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Supplementary Table 1 Observed and predicted activity of diverse compounds in

different models

Observed Dock
Comp No. SMILES Activity | Predicted Activity through model Score
(pICso) 1 2 3 4
clccecc1CN(CC)Ce2ccee(cc2)-

1! c(c(03)=0)cc(c34)cc(cc4d)OCCNC(=0)Cc5ce(F)ce(F)es 3.827 3.580 | 3819 3.636 | 3.386 | 69.831
clccecc1CN(CC)Ce2cecc(cc2)-

2 lo(e(03)=0)cc(c34)cc(ccd)OCCNC(=0)/C=C/e5co(F)ee(F)es 4004 1 4331 | 3.669 | 3.566 | 4.045 | 67.789
clccecc1CN(CC)Ce2cecc(cce2)-

3! c(c(03)=0)cc(c34)cc(cc4)OCCNC(=0)CCce5ce(F)c(F)ees 3.936 4.140 1 4141 3.720 | 4.352 | 67368
clccecc1CN(CC)Ce2ccee(cc2)-

4! c(c(03)=0)cc(c34)cc(ccd)OCCNC(=0)/C=C/c5cc(Cl)c(Cl)ces 3876 3811 | 4007 | 3735 | 3449 | 71.384
clccecc1CN(CC)Ce2cecc(cc2)-

51 lo(c(03)=0)co(c34)cco(c4)OCCNC(=0)CoSee(F)ee(F)es 3.824 | 4.046 | 3789 | 3914 | 4813 | 59.232
clcecec1CN(CC)Ce2cecc(cc2)-

6! c(c(03)=0)cc(c34)cce(c4)OCCNC(=0)/C=C/c5cc(F)ce(F)c5 3.917 3.604 | 3.887 3.861 | 3.498 | 57.466
clcceccICN(CC)Ce2cece(cce2)-

7! c(c(03)=0)cc(c34)ccc(c4)OCCNC(=0)CCcScc(F)c(F)ces 3.943 3.577 | 4.092 3.998 | 3420 | 61.743
clccecc1CN(CC)Ce2ccee(cc2)-

8 le(c(03)=0)cc(c34)cee(c4)OCCNC(=0)/C=CleSee(Cl)e(Clces 3.821 | 3.524 | 4450 | 4030 | 4836 | 59.378
0=C(O)c(c1)ce(C(=0)0)cc INC(=0)[C@H](0)[C@H](Cc2cccec2)NC(=
0)[C@H](CC(C)C)NC(=0)[C@H](C(C)C)NC(=0)[C@@H](N)CCC(=0)| 4.260 5.078 | 4.690 | 4.742 | 4.501 | 59.261

9! o
clcce(C(=0)0)cc INC(=0)[C@H](0)[C@H](Cc2cececc2)NC(=0)[C@H](
CC(C)C)NC(=0)[C@H](C(C)C)NC(=0)[C@@H](N)CNC(=0)c3nn[nH]n| 5.086 5.039 | 5.136 | 5329 | 4.960 | 65.744

0" 3
0=C(O)c(c1)ce(C(=0)0)cc INC(=0)[C@H](0)[C@H](Cc2cccec2)NC(=
0)[C@H](CC(C)C)NC(=0)[C@H](C(C)C)NC(=0)[C@@H](N)CNC(=0 | 5.409 5731 | 5.106 | 5346 | 6.401 | 55.255

112 |)c3nn[nH]n3
nln[nH]ncl-c(c2)ce(-
c3n[nH]nn3)cc2NC(=0)[C@H](O)[C@H](Cc4cccccd)NC(=0)[C@H](CC| 5.194 5.081 | 5280 | 5.192 | 5.296 | 62.357

122 (O)CNCEO)[C@H](C(O)ONC(=0)[C@@H]MN)CCC(=0)0
nln[nH]ncl-
c(ccc2)cc2NC(=0)[C@H](O)[C@H](Cc3ccecec3)NC(=0)[C@H](CC(C)C | 5.319 5.501 | 5267 | 5.129 | 5.853 | 62.281

132 INC(=0)[C@H](C(C)CNC(=0)[C@@H](N)CNC(=0)c4nn[nH]n4
n1n[nH]ncl-c(c2)cc(-
c3n[nH]nn3)cc2NC(=0)[C@H](0)[C@H](Ccdcccecd)NC(=0)[C@H](CC| 5-921 | 5.768 | 5.868 | 5.795 | 5.415 | 48.823

14> [(O)CNC(E=EO)[C@H](C(C)ONC(E=0)[C@@H](N)CNC(=0)c5nn[nH]n5
nloc(=0)[nH]cl-
c(ccc2)cc2NC(=0)[C@H](O)[C@H](Cc3ccece3)NC(=0)[C@H](CC(C)C | 5.180 5.055 | 5355 | 5477 | 5.786 | 52.241

152 DNC(=0)[C@H](C(C)CNC(=0)[C@@H](N)CNC(=0)c4nn[nH]n4
nloc(=S)[nH]cl-
c(cce2)cc2NC(=0)[C@H](0)[C@H](Cc3ccecc3)NC(=0)[C@H](CC(C)C | 5.194 5.323 | 5409 | 5477 | 4.865 | 53.229

16> DNC(=0)[C@H](C(C)CNC(=0)[C@@H](N)CNC(=0)c4nn[nH]n4
OC(=0)CC[C@@H](C(=0)O)NC(=0)[C@H](C)NC(=0)[ C@H](CC(=0)

O)NC(=0)[C@H](O)[C@H](Cclcecec )NC(=0)[C@H](CC(C)C)NC(=0| 4.076 4318 | 5.120 | 4.920 | 4.467 | 64.265

172 D[C@H](C(C)CNC(=0)[C@@H](IN)CNC(=0)C(=0)0O
clcce(C(=0)0)cc INC(=0)[C@H](0O)[C@H](Cc2cececc2)NC(=0)[C@H](

188 |CC(C)ICINC=0)[C@H](C(C)ONC(=0)[CR@H]N)CNC(=0)C(=0)0 4.796 5234 | 5.006 | 5.059 | 4.068 | 62.413
0O=C(O)c(c1)ce(C(=0)0)cc INC(=0)[C@H](0)[C@H](Cc2cccec2)NC(=
0)[C@H](CC(C)C)NC(=0)[C@H](C(C)C)NC(=0)[C@@H](N)CNC(=0 | 5.328 5.095 | 5975 | 5.075 | 6.142 | 59.635

190 DC(=0)0
clcce(C(=0)0)cc INC(=0)[C@H](0)[C@H](Cc2cececc2)NC(=0)[C@H](
CC(C)C)NC(=0)[C@H](C(C)C)NC(=0)[C@@H](N)CNC(=0O)c3[nH]nnn| 5.086 4960 | 5.560 | 5.630 | 5.463 | 62.248

200 3
O=C(0)c(c1)cc(C(=0)0)cc INC(=0)[C@H](O)[C@H](Cc2ccecc2)NC(=
0)[C@H](CC(C)C)NC(=0)[C@H](C(C)C)NC(=0)[C@@H](N)CNC(=0 | 5.409 5.835 | 5460 | 5.647 | 6.167 | 54.353

213 ))c3[nH]nnn3

224 |eleceecl-c2n(CC(=0)N=C(N)N)c(cc2)-c3cceec3 2.432 2.780 | 2.027 | 2.300 | 0.156 | 67.287
clcece(Cl)cl-c2n(CC(=0)N=C(N)N)c(cc2)-

