Table S1 140 DNAFLs with determined 3D structures selected from PDB.

PDB ZDOCK

code Nucleotide sequences (5’ to 3°) Length Mode Score
1 3HXQ GGCGTGCAGTGCCTTCGGCCGTGCGGTGCCTCCGTCACGCC 41 1 32.78
2 S5XRZ TTTTTTTTTTTTTTTTTTCCCTTTTTTTTTTTTTTTTTTT 40 1 29.54
3 3A5U CCCcCceeecececcecececececcececececececececececececece 31 1 29.08
4 7QB3 CGGCCGTCGAAGACCCGCCAAGTGGCCG 28 1 29.96
5 3ZH2 CTGGGCGGTAGAACCATAGTGACCCAG 27 1 27.48
6 6GN7 CGCCTAGGTTGGGTAGGGTGGTGGCG 26 1 26.78
7 4GNX ITTTTTTTTTTTTTTTTTTTTTTTITT 25 1 26.24
8 8SHO CCAGCAGGGGTTAGGGTTAG 20 1 30.22
9 7JSG ITTTTTTTTTTTTTTITT 17 1 23.92
10 7LCC TCCTATATAATAAAAGA 17 1 25.94
11 6SKO ITTTTTTTTTTTTTTTT 16 1 23.54
12 7XHD GGGGTGGGTGGTGGGT 16 1 24.42
13 2C62 ITTTTTTTTTTTTTTTG 16 1 25.12
14 2CCZ ITTTTTTTTTTTTTTT 15 1 25.38
15 IRDE GGTTGGTGTGGTTGG 15 1 25.58
16 7JSH CGCTCGCTCGCTCGC 15 1 24.18
17 5VoX GACCTGCTGCGGATT 15 1 242
18 6CRM GGGTCGGTGCCTTA 14 1 25.04
19 4JRQ AAAAAAAAAAAAA 13 1 25.76
20 1PHI1-D GGGGTTTTGGGGT 13 1 24.1
21 10TC GGGGTTTTGGGG 12 1 239
22 4JS5 TTTTTTTTTTTIT 12 1 23.14
23 7Y01 ccceeeceececececece 12 1 20.2
24 3UGO TGTACAATGGG 11 1 22.5
25 5XS0-Y cccecececececece 10 1 20.34
26 6WDZ TAGTATTACC 10 1 24.16
27 40U6 TTTTTTTTTT 10 1 21.98
28 SN9D GGGTTAGGGT 10 1 22.44
29 6CQ2 TTCCGCTTGA 10 1 21.38
30 2A01 TGGGGTGTGG 10 1 22.46
31 2KN7 CAGTGGCTGA 10 1 22.26
32 4HIM GGATACGGT 9 1 21.82
33 6BUX AATCCCAAA 9 1 20.3
34 6KBS GGTCGATTC 9 1 22.2
35 7JSI TTTTTTTT 8 1 19.68
36 7CRE TCAGCCTC 8 1 20.26
37 SFGP GCGGCGG 7 1 20.42
38 205C CGCAACT 7 1 20.4
39  4POG-X TTTTTTT 7 1 19.42
40 6JVY TGTGTGT 7 1 19.04
41 IMJE TTTTTT 6 1 18.4
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130 5FHD-E TTTTTTC 7 other 19.22
131 6XB8 GCTCTT 6 other 20.34
132 8GBJ cccccce 6 other 17.66
133 7BJQ CATGGC 6 other 18.08
134 5SWW ATCGGG 6 other 17.96
135 3NHI-F ATAGG 5 other 18.58
136  70MY ATGTC 5 other 18.48
137  8BAR AAGAC 5 other 17.28
138 7ZES CGCGT 5 other 15.96
139 1J5K TCCCT 5 other 16

140 7CSZ GACGG 5 other 19.08

Notes: The table is categorized based on distinct binding sites. No.1 - No.49 represents the DNAFLs that clearly
binds to the Fc segment in mode 1, followed by the listing of DNAFLs belonging to mode 2 and mode 3, respectively.
"Other" indicates complete localization of the entire DNAFL within the Fab segment, along with some unfavorable

cases observed in the docking results.



