O- CH,- CH,)s-OH 29.11 | 60.76 | 8.86 | 0.00 | 79.00 | 1.00 | 16.00 | 0.00 | 13.00 | 0.00 0.00

S-28




TABLE S15. Results by Sekine et al.>:

SAM1 | HS(CH,)sCH3
SAM2 | HS-(CH2)11-(O- CH;- CH,);-OH
No Percentage of %C | %H | %0 | %N QAT O-H| CC | CN | CO | C=0 Fibrinogen
' SAM2 (%) (%) (%) (%) | (%) Bond | Bond | Bond | Bond | Bond Adsorption
12 443 28.66 | 66.14 | 0.78 | 0.00 | 22.64 | 0.04 | 535 | 0.00 | 0.31 | 0.00 2.58
13 5.29 28.67 | 66.05 | 092 | 0.00 | 2296 | 0.05 | 542 | 0.00 | 0.37 | 0.00 2.60
14 5.46 28.67 | 66.03 | 0.95 | 0.00 | 23.02 | 0.05 | 544 | 0.00 | 0.38 | 0.00 2.51
15 5.85 28.68 | 6599 | 1.01 | 0.00 | 23.16 | 0.06 | 547 | 0.00 | 0.41 | 0.00 2.73
16 6.30 28.69 | 6595 | 1.08 | 0.00 | 23.33| 0.06 | 5.50 | 0.00 | 0.44 | 0.00 2.66
17 6.35 28.69 | 6594 | 1.09 | 0.00 | 23.35| 0.06 | 5.51 | 0.00 | 0.44 | 0.00 2.63
18 6.93 28.70 | 65.88 | 1.18 | 0.00 | 23.56 | 0.07 | 5.55 | 0.00 | 0.48 | 0.00 2.31
19 7.55 28.71 | 65.82 | 1.27 | 0.00 | 23.80 | 0.08 | 5.60 | 0.00 | 0.53 | 0.00 2.62
20 8.19 28.72 1 65.76 | 1.36 | 0.00 | 24.03 | 0.08 | 5.66 | 0.00 | 0.57 | 0.00 1.87
21 9.55 28.74 1 65.63 | 1.56 | 0.00 | 24.53 | 0.10 | 5.76 | 0.00 | 0.67 | 0.00 2.02
22 10.17 28.75 1 65.57 | 1.64 | 0.00 | 2476 | 0.10 | 5.81 | 0.00 | 0.71 | 0.00 2.62
23 10.37 28.75 1 65.55 | 1.67 | 0.00 | 24.84 | 0.10 | 5.83 | 0.00 | 0.73 | 0.00 2.24
24 10.95 28.76 | 65.50 | 1.75 | 0.00 | 25.05| 0.11 | 5.88 | 0.00 | 0.77 | 0.00 2.38
25 12.64 28.78 | 6535 | 1.97 | 0.00 | 25.68 | 0.13 | 6.01 | 0.00 | 0.88 | 0.00 2.81
26 13.20 28.79 | 6531 | 2.04 | 0.00 | 25.88 | 0.13 | 6.06 | 0.00 | 0.92 | 0.00 1.94
27 13.42 28.79 | 6529 | 2.07 | 0.00 | 2597 | 0.13 | 6.07 | 0.00 | 0.94 | 0.00 1.97
28 15.45 28.82 | 65.12 | 2.31 | 0.00 | 26.72 | 0.15 | 6.24 | 0.00 | 1.08 | 0.00 2.09
29 16.54 28.83 | 65.04 | 2.44 | 0.00 | 27.12| 0.17 | 6.32 | 0.00 | 1.16 | 0.00 2.03
30 16.80 28.84 | 65.02 | 2.47 | 0.00 | 27.22| 0.17 | 6.34 | 0.00 | 1.18 | 0.00 2.07
31 18.29 28.85 | 6491 | 2.63 | 0.00 | 27.77 | 0.18 | 6.46 | 0.00 | 1.28 | 0.00 1.62
32 20.64 28.88 | 64.74 | 2.88 | 0.00 | 28.64 | 0.21 | 6.65 | 0.00 | 1.44 | 0.00 1.75
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No Percentage of %C | %H | %0 | %N QAT O-H| CC | CN | CO | C=0 Fibrinogen
) SAM?2 (%) (%) (%) (%) (%) Bond | Bond | Bond | Bond | Bond Adsorption