23 |e3ccc(oe3)Ocdooo(ccd)C(=0)C 3.155 3311 | 2.762 | 2.680 | 3.561 | 61.584




clcceecl-

c2n(CC(=0)N=C(N)N)c(cc2)C34C[C@@H]5C[C@H](C3)C[C@H](C4) | 3222 | 2976 | 3.040 | 3.152 | 3.255 | 73.896

244 |C5
CCCOc(ccl)ccel-c(ce2)n(c2-

25%  |c3ceece3CICC(=0)/N=C(N)\N[C@H](CC4)CC[C@@H]4C(=0)0 4108 | 4443 | 3.794 | 3.646 | 4152 | 66.648
CCCOc(ccl)ecel-c(cc2)n(c2-

26 |c3ceecc3ClCC(=0)N=C(N)\N[C@H]J4CC[C@H](0)CC4 3.903 | 3.764 | 4213 | 3596 | 3236 | 73.708

274 |CCCOc(cel)ecel-c(ce2)n(c2-c3ecccc3C)CC(=0)YN=C(N))NCCCC(=0)0| 3-886 | 4.124 | 4.119 | 3.260 | 3.230 | 66.608

28+ |0=C(0)CCN/C(N)=N\C(=0)Cn(cl-c2cccec2Cl)c(ccl)-c3cee(ce3)OCCC | 3.556 | 3.338 | 3.402 | 3.203 | 3.584 | 68.159

294 JO=C(N)CCN/C(N)=N\C(=0)Cn(c1-c2ccccc2Cl)c(cel)-c3cec(ce3)OCCC 3.764 3.776 | 4.001 | 3.293 | 3.347 | 66.544

30 |OCCCN/C(N)=N\C(=0)Cn(cl-c2ccecc2Clie(cel)-c3eee(ce3)0CCC 3.917 | 3.815 | 3.397 | 3.373 | 3.629 | 67.101

30 ggsgg;g)c)gg/ CN=NC(=0)Cn(el-c2cccec2Cle(eel)- 3907 | 3.440 | 4.023 | 3.503 | 3.226 | 69.544

324 |CCCOe(cel)ecel-c(ce2)n(c2-c3cecce3CHCC(=0)/N=C(N)NCCNC(=0)C| 3863 | 3.236 | 3.269 | 3.411 | 3.665 | 75.092

33 |0CC(C)(C)CN/C(N)=N\C(=0)Cn(c1-c2cccec2Cle(cel)-c3ecc(ce3)0CCC| 3693 | 3.811 | 3.584 | 3.448 | 3.316 | 66.620

34 |CCCOc(ccl)ecel-c(cc2)n(c2-c3ccece3CHCC(=0)/N=C(N)\NCCCSC 3.493 4.256 | 4.090 3.288 | 3.637 [ 79.265
CCCOc(ccl)cecel-c(ce2)n(c2-

35 |e3eccec3CNCCO0)N-CIN)NCCCAOCCO4 3570 | 4.115 | 3.819 | 3.404 | 3.309 | 68.196

364 |CCCOe(cel)ecel-c(ce2)n(e2-c3ccece3CHCC(=0)/N=C(N)\NCCCnécnced| 3018 | 3.581 | 3.472 | 3.366 | 3.777 | 68.519

374 |CCCOc(cel)eeel-c(ce2)n(c2-c3cecce3C)CC(=0)/N=C(N)\NCcéccesd 3.124 | 3.175 | 3.015 | 3.308 | 3.434 | 70.784

38*  |CCCOc¢(ccl)ecel-c(cc2)n(c2-c3ccece3CHCC(=0)/N=C(N)\NCc4occcd 3.253 3.420 | 3.363 3.085 | 3.444 | 79.727
CCCOc(ccl)cecl-c(ce2)n(c2-

39*  |c3ccecc3CHCC(=0)/N=C(N)\NCc4c(F)c(F)c(F)cc4 3.693 3.366 | 3.752 3.367 | 3.428 | 66278
CCCOc(ccl)ecel-c(cc2)n(c2-

40*  |c3cceec3CIHCC(=0)/N=C(N)\NCc4cc(OC)c(O)ccd 3.186 3.263 3.731 3.529 | 4.104 | 63.083
C1[C@H](C2)C[C@@H](C3)C[C@H]2CC13c(cc4)n(c4-

414 |escoeces)COO)N-C(N)NCCCCHN 3593 | 3.699 | 3.822 | 3.517 | 4597 | 64.915
OCCCN/C(N)=N\C(=0)Cn(cl-

424 |c2ceece?)e(ec] )C34C[C@@H]SC[C@H](C3)C[C@H](C4)CS 3.622 | 3.399 1 3583 | 3.520 1 3.599 | 67513
OCCN/C(N)=N\C(=0)Cn(c1-

434 |c2ccece?)e(cc] )C34C[C@@H]SC[C@H](C3)C[C@H](C4)CS5 3.167 | 3.292 | 2863 | 3241 | 3229 | 66.798
N#CCCN/C(N)=N\C(=0)Cn(c1-

444 |e2cccee2)o(ce])CIAC[C@@H]SC[C@H](C3)C[C@H](CA)CS 3.509 | 3.597 | 3387 | 3406 | 3.995 | 68.430
C1[C@H](C2)C[C@@H](C3)C[C@H]2CC13c(ccd)n(c4-

45¢  loscocces)CC-0)N-CONNCCCCO 3593 | 3.914 | 3.672 | 3.421 | 3.076 | 70.327
OC[C@H](0)CN/C(N)=N\C(=0)Cn(c1-

46'  |c2ccece2)e(ec] )C34C[C@@H]SC[C@H](C3)C[C@H](C4)CS 3271 | 3426 | 3445 | 3685 | 3.636 | 70.396
C1[C@H](C2)C[C@@H](C3)C[C@H]2CC13c(ccd)n(cd-

47 |osececes)CC(-OYN-C(N)NCCCnbenec 2767 | 2.825 | 3.083 | 3.492 | 2.198 | 66.098
C1[C@H](C2)C[C@@H](C3)C[C@H]2CC13c(ccd)n(cd-

48 leScecees)CC(=0)/N=C(N)N[C@H]6CC[C@H](O)CC6 3:548 | 3656 | 3363 | 3804 | 3.531 | 71.046
C1[C@H](C2)C[C@@H](C3)C[C@H]2CC13c(ccd)n(c4-

49 |escocces)COO)N-C(N)NCECCCCCS 2.143 | 2348 | 2.700 | 2.787 | 2.615 | 70.810
C1[C@H](C2)C[C@@H](C3)C[C@H]2CC13c(ccd)n(cd-

50°  lesececes)CO(—0)N-C(N)NCoboc(nnb)C 3.177 | 3.088 | 3.487 | 3.421 | 3.736 | 70.855
C1[C@H](C2)C[C@@H](C3)C[C@H]2CC13c(ccd)n(cd- 3550 | 3247 | 3458 | 3153 | 3276 | 74206

514 |cSccece5)CC(=0)/N=C(N)\NCcbscc(n6)C
C1[C@H](C2)C[C@@H](C3)C[C@H]2CC13c(ccd)n(cd-

53¢ |osececes)CO(—0)N-CIN)NCCebeeesb 3253 | 2931 | 3.019 | 3.578 | 3.540 | 71.607
C1[C@H](C2)C[C@@H](C3)C[C@H]2CC13c(ccd)n(cd-

53¢ loScecces)CO(—0)N-C(N) NCebee(Njece 3.128 | 3229 | 3.172 | 3.404 | 3.406 | 62.578
C1[C@H](C2)C[C@@H](C3)C[C@H]2CC13c(cc4)n(c4-

