Using a Conformationally-Dependent Stereochemical
Library Improves Crystallographic Refinement of
Proteins — Supplemental Information

Table 1. List of protein chains used in Figure 1. 35 protein chains in each 0.1 A
resolution bin were selected from the PDBselect 25 list of Protein Databank entries. A chain
» »

name of ”_” indicates the chain name was blank in the entry. Each column contains the

indicated resolution bin.

1.0 1.1 1.2 1.3 1.4 1.5 1.6
labm _  1bkr A 1bx7 _ 1lcyd A leaz A 1lbgqc A 1b3a A
1lc7k A 1cbe A lese I 1des _  leca _  1brt _ 1dj7 A
leb6 A letj - 1fye A 1dg6 A lesb A 1d7p M 1dj7 B
1g2y B 186 A 1i24 A les9 A lewd A 1dfm B leuv A
lga6 A lgmx A 1598 A 1f9v A lezg A 1dp7 P 1fr2 A
lgkm A 1lh4dg B 1lknm A 1flm A 1f8¢ A 1dqz A 1gdy B
1jtb A 1kt6 A 17 A 1g6l A 1g8a A legw A 1g8q A
1kk A 113k A 1ml5 A 1gk9 A 1gk7 A lelk A 1gy7 C
1ni A st A 1med A 1gk9 B 1gp0 A 171 A 1h2c A
lmn8 D 1oh0 A I1nww B 1lhyo A lie9 A 10 A lhfe S
Imso B 1qj4 A 1nz0 D 1i0d B 117 A 1h32 A 1lit2 A
Ingj A 1ql0 A 1008 A ljed B 1jy2 N lisu A liyj B
lo7j A 1qlw B lo7i B 1jhg A 1jy2 R ljek A 1j2j B
loai A  1gqvl A 1lobo A 1l A 1jy2 S ljek B 1j31 A
lod3 A IrfOr I 1qu9 A 1lkal A 1kOm A 1510 B ljat B
16z A 1rg8 A 1rby A 11q9 A 1k3i A 1jr8 A 1jhj A
1tt8 A 1su8 A lryo A Inxm A k75 A 1lmi A 1k92 A
1y X 1t2d A lsen A 1lo2d B 1kjl A o7 A lkaf E
1zkd A 1t8k A  ltqw A lo7q A 1ks8 A lluc A lkic B
2a6z A 1uz3 B 1tu9 A 1o8x A mf A Imgd A  1kqf C
2chh A lyfq A luerr B logv A 1mlf B 1mtp B 159 A
2cnq A 1lysl X lusm A 1qdd A Imnn A 1In0r A 1m4j A
2cws A 1z22u A  1v8h A 1qwy A 1nl3 B Info A 1mbt A
2erl . 1z10 A 1vkl A 1r29 A 1Inyc A Inlg A 1mk0 A
2ggc A 2abs A 1vi7 B lrut X Ipfb A locy A 1nch A
2h3l B 2agy D 1lw6s B 1tjy A 1gby D lofn A 1Infp _
2ida A 2aib A 1wc2 A lucd A 1q71 A lopd _ lo26 A
2iim A 2bhu A 1wm3 A luse A 1g71 D 1plm A 1p0z A
lcc8 A 2cal A 1wn2 A 170 A 1992 A 1pdo A 1p5z B
lexq A 2igd - lwxe A 1w2l A 1qgzvn A 1qcz A 3bjh A
1i27 A 1jml A 1lwxc B 1lwew A Igqnr A 1gw2 A 1rki B
Imfm A 1g2b A Ixdn A 1wvf A 1lqop B Igwo A 1ro2 A
1gtw A 158 A 1lymt A Ixeo A 1s0p A bl A 1tlv A
lrwl A 1k7¢ A 1z0w A 1yg9 A lsvf A 1sjl A 1t92 A
lkgp A 1lu4 A 1z2n X lzce A lsvf B 1szh B 1691 A
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1.7 1.8 1.9 2.0 2.1 2.2 2.3
lagz A 1la92 D  lalu - laly -  1c¢28 C 1bdu A la2x B
lay7 B 1bbl A lat0 _ laol _ leqn A 1b4u B laux A

lddw A 1dow B 1bOn B  1bbp A 1d7k A 1bg8 A 1b33 N
lecs A 1ldge A 1dfn A lbys A lehy A 19k C 1byl A
1f3u D 1fs1 A lefl C lelv. I 1fjm A lety - lertb C

1fit X 1g65 A lemu A 1d2z D 1g3j C 1deb5 B lead A
vk A lgbg _ 1f08 B 1d3b C 1gpd A 1del A 1f3m A
1h03 P 1h7c¢ A fip A 1d3b L lidz A 1dev B 1fef A
1h6f B lher A 1fle 1 ldgt A 1jlv. A 1dku A 1fir A
1h75 A ljid A 1gl2 A 1dtj B 1k61 A 1dp5 B 1g2c B
1hz6 B 1kp6 A 1gl2 C ldvo A 1lln B lem2 A 1g2c O