33 23.23 2891 | 64.57 | 3.14 | 0.00 | 29.59 | 0.23 | 6.86 | 0.00 | 1.63 | 0.00 1.93
34 24.99 28.93 | 64.46 | 3.31 | 0.00 | 30.25| 0.25 | 7.00 | 0.00 | 1.75 | 0.00 1.68
35 25.21 28.93 | 64.45| 3.33 | 0.00 | 30.33 | 0.25 | 7.02 | 0.00 | 1.77 | 0.00 1.78
36 28.08 28.95 | 64.28 | 3.58 | 0.00 | 31.39 | 0.28 | 7.25 | 0.00 | 1.97 | 0.00 1.70
37 28.28 28.96 | 64.27 | 3.60 | 0.00 | 31.46 | 0.28 | 7.26 | 0.00 | 1.98 | 0.00 1.26
38 35.43 29.02 | 63.90 | 4.15 | 0.00 | 34.11 | 0.35 | 7.83 | 0.00 | 2.48 | 0.00 1.08
39 41.05 29.06 | 63.64 | 4.54 | 0.00 | 36.19 | 0.41 | 828 | 0.00 | 2.87 | 0.00 0.77
40 41.38 29.06 | 63.63 | 4.56 | 0.00 | 36.31 | 0.41 | 831 | 0.00 | 2.90 | 0.00 0.44
41 41.52 29.06 | 63.62 | 4.57 | 0.00 | 36.36 | 042 | 832 | 0.00 | 291 | 0.00 0.29
42 46.55 29.09 | 63.42 | 4.87 | 0.00 | 3822 | 047 | 872 | 0.00 | 3.26 | 0.00 0.57
43 47.77 29.10 | 63.37 | 494 | 0.00 | 38.68 | 0.48 | 8.82 | 0.00 | 3.34 | 0.00 0.15
44 50.84 29.12 | 63.26 | 5.11 | 0.00 | 39.81 | 0.51 | 9.07 | 0.00 | 3.56 | 0.00 0.32
45 51.69 29.12 | 63.23 | 5.15 | 0.00 | 40.13 | 0.52 | 9.14 | 0.00 | 3.62 | 0.00 0.54
46 56.67 29.15 | 63.07 | 5.40 | 0.00 | 41.97 | 0.57 | 9.53 | 0.00 | 397 | 0.00 0.25
47 70.03 29.21 | 62.69 | 597 | 0.00 | 4691 | 0.70 | 10.60 | 0.00 | 490 | 0.00 0.18
48 74.06 29.23 1 62.59 | 6.12 | 0.00 | 48.40 | 0.74 | 10.92 | 0.00 | 5.18 | 0.00 0.17
49 76.31 29.24 1 62.53 | 6.20 | 0.00 | 49.23 | 0.76 | 11.10 | 0.00 | 5.34 | 0.00 0.10
50 78.07 29.24 16249 | 6.26 | 0.00 | 49.89 | 0.78 | 11.25| 0.00 | 547 | 0.00 0.10
51 78.75 29.24 |1 6248 | 6.28 | 0.00 | 50.14 | 0.79 | 11.30 | 0.00 | 5.51 | 0.00 0.08
52 79.45 29.25 16246 | 6.31 | 0.00 | 50.40 | 0.79 | 11.36 | 0.00 | 5.56 | 0.00 0.09
53 81.05 29.25 16243 | 6.36 | 0.00 | 50.99 | 0.81 | 11.48 | 0.00 | 5.67 | 0.00 0.06
54 81.30 29.25 16242 | 6.37 | 0.00 | 51.08 | 0.81 | 11.50 | 0.00 | 5.69 | 0.00 0.09
55 82.47 29.26 | 62.40 | 6.40 | 0.00 | 51.52 | 0.82 | 11.60 | 0.00 | 5.77 | 0.00 0.05
56 85.11 29.27 | 6234 | 6.49 | 0.00 | 52.49 | 0.85 | 11.81 | 0.00 | 596 | 0.00 0.08
57 85.48 29.27 1 6234 | 6.50 | 0.00 | 52.63 | 0.85 | 11.84| 0.00 | 598 | 0.00 0.04
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No. Percentage of %C | %H | %0 | %N QAT O-H| CC | CN | CO | C=0 Fibrinogen
SAM?2 (%) (%) (%) (%) (%) Bond | Bond | Bond | Bond | Bond Adsorption