54 JoSceeceS)CO(=0)/N=C(N)NCCcbesceh 3.248 | 2777 | 3199 | 3443 | 4212 | 66.144

555 lelecee(c12)ccc(c2)C(=0)Ne3ec(Br)cce3N4CCN(CCHC(=0)0C(CYC)C | 2770 | 3.468 | 2.654 | 2.748 | 3.070 | 67.996

56°  |clcece(c12)eec(c2)C(=0)Ne3ec(Br)ece3N4CCN(CC4)CeSeccecs 2.284 2712 | 2.756 | 3.226 | 2.586 | 69.074

o5 él)g:cc(c 12)oc(=0)c(c2)C(=0)Nc3cc(Br)eccc3AN4CCN(CC4)C(=0)OC(C)( 3.000 3187 | 2880 | 2719 | 3.668 | 65.290

585 |clecec(c12)oc(=0)c(c2)C(=0)Nc3ce(Br)cecc3N4CCN(CC4)CeSececes 3.119 3.310 | 3.125 3.172 | 3.369 | 71.943

o5 Z:é;(c((;()%C)c(cl2)0c(:O)c(c2)C(:O)Nc3cc(Br)ccc3N4CCN(CC4)C(:0)OC 2620 3369 | 2.907 3005 | 3.604 | 65903

o0 gl cce(0C)c(c12)oc(=0)c(c2)C(=0)Nc3ce(Br)ccc3N4CCN(CC4)Cce5cecce 2260 2437 2589 2457 | 2113 | 73.836




COc(cl)cee(c12)c(cc(02)=0)CC(=0)Nc3ce(Br)ccc3N4CCN(CC4)C(=0)O

4.032

4.187

4.812

3.432

4.447

66.704

61° |cO)©)C

COc(cl)cee(c12)c(ce(02)=0)CC(=0)Nc3cc(Br)cce3AN4CCN(CC4)S(=0)( 2.947 2709 | 2788 | 2537 | 2742 | 73.254
625 |=0)c5cecss
o (é l)g:cc(c12)c(=0)cc(02)C(=O)Nc3cc(Br)ccc3N4CCN(CC4)C(=O)OC(C)( 2721 2027 | 2920 | 2329 | 2.078 | 63.487
o clcsccc(cl2)c(=0)cc(02)C(=O)Nc3cc(Br)ccc3N4CCN(CC4)S(=O)(=O)c50 2585 2563 | 2485 2504 | 2.840 | 72.495
65° Z(l:scccc(c12)ccc(n2)C(:O)Nc3cc(Br)ccc3N4CCN(CC4)C(:O)OC(C)(C)C 2770 | 2.947 | 2.382 | 2.809 | 2.205 | 78.068
o gigff(g(czggg?c)fc%ﬂ](C)NC[C@@H](O)[C@H](Cczcccccz)NC(: 2268 | 2912 | 2266 | 2535 | 2.460 | 72.626
- gigfgfiéyﬁgj?ig@g]éggc[C@@H](O)[C@H](C°2°°°°°2)NC(: 2721 | 2822 | 2656 | 3298 | 2304 | 70.550
686 S;gff(figﬁéggc@clgpm[C@@H](O)[C@H](CCZCCC“Z)NC(: 2278 | 2364 | 2571 | 3.174 | 2.974 | 66.785
696 ggfg(:ig\]cg%gg@m(C)NC[C@@H](O)[C@H](CCZCCCCCZ)NC(: 1208 | 2.744 | 1.876 | 2.853 | 1.022 | 72.938
o 8;2%25&;%%;?&%%&?@’C[C@@H](0)[C@H](C62°°CCCZ)NC(: 2745 | 2768 | 2.195 | 2.506 | 3.769 | 66.594
216 S;CC}SCC(SCC( iggg%gggg(ccc)gf[C@@H](O)[C@H](C°2°°CC°2)NC(: 3128 | 3.145 | 3.779 | 3.607 | 3.657 | 60.513
726 g;gf&figgggﬁg‘jggggc@@H](O)[C@H](CCZCCC“Z)NC(: 4229 | 4768 | 4.045 | 3.553 | 4314 | 61.783
736 8;gf&fi:ggg%ggfggggg&%@@H](O)[C@H](CCZCCCCCZ)NC(: 3921 | 2962 | 3.606 | 3.500 | 4.001 | 68.821
246 S;gfcc(lc\ﬁgj%):&)[CCZS”%IC{(]C(;)(I)\ICC(%(C:?C@H](0)[C@H](C‘32°°°°°2)NC(= 4.495 | 4900 | 4.025 | 3.684 | 4.326 | 73.226
756 S;Cgfcc(fcc( Clgg(czg))l\[ﬁé@cl{égm[C@@H](0)[C@H](C°2°°°C°2)NC(: 2.839 | 2.937 | 2.033 | 3.319 | 3.300 | 65.683
66 g;C%Egggéi%):gégg‘%lj(]é;g\lgég@@m(O)[C@H](CCZC“CCZ)NC(: 3218 | 3.506 | 3.749 | 3.598 | 3.461 | 74.318
776 gigfﬁfilgggg)ﬁc@gggggc@@H](O)[C@H](CCZCCCCCZ)NC(: 4886 | 4.933 | 4.697 | 3.731 | 4.452 | 70.999
786 gccﬁcc(g(:clgﬁg%g%fggggé%?@m(O)[C@H](C°2°°°°°2)NC(= 4409 | 5.015 | 4783 | 3.741 | 4.008 | 69.052
o6 S;SSCC(E%I(\LCO():&)E%Ij(]c(gﬁgc[(cgé@m(O)[C@H](Cczcccccz)NC(: 3.745 | 3.866 | 3.410 | 3.780 | 4268 | 65.071
206 8;CC_,ECCOC\IS&\LCO():CO&g)@clj(]sg)cb;%[gé@c?ﬂ(O)[C@H](Cczcccccz)Nc(: 3066 | 3.512 | 3.965 | 3.241 | 3.450 | 77.432
816 gigfcc(fgggggﬁc@(fggggc@@H](O)[C@H](CCZCCC“Z)NC(: 4143 | 4182 | 3.998 | 3.354 | 3.802 | 66.116
07 f&g;gécéigﬁscjfigig[)%@gg@cﬁ](O)[C@H](CC2°°°°°2)NC(=O)°3C(F)C( 5699 | 4757 | 4.987 | 5557 | 6.050 | 69.100
. f fé?ggfé‘;gjgﬁgﬁg[&@@m(0)[C@H](Cczcccccz)NC(:o)C3C(F (| 5046 | 4430 | 4963 | 4304 | 5331 | 69.870
o7 E)C;I‘((gizfg;:%\;gé%%@m(o)[C@H](CCZCC°°°2)NC(:O)C3°°(°°(°3)NC 5000 | 5411 | 5.656 | 4275 | 4.949 | 65.479
- f;g)c(gﬁzlc)(‘fg;]cccﬁi[C@@H](O)[C@H](CCZCCCC"Z)NC(:O“Cc(cc( 4310 | 3.624 | 5.107 | 4254 | 5313 | 69.197
- fc(ég))gc)cc(sﬁl)‘fgigggg@@m(O)[C@H](CC2°°°°°2)NC(=O)°3CC("(C 4201 | 3418 | 3.656 | 4.159 | 4.318 | 77.509
- g%()Fc )((c?)‘l’\(l‘:cl():glc\f:é(cjj(;[ccc%@m(0)[C@H](Cczcccccz)NC(:o)C3CC(C( 3959 | 4763 | 3.022 | 4186 | 4220 | 75.150
- f;ggg%giﬁig;: COI\)I(C:E%%@H](O)[C@H](Cczcccccz)NC(:0)°3CC(CC( 5301 | 5382 | 5410 | 4459 | 5622 | 70.802
- fcféggé%;ﬁggggggg(gc@cﬁ](O)[C@H](CCZCCCCCZ)NC(:O)°3CC(C(C 4638 | 4572 | 4293 | 4.450 | 4.532 | 68.485
007 g%giigﬁgé;;f(cslﬁfg)fggj}géa)[C@H](C°2°°°°°2)NC(:0)°3°°(°( 4745 | 4135 | 3.896 | 4.819 | 5.716 | 68375
o ;ﬁgl ig?g‘ilcgclf]‘;‘"’cl(czgc[(é%%@ﬂ](o)[C@H](C°2°°°C°2)NC(:O)C(Cc(c“ 4721 | 4915 | 4794 | 5.121 | 4344 | 69.468
937 fnc(gi()FC)é()Ccg?é“cl(czg)céggg@lﬂ(O)[C@H](C°2°°°°°2)NC(:O)°(°°(°34 4638 | 4540 | 4316 | 4248 | 4369 | 67.021
- fc%[?g]f)(éQ;CCCC;I}I?&EE)C)%@&@CI?(O)[C@H](C°2CCCCCZ)NC(:O)C(CC(C” 4585 | 3.997 | 3.751 | 4.463 | 4.348 | 70.322