1521 A 1lkvd A 1gl2 D leg2 H 1Ingn A leys C lgtq A
158 A 1lkvd B 1jdh B lezi A lotg A leys H lgzs D
ljos A 1lbu _  1jhs A 1fe3 A 1gqgqh A 1l B 1h3o A
1k94 A 1c7 A 1ljyo A 1h6k 7Z 1rmd  _ 1fro A liad  _
1m9% D lluz A 1k3s B 1h8& I  1rpl _ 1fuj A liar B
lmxi A 11xj A sl A lhbk A 1rzd A 1g43 A 1ik7 A
In0w B  1md4d A 1lneu _ 1hjl A 1s3t B lgrj _ 1jlk A
Inep A Imwp A 1Inh2 C lhyb A 1stm D 1hf2 A ljsu C
Inrj A 1nkp E 1g8b A liTw D 1tdw A 1i8n A 1kil E
losy B Inob5 B 1gq8r B ljeo A ltue A ligu B 1kr2 F
1p3q Q lojh J 1qa7 A lku0 B 1lunl B 1im3 D 1ls A
lpby C 1g8d A 1lqou B 1ldd A 1vf6 B liwn A 1161 8
Ipfv A lgkq A 1qqp 4 1lhv A wfe D 1jc5 F 1mhm B
1g¢2h A 1gpa A 1qr0 A 1mbi A 1vjT A 1jlx A In0l D
1gst A Iro7 A 1lgzm A I1mbm D 1vjh A 1jmt A 1n9w A
1rh6 B 1sec3 B 1rf8h C 1mby A 1lviqg A ljyb A lo51 A
1sbu G 1tfl D lreg Y 1mi8 A 1vk0 A 1k1f A 1p19 D
1t0b G wvbd G 1rk8 C Imki A 1w3n A 1n69 B lpvl A
1t1j B vbd H 1ryp L 1mzg B 1wy9 A Inf2 A 167 B
1t2b A 1vbd 1 Isfp - 1lmzw B 1xeq B 1nmp A lgqdn C
182 D 1vbd J  1sq9 A In2d C 1xg8 A 1lo6b A Irlv. A
1tsf A 1vb4d K 1ta9 B ni9 A 1zmq A 1lohz B Irda E
lubd B 1vb4 L 1ul0s A Inkz A 1zx2 B 1lpng _ 1rbx A
lubd A 1vm0 A 1ua8 A Inlw D 2a06 I 1pug A 1ro5 A
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2.4 2.5 2.6 2.7 2.8 2.9 3.0
lavgq. C labo A lavg I 1a02 F lao0 A 1bnl A ladu A
1b35 A laTj _ 1bh9 A 1b87 A lavo A 1c9i B 1b26 A
1b35 D laih B ledr A 1bxn 1 lavo B lcja A 1b9x A
1b55 A 1bda A 17z A  1lesg A 1bgh G leqj B 1b9y C
1bt6 A  1lber B lef7 A leui = leid - 1dfc B  1lbev 3
lent 2 1bdf D lef7 B 1dml B 1lcma A lest B 1bh8 B

leai C 1byk A 1dk4 A 1dt9 A 1f2n C 102 T 1bu2 A
lep2 B lech _ 1178 B lecx A 145 A v A ledt A
leem B 1d2p A 1ljkw _ lexc A 1fhf A 1fbv A 1cjk A
1f7c A lewa A 1lkeg C 1fbm A 1g23 A 1feg9 C 1d2h A
lgsq - 1fbq D lksj B 1fuo A lge3 A 1ft4 B 1d6m A
lgyw A 19 A 1tb C 1gme A 1gnl D 1h6o A 1dch A
1h3g A 1gk0 B 1ml8 A 1gxb D 1gvm D 1h79 A le0j B
lhgd C 1guo C 1nay B 1gxc A lila C 1hlm _ 1lequ A
lThul A 1hl6 D 1p65 A  lhef X lis7 K 1hm7 B lexj A
lilr B 1hm8 A 1pd3 A 1hg6 A 1jik A  lhwh A 151 B
liah A Thup - 1g3i A 1li3s A 1jmu A 1lhwh B 15t A
lidl A ljor A I1rli A 1i4 B 1jx7 A 1lj4u A 187 B
lifg A 1j9a A 1r6a A 1i69 A 1k3e A 1j7v. R 1fql A
ljog A 1jb0 I 181 A 199 A 1kqe B 1jdn A 1fze C
lme5 C  1jb0 J 1sf8 H lioi A 18 A 1jk9 B 1fze D
1mg3 D 1jb0 L 1sg3 B lipk B 1lbm A 1jwa D 1g88 C
lnol A 1jb0 M  1skv B 1kf6 B 1lia A 1lkmi Z 1gnh A
loq9 A ljnz B 1ss9 A 1kf6 C 1m3w A 10a A 1ggqw B
1pjs A 1k4j A Ttex C 1kf6 D 1m6x A 1100 A 1grc B
lgmt A Mluyy B  1wOc D 1kp0 A 1mdy A 1100 C 1gtp A
lgqzq B 1llzw A 1lwpr A 1Imhz B 1mhd A 119a A 1h56 A
Irty A 1llzw B 1wvd B 1mhz G 1mpy A 1ln2 A 1h6v C

Isff A Im3e B 1lwwl B 1Incn A InOf C 1In8b A 1he8 A
1194 A 1Infl A 1xl4 A Inlt A In7i B 1Inbg A 1hlg A
lul0 C 1051 A 1xpg D Insl C Inlx A 1Inen D 1lhux A
lubz A locth G 1lymf A 1lo7d E Insk L 1Inrx A 1t83 C
lumi A  1loo5 A 1lymy A lofg B 1Inub A locz E lijd B
1lvp7 F  loge K 1z9h A  1p73 C 1nwn A locz M liod A
lvyg A  1pbc A 2a41 C 1pex _ 1Inxh A loft A  lism A

Fig. 1. Agreement of existing model’s main chain bond lengths with the
CSD-X library and the CDL as a function of resolution. The median rmsd
of main chain bond lengths from the CSD-X library (blue squares) and the CDL
(red circles) for 35 protein chains in each 0.1 A resolution shell are plotted as a
function of resolution.
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