58 85.92 29.27 1 6233 | 6.51 | 0.00 | 52.79 | 0.86 | 11.87 | 0.00 | 6.01 | 0.00 0.03

59 86.93 29.27 1 6231 | 6.54 | 0.00 | 53.16 | 0.87 | 11.95| 0.00 | 6.08 | 0.00 0.09

60 87.59 29.27 1 6229 | 6.56 | 0.00 | 53.41 | 0.88 | 12.01 | 0.00 | 6.13 | 0.00 0.03

61 88.98 29.28 | 62.27 | 6.60 | 0.00 | 53.92 | 0.89 | 12.12 | 0.00 | 6.23 | 0.00 0.10

62 89.43 29.28 | 62.26 | 6.61 | 0.00 | 54.09 | 0.89 | 12.15]| 0.00 | 6.26 | 0.00 0.07

63 90.08 29.28 | 62.25 | 6.63 | 0.00 | 54.33 | 0.90 | 12.21 | 0.00 | 6.31 | 0.00 0.07

64 91.48 29.29 | 62.22 | 6.67 | 0.00 | 54.85| 0.91 | 12.32| 0.00 | 6.40 | 0.00 0.07

65 92.49 29.29 |1 6220 | 6.70 | 0.00 | 55.22 | 0.92 | 1240 | 0.00 | 6.47 | 0.00 0.15

66 92.56 29.29 | 6220 | 6.70 | 0.00 | 55.25| 0.93 | 1241 | 0.00 | 6.48 | 0.00 0.10

67 93.32 29.29 | 62.19 | 6.72 | 0.00 | 55.53 | 0.93 | 1247 | 0.00 | 6.53 | 0.00 0.16

68 93.81 29.29 | 62.18 | 6.74 | 0.00 | 55.71 | 0.94 | 12.51 | 0.00 | 6.57 | 0.00 0.16

69 96.55 29.30 | 62.13 | 6.81 | 0.00 | 56.72 | 0.97 | 12.72| 0.00 | 6.76 | 0.00 0.07

70 97.17 29.30 | 62.12 | 6.82 | 0.00 | 56.95 | 0.97 | 12.77 | 0.00 | 6.80 | 0.00 0.03

71 97.60 29.30 | 62.11 | 6.84 | 0.00 | 57.11 | 0.98 | 12.81 | 0.00 | 6.83 | 0.00 0.11

72 97.88 29.30 | 62.10 | 6.84 | 0.00 | 57.22 | 0.98 | 12.83 | 0.00 | 6.85 | 0.00 0.06
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Appropriateness test of machine learning

To verify the appropriateness of the modeling and the possibility of the over-fitting, we performed training and prediction, in which the data were split to test
(randomly selected five data) and training (the rest of data)
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Figure S1. Prediction of WCA (left) the amount of adsorbed fibrinogen on SAMs [multi- (middle) and single- (right) lab datasets]
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Importance analysis using the multi-lab dataset

The importance of the descriptors was calculated by using the multi-lab dataset. Compared with the results with the single-lab dataset, the importance
obtained with the multi-lab dataset shows significant coefficients of variation (standard deviation divided by value).
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Figure S2. Results of importance analysis after the training with the multi-lab dataset. Error bars stand for standard deviation (N = 2000).

S-33



References

(1) Dobrzanska, D. A.; Cooper, A. L.; Dowson, C. G.; Evans, S. D.; Fox, D. J.; Johnson, B. R.; Biggs, C. L.; Randev, R. K.; Stec, H. M.; Taylor, P. C.; Marsh,
A., Oxidation of tertiary amine-derivatized surfaces to control protein adhesion. Langmuir 2013, 29, 2961-70.

(2) Abe, K.; Takiguchi, H.; Tamada, K., Dynamic contact angle measurement of Au (111)— Thiol self-assembled monolayers by the Wilhelmy plate method.
Langmuir 2000, 16, 2394-2397.

(3) Sekine, T.; Tanaka, Y.; Sato, C.; Tanaka, M.; Hayashi, T., Evaluation of factors to determine platelet compatibility by using self-assembled monolayers
with a chemical gradient. Langmuir 2015, 31, 7100-7105.

(4) Arima, Y.; Iwata, H., Effect of wettability and surface functional groups on protein adsorption and cell adhesion using well-defined mixed self-assembled
monolayers. Biomaterials 2007, 28, 3074-82.

(5) Zhu, B.; Eurell, T.; Gunawan, R.; Leckband, D., Chain-length dependence of the protein and cell resistance of oligo(ethylene glycol)-terminated self-
assembled monolayers on gold. J Biomed Mater Res 2001, 56, 406-16.

(6) Bain, C. D.; Troughton, E. B.; Tao, Y. T.; Evall, J.; Whitesides, G. M.; Nuzzo, R. G., Formation of monolayer films by the spontaneous assembly of
organic thiols from solution onto gold. J Am Chem Soc 1989, 111, 321-335.

(7) Hayashi, T.; Tanaka, Y.; Koide, Y.; Tanaka, M.; Hara, M., Mechanism underlying bioinertness of self-assembled monolayers of oligo(ethyleneglycol)-
terminated alkanethiols on gold: protein adsorption, platelet adhesion, and surface forces. Phys Chem Chem Phys 2012, 14, 10196-206.

(8) Folkers, J. P.; Laibinis, P. E.; Whitesides, G. M., Self-assembled monolayers of alkanethiols on gold: the adsorption and wetting properties of monolayers
derived from two components with alkane chains of different lengths. Journal of adhesion science and technology 1992, 6, 1397-1410.

(9) Herrwerth, S.; Eck, W.; Reinhardt, S.; Grunze, M. J. J. o. t. A. C. S., Factors that determine the protein resistance of oligoether self-assembled
monolayers— internal hydrophilicity, terminal hydrophilicity, and lateral packing density. 2003, /25, 9359-9366.

(10) Ostuni, E.; Chapman, R. G.; Holmlin, R. E.; Takayama, S.; Whitesides, G. M., A survey of structure— property relationships of surfaces that resist the
adsorption of protein. Langmuir 2001, 17, 5605-5620.

S-34