FC(F)(F)c(c1)cecc ICNC[C@@H](0)[C@H](Cc2cccec2)NC(=0)c(cc(c34

4.398

3.803

4.037

4.426

4367

69.253

947 e(CC)en4C)ec3NSC(=0)CCC5
FC(F)(F)c(cl)cecc ICNC[C@@H](0)[C@H](Ce2cecec2)NC(=0)c(cc(c34

957 Pn(ne4)CC)cc3INSC(=0)CCCS 4.553 3.954 | 3919 | 4.537 | 4.667 | 71.398
FC(F)(F)c(cl)ccec ICNC[C@@H](O)[C@H](Cc2ccecc2)NC(=0)c(ce(c34

967 Pn(nn4)CC)ec3NSC(=0)CCCS 4.469 4.603 | 4.629 | 4.080 | 3.817 | 69.098
FC(F)(F)c(c1)cecc ICNC[C@@H](0)[C@H](Cc2cccec2)NC(=0)c(ce(c34

977 e(co4)CC)ecINSC(=0)CCCS 4.060 4.172 | 4363 | 4.358 | 4.340 | 71.488
FC(F)(F)c(c1)ceecc ICNC[C@@H](0)[C@H](Cc2cccec2)NC(=0)c(cc(c34

98" |)e(cen4)CC)oc3NSC(=0)CCCS 3.678 4243 | 4219 | 4.449 | 3.334 | 62.486
FC(F)(F)c(c1)ccecc ICNC[C@@H](0O)[C@H](Ce2eccec2)NC(=0)c(ce(c34

997 [)n(c(=0)[nH]4)CC)eeINSC(=0)CCCS 3.377 3.901 | 3.423 | 3.825 | 4.371 | 73.675
FC(F)(F)c(c1)ccce IC(C)(C)NC[C@@H](0O)[C@H](Cc2cccec2)NC(=0)c3

1007 |ec(eo(€3)NCOIN(SA(=0)-0)CCCCA 5.222 5372 | 4597 | 4.756 | 5.071 | 82.238
clce(OC)ce(c12)[C@H](CC2)NC[C@@H](0)[C@H](Cc3cecec3)NC(=0

1017 |)cdoo(ce(c4NCON(SS(=0)=0)CCCCS 4.745 4.824 | 4966 | 5.068 | 5.765 | 54.780
N#Cc(c1)enccl CNC[C@@H](O)[C@H](Cc2ccecc2)NC(=0)c3cec(ce(c3)

1027 [NCCN(S4(=0)=0)CCCC4 4.398 3966 | 4362 | 4.456 | 3.854 | 57.513

1038 |clcececl-c(n20C)ne(c23)nccce3 0.032 0.833 | 0.689 | 0.933 | 1.102 | 48.576

1043 |nle(N)[nH]c(c12)cee(Cl)c2 0.136 -0.602 | -0.499 | 0.565 | 1.511 | 56.310

1058 |clee(Clec(c12)ne(N)n2CCCO 0.114 0.110 | 0.695 | 0.299 | 0.781 | 55.796

106°  [clcenc(nl2)nce2-c3ccec(Cl)e3 0.064 0.534 | 0.456 1.044 | 0.125 | 56.187

1078 |clcene(nl2)nec2-c3cence3 -0.003 0.795 0.393 1.107 [ -0.115| 56.244

108%  |clceee(c12)C(=0)C(C2=0)(0)0O 0.110 -0.055 | 0.392 | 0.265 | 1.127 | 58.395

1098 |clc(Clece(c12)n(c(n2)N)CCCC(=0)NCc3cceee3 -0.147 0.089 | 0.996 | 0.378 | 1.170 | 57.691

1108 |ele(Chece(c12)n(c(n2)N)CCCC(=O)N(C)C3CCCCC3 1.585 1.234 | 1420 | 0.599 | 1.480 | 48.108

1113 |cle(Cheec(c12)n(c(n2)N)CCCC(=O)NC(C)C 0.714 0.605 | 0.536 | 0.301 | 0.534 | 57.592

1128 |clc(Cheec(c12)n(c(n2)N)CCCC(=0)NCCN3CCOCC3 0.082 0.816 | 0.513 | 0.338 | 0.890 | 57.553

1133 |cle(Cheec(c12)n(c(n2)N)CCCC(=O)NCC[C@H]3CCNC3 0.353 1.485 | 0.907 | 0.451 | 1.388 | 64.265

1148 |cle(Cheee(c12)n(c(n2)N)CCCC(=0)NCc3cecen3 0.371 0.881 1.020 | 0.343 | 0.137 | 63.882

1158 |cle(Chece(c12)n(c(n2)N)CCCC(=0)NCC3CCCCC3 1.081 1.238 | 1.426 | 0.454 | 1.487 | 69.678

1168 |clc(Chece(c12)n(c(n2)N)CCCC(=0)NC3CCN(C)CC3 0.488 1.005 | 1.578 | 0.425 | 0.344 | 58.204

1178 |ele(Chece(c12)n(c(n2)N)CCCC(=0)NCc3cc(F)cce3 0.604 0.268 | 0.514 | 0.647 | 0.647 | 51.833

118%  |clc(Clece(c12)n(c(n2)N)CCCC(=0)NCC3CC3 -0.455 0.741 | 0.393 | 0.448 | -0.334 | 49.457

1198 |cle(Chece(c12)n(c(n2)N)CCCC(=0)N(C)Ce3cc(F)cec3 0.712 1.376 | 1.673 | 0.861 | 0.502 | 74.233

1208 |clc(Chece(c12)n(c(n2)N)CCCC(=0)N(C)CC3CCCCC3 1.229 1.530 | 1.611 | 0.656 | 1.772 | 80.533
COc(cl)cccclCNC[C@@H](O)[C@H](Cc2ccecc2)NC(=0)c3cece(c3)C(=

121° |o)N(ccoycee 3.721 3.767 | 3.719 | 3.970 | 3.635 | 63.063
COc(cl)ccccICNC[C@@H](0O)[C@H](Ce2cc(F)cc(F)c2)NC(=0)c3ccee(

1220 |e3)C=0IN(CCC)CCC 4.745 3.984 | 4472 | 4371 | 4.684 | 63.082
COc(cl)ccecICNC[C@@H](O)[C@H](Cc2ccecc2)NC(=0)c3en(C(=0)N(

123 |CC)CO)e(c34)coccd 2.824 3.372 | 3.366 | 3.879 | 2.503 | 53.764
COc(cl)ccccCNC[C@@H](0)[C@H](Cc2ccecc2)NC(=0)c3en(c(c34)ce

1240 |ecd)C=0)N(CCOICCC 3.620 3.600 | 3.660 | 3.704 | 2.920 | 54.208
COc(cl)cccclCNC[C@@H](O)[C@H](Cc2cceecc2)NC(=0)c3en(c(c34)ce

125 |ecd)C(=0)N(CCCC)CCCC 4.027 4210 | 4377 | 3.734 | 4.197 | 59.936
COc(cl)cccc I CNC[C@@H](0)[C@H](Ce2cc(F)ce(F)c2)NC(=0)c3en(c(c

1260 [34)c00e)C(=0IN(CCCC)CCCC 4.347 4572 | 4.586 | 4.136 | 4.404 | 54.023
COc(cl)ccecl CNC[C@@H](O)[C@H](Cc2cceccc2)NC(=0)c3en(CCCC)e 1.420 2027 | 2000 | 2015 | 1.866 | 48.088

127°  |(c34)ccecd
COc(cl)ccec CNC[C@@H](O)[C@H](Cc2cceccc2)NC(=0)c3en(c(c34)ce

128 |ecd)S(=0)(=0)CCCC 2.509 4347 | 3.556 | 2.896 | 2.725 | 57.816
COc(cl)cccc CNC[C@@H](0O)[C@H](Cc2cc(F)ce(F)c2)NC(=0)c3en(c(c

1290 B34)ccccd)C(=0)0CCCC 2.959 3.439 | 2.966 | 3.825 | 2.345 | 57.302
COc(cl)cccc I CNC[C@@H](0O)[C@H](Cc2cc(F)ce(F)c2)NC(=0)c3en(c(c

130°  [34)ccced)C(=OINCCCC 3.721 3.528 | 3.662 | 4.132 | 3.327 | 31.358
COc(cl)ccecl CNC[C@@H](O)[C@H](Cc2ec(F)cc(F)c2)NC(=0)c3en(c(c

131°  [34)ccecd)C(=0)N(C)CCCC 5.131 4949 | 5.119 | 4.341 | 5.349 | 57.525
COc(cl)ccecICNC[C@@H](O)[C@H](Cc2cec(F)cc(F)c2)NC(=0)c3en(c(c

132 [34)cc(F)ocd)C(=OIN(C)CCCC 4.180 4236 | 3.569 | 4.318 | 4.409 | 71.900
COc(cl)ceccc CNC[C@@H](0O)[C@H](Cc2cc(F)ce(F)c2)NC(=0)c3en(c(c

133 [34)0c(C#N)ecd)C(=0)N(C)CCCC 3.921 3.567 | 3.782 | 4.332 | 3.737 | 64.717
COc(cl)cccc I CNC[C@@H](0)[C@H](Cc2cc(F)ce(F)c2)NC(=0)c3en(c(c

134 [34)cce(F)ed)C(=0)N(C)CCCC 4.886 4464 | 4314 | 4339 | 4362 | 67.957

COc(cl)ccecl CNC[C@@H](0)[C@H](Cc2cc(F)ce(F)c2)NC(=0)c3en(c(c
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34)ccc(Cl)ed)C(=0)N(C)CCCC

COc(cl)ccecICNC[C@@H](O)[C@H](Cc2cc(F)ce(F)c2)NC(=0)c3en(c(c

136 [34)cce(cd)CEN)C(=O)N(C)CCCC 4745 | 4818 | 4766 | 4354 | 4270 | 65.096
37 fﬁiﬁié 23;&;%%%%%&}(%)&%%?(CCZCC(F Jee(F)e2NC(=0)e3en(ele] 3796 | 3870 | 3.879 | 4.385 | 3.406 | 64.072
138" Sg;ff(lc))cécccég\i(ch%@éc@cﬂ()%)([zco@)gégﬁzzg)°C(F)CZ)NC(:O)°3 €| 3066 | 2880 | 3.641 | 4719 | 3211 | 61.632
1369 gng:zzgjjéc(lzgjg)[g(@gﬂg(c%gc@cm(CCZCC(F)CC(F)CZ)NC(:O)C3C“(C(c 4155 | 4589 | 4528 | 4474 | 4.881 | 53.789
1407 ggﬁi‘;&c)ccc(c:lgg%c)g%g](O)[C@H](Cczcc(F)cc(F JANC(=0)e3en(e(c| 4 401 | 4181 | 3458 | 4255 | 4738 | 67.282
1419 zi)cg(t)égif(lcc)ggécc@@m(O)[C@H](C°2Cccccz)NC(:0)°3°“(°(°34)“°° 4638 | 3.551 | 3.676 | 3.684 | 3.943 | 67.032
1429 ggfff;ff&ﬂg%c(g?c%lé](O)[C@H](C°2CC(F)CC(F)C2)NC(:O)C3 on(eel 5066 | 4324 | 4638 | 3.943 | 5.640 | 65.714
1439 fg&giﬁ‘;‘;ﬁgﬁi@gﬂé@%@(0)[C@H](C°3CC(F)CC(F)°3)NC(:O)° 4092 | 3.107 | 3.994 | 4436 | 4.006 | 49.730
1449 zigéifé;ﬁ)cc)gg[ccc@@m(O)[C@H](C°2°°°°°2)NC(=0)C3°“(C(C34)“° 2187 | 2.383 | 2.940 | 3.765 | 2.610 | 53.443
a5 ggflgccgc)ccc(ﬂgg%;c@c@éggo)[C@H](C°2CC(F)CC(F)C2)NC(:O)C3C“(C(C 4495 | 4486 | 4843 | 4197 | 4361 | 58.177
146" gzgggcclcf)‘g(c:lgg%c)g@c%%g)[C@H](C°2CC(F)CC(F)CZ)NC(=O)°3 one(cl 4553 | 4313 | 4603 | 4258 | 4706 | 56.145
147 ggfliilcic)cé’(czlggl%%%%}c{]s(gé[sc@H](CCZCC(F Jee(F)e2)NC=0)e3en(ele| 3 670 | 3449 | 3707 | 3.763 | 3.305 | 51.523
1489 ggﬁgi%%ﬁggﬁg%%?(O)[C@H](Cczcc(F)CC(F JNCEO)e3en(e(el 4 137 | 4490 | 4473 | 4406 | 4519 | 63.677
149° ggflffczc)ccc(ﬂgggg‘%%ggﬁ%%g]c(cczCC(F)CC(F)CZ)NC(:O)C3 on(ee| 5000 | 4634 | 4878 | 4232 | 5173 | 70510
1502 ggﬁgcclczccc(c:lggg[CCC@%%%%%I){[E%S]C(S c2ec(F)ec(F)e2NC(=0)e3en(ele| 4 951 | 4509 | 4200 | 4.159 | 4.684 | 75.738
1510 gﬁﬁizlcf)ccc(c:lggg%g%gg%ﬁ%gggd“@ Jee(F)e2)NC(=0)e3en(ele| 4 553 | 4365 | 4.676 | 4.105 | 4247 | 65.897
1529 ggﬁgcclczc)%ggggccc(%%gg %ﬁ%gggézcc(m“@ J2NCEO)e3en(e(cl 4 55 | 4601 | 4957 | 4067 | 4.843 | 51433
15310 Sggﬁ,ﬁfif)‘)’é[&;@(g}éc)c[c@‘ﬂ(O’[C@H](CC(QC)NC(:O)[C@HKC 2854 | 3.002 | 3.593 | 2595 | 2.492 | 46.159
15410 gg(cz%l\)lg(gco(gfc@m(C)C[C@H](O)[C@H](CC(C)C)NC(zo)[C@H](C) 2432 | 2.846 | 2619 | 2499 | 2.966 | 46.159
L5510 Ii(c(ggi(g):gc)[cc(glé](C)C[C@H](O)[C@H](CC(C)C)NC(:O)[C@H](C) 2620 | 2366 | 3.187 | 2.725 | 3.670 | 67.507
15610 ggggggf;%ﬁc]%%]éc)c[C@H](O)[C@H]INC(:O)[C@H](C)NC(:O) 2796 | 2.755 | 3.031 | 2.659 | 3.055 | 60.083
15710 ggggggggg%%gg?c[C@H](O)[C@H]1NC(:O)[C@H](C)NC(:O) 3229 | 2.967 | 2.848 | 2701 | 3.141 | 60.937
1550 lecoenel DNCEHICICIC@HIONIC@HINCEOIC@RIONCEON |5 119 | 2743 | 2792 | 2651 | 1849 | 74251
15910 gggggg(c:c%(c@%i(]c(%)cc [C@HIONC@HINCEONC@HIONCEO) | 5605 | 3301 | 3312 | 2720 | 3.239 | 61.496
L6010 gggggg(;gg%g%g}gg)géC@H](O)[C@H]INC(:O)[C@H](C)NC(:O) 2678 | 2378 | 2844 | 2743 | 2.403 | 53.248
L6110 gfccccgccézg)[gjgg](g)gc@m(O)[C@H]1NC(:O)[C@H](C)N(C)C(: 2602 | 2.017 | 2565 | 2774 | 2.684 | 80953
L6210 8)CCCCCCT\ICCC(28)C[[CC@@HE]I§(CC)(13)[S @HIO)NC@HINCEONC@HICONOCE | 3854 | 3050 | 3717 | 2793 | 3.505 | 66.084
L6311 gzz‘(fg;ggfg%ggﬁ%g&?ggg?CCZ)NC(:O)°3 CeNOSCOEO) | 5551 | 338 | 2752 | 3312 | 3.006 | 67.542
1641 et CHIOINCEEONCEOACO)ANCEON] 501 | 2751 | 2402 | 2964 | 2854 | 58.64
L6511 ;%fgg%%;%%?ggc@m(O)CNCZCCZ)NC(ZO)“ ce(OORHCEO | 5601 | 2806 | 3367 | 3.061 | 2793 | 65.871
L6611 ;&T?gﬁi[g)c@égggﬂc@m(O)Cchccz)NC(:O)°3 ce(CHORAHCEON 53051 | 2853 | 3044 | 2680 | 3481 | 71015
L6711 z;zz:gz)l i&gggfgﬁ%@gﬁg?; 2CCONCEO)Secl- 2651 | 3323 | 3194 | 2712 | 2206 | 67.903




cleceeel C[C@@H]([C@H](O)CNC2CC2)NC(=0)c3ce(-

3.091

3.676

3.312

2.997

3.020

71.918

168!"  |cdcce(Cl)eed)ec(c3)C(=O0)N[C@H](C)c5cecees
clcececlC[C@@H]([C@H](O)CNC2CC2)NC(=0)c3ce(CHCedeececd )ec(
169" |e3)C(=0)N[C@H](C)cSeccces 2.951 2728 | 2.846 | 2.822 | 2.620 | 64.715
clcceccC[C@@H]([C@H](O)CNC2CC2)NC(=0)c3cc(ce(c3)C(=0O)N[C
170" |@H](C)edoccced)-csnnn(cs)Cobeceect 2.901 3.190 | 3.4838 | 3.506 | 2.413 | 72.616
clcceec C[C@@H]([C@H](O)CNC2CC2)NC(=0)c3cc(N(S4(=0)=0)CC
1711 [C4)ee(e3)C(=O)N[C@H](C)eSeecees 2.751 2.285 | 2.689 | 3.804 | 2.896 | 69.155
clcceecl C[C@@H]([C@H](O)CNC2CC2)NC(=0)c3cc(N(S4(=0)=0)CC
17211 [CC4)00(c3)C(=0N[C@H](C)eScccees 3.801 3.863 | 3.302 | 3.787 | 4.955 | 60.686
clcececl C[C@@H]([C@H](O)CNC2CC2)NC(=0)c(c3)cc(c(c34)cc(04)C
1731 |)C=ON[C@H](C)escccees 3.281 3.763 | 3.367 | 2.930 | 3.118 | 61.496
clcceccC[C@@H]([C@H](O)CNC2CC2)NC(=0)c(c3)ce(c(c34)CCCO4
1741 |)C(=O)N[C@H](C)e5cceees 4.201 3.594 | 3.406 | 3.343 | 4.365 | 50.051
clcceec C[C@@H]([C@H](O)CNC2CC2)NC(=0)c(c3)cc(c(c34)CCCCO
17511 [4)C=0)N[C@H](C)cSeccccs 4.252 4412 | 4.143 | 3.240 | 4.282 | 60.674
clcceecl C[C@@H]([C@H](O)CNC2CC2)NC(=0)c(c3)cc(c(c34)CCCO4
176" C(=O)N[C@H](C)c5ccc(F)ocs 3.131 3.283 | 4.106 | 3.390 | 3.407 | 59.391
clcececl C[C@@H]([C@H](O)CNC2CC2)NC(=0)c(c3)ce(c(c34)CCCCO
1771 [4)CE0IN[C@H](C)escee(F)ees 3.582 3.843 | 3.578 | 3.286 | 3.368 | 67.267
clcceeccl C[C@@H]([C@H](O)CNC2CC2)NC(=0)c3cc(ce(c34)oc(c4)C)
1781 |CEOIN[C@H](C)e5cccees 3.001 2.940 | 3.555 | 2.958 | 3.499 | 47.835
clcceec C[C@@H]([C@H](O)CNC2CC2)NC(=0)c3cc(cc(c34)0OCCC4)
1791 |CEOIN[C@H](C)eseccees 3.951 3.513 | 4.078 | 3.096 | 3.736 | 55.167
clcceecl C[C@@H]([C@H](O)CNC2CC2)NC(=0)c3ce(ce(c34)0CCCC4
180" )C(=O)N[C@H](C)eScecees 4.051 3.920 | 4.865 | 3.078 | 4.428 | 52.974
1812 |nlcecc(clF)-c(cce2)cc2[C@@]3(C(=O)N(C)C(=N3)N)cdcece(cc4)OC(F)F | 5.000 4319 | 4.031 | 4385 | 4.926 | 54.733
18212 [FC(F)Oc(ccl)eeccl [C@]2(C(=0)N(C)C(=N2)N)c3cceee3 3.770 3.040 | 3.390 | 3.200 | 3.373 | 55.551
183!2 |nlcccc(clF)-c(cce2)cc2[C@@]3(C(=0)N(C)C(=N3)N)cdcee(ce4)OC 4.523 4494 | 4389 | 4277 | 4.627 | 55.928
nlcccc(clF)-
18412 |e(cec2)ec2[C@@]3(C(=0)N(C)C(=N3)N)cdcoce(ccd)OC(F)(F)F 4222 | 4184 | 4232 | 43512 | 4631 | 53847
1852 |nlcecc(clF)-c(cce2)cc2[C@@]3(C(=0)N(C)C(=N3)N)c4ceec(cc4)OCCF 4.523 3.758 | 4.072 | 4443 | 4938 | 59.518
186'2 [FC(F)(F)Oc(ccl)cecl [C@]2(C(=0)N(C)C(=N2)N)c3cceec3 2.848 1.927 | 1912 | 2.267 | 2.433 | 59.018
187'2  [FCCOc(ccl)cecl [C@]2(C(=0)N(C)C(=N2)N)c3cceec3 2.907 3.074 | 3.159 | 4.069 | 2.583 | 63.822
18812 [FC(F)Oc(ccl)eecl [C@]2(C(=0)N(C)C(=N2)N)c3cc(CC)cec3 3.046 3.693 | 3.430 | 4.182 | 2.995 | 59.682
189"  [clecc(CCC)ecl [C@@]2(C(=0)N(C)C(=N2)N)c3cce(cc3)OC(F)F 4.046 3.752 | 4.063 | 4.182 | 4.272 | 60.838
1902 |CCCCc(ccel)ecl [C@@]2(C(=0)N(C)C(=N2)N)c3cec(OC(F)F)ce3 4.523 4266 | 4.105 | 4.200 | 4.237 | 60.036
1912 |FC(F)Oc(ccl)cec [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)CCCCC 4.046 4372 | 4.509 | 4.188 | 3.731 | 59.144
1922 |FC(F)Oc(ccl)cecl [C@]2(C(=0)N(C)C(=N2)N)c3ce(cec3)C[C@H](C)CC | 3.959 4.115 | 4448 | 4.248 | 4.279 | 60.280
1031 £C(F)(F)CCCc(cccl)ccl[C@@]2(C(:O)N(C)C(:N2)N)c3ccc(cc3)OC(F) 4222 4294 | 4116 | 4180 | 4014 | 64851
1942 IN#CCCCc(ccel)ecl [C@@]2(C(=O)N(C)C(=N2)N)c3cee(ce3)OC(F)F 4.301 4356 | 4.150 | 4.210 | 4.604 | 60.819
1952 [FCCCC(=0)c(ccel)ecl [C@@]2(C(=0)N(C)C(=N2)N)c3cec(cc3)OC(F)F | 4.097 3.437 | 4197 | 4.123 | 5.114 | 62.678
10" EC(F)Oc(ccl)cccl [C@]2(C(=O)N(C)C(=N2)N)c3cc(cee3)[C@H](F)CCC 4.097 3908 | 4361 4135 | 3.861 | 58492
1972 [FC(F)Oc(ccl)cec [C@]2(C(=0)N(C)C(=N2)N)c3ce(cee3)/C=C/CCF 4.398 4.410 | 4.537 | 4309 | 4.314 | 64.554
1982 [FC(F)Oc(ccl)cecl [C@]2(C(=0)N(C)C(=N2)N)c3ce(cee3)/C=C/CC(F)F 4.523 4385 | 4.339 | 4296 | 4.318 | 62.817
1992 |FC(F)Oc(ccl)cecl [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)/C=C/C4CC4 4.046 4323 | 4.682 | 4303 | 4.279 | 54.348
Soon ZC(F)Oc(ccl)cccl [C@]2(C(=O)N(C)C(=N2)N)c3cc(cce3)/C(F)=C/C4CC 4.699 4491 | 4372 | 4340 | 4630 | 53.493
Jore ZC(F)Oc(ccl )eeel [C@]2(C(=0)N(C)C(=N2)N)c3cc(cce3)/C(F)=C\C4CC 3268 2658 | 2.639 | 4340 | 3.404 | 56.021
20212 |FC(F)Oc(ccl)eecl [C@]2(C(=0)N(C)C(=N2)N)c3cc(cee3)/C=C/COC 4.699 4.234 | 4341 | 4438 | 4.939 | 61.103
20312 |FC(F)Oc(ccl)eecl [C@]2(C(=0)N(C)C(=N2)N)c3cc(cee3)/C=C/CCOC 4.699 4.189 | 4.896 | 4.337 | 4.362 | 55.530
20412 |FC(F)Oc(ccl)cecl [C@]2(C(=0)N(C)C(=N2)N)c3cc(cce3)/C=C/CCCOC 4.301 4.115 | 4.867 | 4.283 | 4.175 | 58.293
2052 |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)/C=C/CCO 4.301 3.869 | 4.406 | 4.339 | 4357 | 61.685
206'2  |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)/C=C/CCCO 4.398 4.477 | 4435 | 4290 | 5.396 | 57.601
2072 |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(C#HC)cce3 3.585 3.518 | 3.149 | 4.388 | 3.599 | 56.418
208'2  |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)CHCC 4.699 4469 | 4.250 | 4413 | 4.625 | 64.559
2092 |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(cee3)CHCCC 4.398 4.530 | 4.544 | 4399 | 4.622 | 59.274
2102 |CCCC#Ce(cecl)eel [C@@]2(C(=O)N(C)C(=N2)N)e3eec(ce3)OC(F)F 4.523 4.494 | 4.172 | 4406 | 4.071 | 61.652
2112 |FC(F)Oc(ccl)eecl [C@]2(C(=0)N(C)C(=N2)N)c3ce(cee3)C#CCF 5.000 4.281 | 4455 | 4405 | 4.669 | 61.140
21212 |FC(F)Oc(ccl)eeel [C@]2(C(=0)N(C)C(=N2)N)c3ce(cee3)C#HCCCF 5.000 4301 | 4414 | 4385 | 4.609 | 66.246
2132 |FC(F)Oc(ccl)eecl [C@]2(C(=0)N(C)C(=N2)N)c3cc(cee3)CHCCCCCF 4.398 4373 | 4.804 | 4423 | 4.622 | 60.802




2142 |FC(F)Oc(ccl)cee [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)CHCC(C)C 4.699 4.622 | 4451 | 4397 | 4372 | 59.386
2152 |FC(F)Oc(ccl)cee [C@]2(C(=0)N(C)C(=N2)N)c3ce(cec3)CHCCACC4 4.699 4.888 | 4.736 | 4421 | 4.625 | 61.621
. ZC(F)Oc(ccl)cccl[C@]2(C(=0)N(C)C(=N2)N)c3cc(ccc3)C#CC4CCCCC 3481 3947 | 3580 | 4414 | 3213 | 60835
2172 |FC(F)Oc(ccl)cee [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)CHCCOC 4.699 4.697 | 4.774 | 4409 | 4.660 | 60.597
218'2  |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3ce(cec3)CHCCCOC 4.699 4.634 | 4.825 | 4409 | 4.327 | 57.187
2192 |FC(F)Oc(ccl)cee [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)CHCCCO 5.000 4.639 | 3.978 | 4428 | 4.623 | 58.223
2202 |FC(F)Oc(ccl)cee [C@]2(C(=0)N(C)C(=N2)N)c3ce(cee3)CHCCCCCO 5.000 4.626 | 4.761 | 4.422 | 4.640 | 60.445
2212 |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(c(F)ecc3)OCCF 3.921 4296 | 4.512 | 4469 | 4.234 | 61.256
2222 |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(c(F)ec3)OCCCF 5.000 4399 | 4467 | 4462 | 5.107 | 63.807
22312 |[FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(c(F)cc3)OCCCCF 4.000 4.611 | 4572 | 4434 | 4.139 | 59.829
22412 [FC(F)Oc(ccl)eeel [C@]2(C(=0)N(C)C(=N2)N)c3ee(cec3)OCCCF)FF | 3699 | 4470 | 4.378 | 4300 | 3.344 | 53.677
2252 |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)0OCC4CC4 4.699 4318 | 4.514 | 4284 | 4458 | 58.423
226'2  |FC(F)Oc(ccl)cecl [C@]2(C(=0)N(C)C(=N2)N)c3cc(OC(F)F)cec3 3.699 3.840 | 3.506 | 4.283 | 3.444 | 62.919
2272 |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)OCC(F)F 4.523 3.626 | 3.876 | 4.407 | 4.258 | 57.888
228'2  |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(c(F)ec3)OCC(F)F 4.155 3.903 | 3.726 | 4494 | 5.164 | 57.359
2292 |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)OCCC(F)F 5.000 4332 | 4480 | 4340 | 5.422 | 60.944
i 1};C(F)Oc(ccl)cccl[C@]2(C(:O)N(C)C(:N2)N)c3cc(c(F)cc3)OCCC:C(F) 4523 4204 | 4107 | 4429 | 4799 | 57920
231'2  |FC(F)Oc(ccl)ceel [C@]2(C(=0)N(C)C(=N2)N)c3cc(cec3)OCCC=C(F)F 4.523 4951 | 4.750 | 4.269 | 4.864 | 58.276
2322 |FC(F)Oc(ccl)c(C)ecl [C@]2(C(=0)N(C)C(=N2)N)c3cecec3 4.097 3.731 | 3.894 | 4.175 | 4.508 | 58.696
2332 |FC(F)Oc(ccl)cee [C@]2(C(=0)N(C)C(=N2)N)c3ce(c(F)ec3)CHCCACCS | 4.699 4223 | 4.524 | 4.544 | 4.137 | 57.999
Jagn EE‘:(F)OC(CCI)C(C)CCI[C@]2(C(=O)N(C)C(=N2)N)C3CC(C(F)CC3)C#CC4C 4699 4926 | 4909 | 4714 | 4101 | sa683
2352 |FC(F)Oc(ccl)cee [C@]2(C(=0)N(C)C(=N2)N)c3ce(c(F)ec3)CHCCOC 4.921 4490 | 4.628 | 4.523 | 4.861 | 68.460
236'2  |FC(F)Oc(ccl)c(C)ecl [C@]2(C(=O0)N(C)C(=N2)N)c3ce(c(F)ee3)CHCCOC|  4.886 4.591 | 4.657 | 4.694 | 4916 | 68.713
2372 |[FC(F)Oc(ccl)e(C)ecl [C@]2(C(=O0)N(C)C(=N2)N)c3ce(c(F)ee3)OCC(F)F | 4.824 4312 | 4.104 | 4.681 | 4.603 | 84.324
238'2  |FC(F)Oc(ccl)e(C)ecl [C@]2(C(=O0)N(C)C(=N2)N)c3ce(cec3)CHCCACCE | 4.658 4.657 | 4.719 | 4.588 | 4.544 | 91.882
2392 |FC(F)Oc(ccl)c(C)ecl [C@]2(C(=0)N(C)C(=N2)N)c3ce(c(F)ce3)CHCCFE 4.699 4719 | 4489 | 4.693 | 4.664 | 69.089
2402 |FC(F)Oc(ccl)c(C)ecl [C@]2(C(=O0)N(C)C(=N2)N)c3ce(c(F)ce3)CHCCCC|  4.523 4.568 | 4.618 | 4.707 | 4.790 | 81.333
2412 |FC(F)Oc(ccl)c(C)ecl [C@]2(C(=O)N(C)C(=N2)N)c3ce(cec3)CHCCCC 4.854 4.865 | 4.708 | 4.574 | 4.559 | 28.650
2422 |FC(F)Oc(ccl)cee [C@]2(C(=0)N(C)C(=N2)N)c3ce(c(F)cc3)CHCC 4.387 4273 | 4392 | 4.545 | 4.049 | 50.124
24313 |0clcc(O)ec(c)O 1.438 0.499 | 0.648 | 1.367 | 1.605 | 52.860
24413 10clce(0O)ec(02)cloc(c23)cc(O)cde3ocsc(04)cc(O)ce50 2.272 1.390 1.601 2.304 | 3.057 | 48.604
24515 1c1c(0)ec(0)c(02)c10¢(c23)c(O)cc(0)c30c4cc(O)ec(c4)O 1.914 2.158 | 1.712 | 2.163 | 1.840 | 50.417

c1c(O)cc(0)cc1Oc2c(0)ce(0)c(c23)Ocdc(03)c(O)ccScdcoe(05)c(c(O)ccod
246" [0)0cTec(0)ec(c7)O 2.672 3.156 | 3.207 | 3.745 | 2.441 | 55.093

c1c(O)cc(0)cc1Oc2e(0)ce(0)c(c23)Ocdc(03)c(O)cc(c4)Oc5¢(O)ec(ce50)
2475 0c60(0)ce(0)e(c67)0e8e(07)c(0)ec(c8)0 2.656 2.878 | 2.902 | 2.266 | 2.464 | 54.258
248" |0clce(0)ec(0)e10c2ec(0)cc(0)c20c3ce(O)cc(c3)0 1.933 1.817 | 2.114 | 2.019 | 2.844 | 51.401
Jaon 2:)1c(O)cc(O)cclOCZC(O)cc(O)c(CZS)Oc4c(03)c(O)cc(c4)OcSc(O)cc(O)ccS 2066 2653 1.995 2624 | 2165 | 54306

nl[nH]nncl-

c(ccc2)cc2NC(=0)[C@H](O)[C@H](Cc3ccece3)NC(=0)[C@H](CC4CC

CCCANC(=0)[C@H](C(C)CNC(=0)[C@@H](N)CNC(=0)cs[nH]e(=0 | >232 | 3308 | 4979 | 5410 | 4.698 | 42.601
250'*  |)[nH]c(=0)c5F

Fclce(F)ee(cl)C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3cece(c3) 4328 3570 | 4247 | 3746 | 4204 | 45868
2515 |C(C)(O)C

Fclce(F)ee(cl)C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3cece(c3) 4229 3266 | 3597 | 2987 | 4544 | 46.774
2525 |-ndceend

Fclce(F)ee(cl)C[C@H](NC(=0)C)[C@H](0)CNC2(CCOCC2)c3ccec(c3)
2535 |o(C)C)C 4215 3203 | 4.103 | 3.318 | 4.503 | 45.476

. Fclce(F)ee(cl)C[C@H](NC(=0)C)[C@H](O)CN[C@]2(COCCC2)c3ccce 3569 3036 | 3702 | 3.115 | 3518 | 45.029

254 (c3)-ndccend
Jssis Fcc)l(cé)(g)cc(cl)C[C@H](NC(ZO)C)[C@H](O)CNCZ(CCCCZ)C3cccc(cS)C 3658 3195 | 3467 | 3721 | 3.028 | 49.149

Fclce(F)ee(cl)C[C@H](NC(=0)C)[C@H](O)CN[C@]2(COCC2)c3ccee( 2620 2743 | 2967 | 2925 | 2438 | 47743
256" |c3)-ndccend

Fclce(F)ee(cl)C[C@H](NC(=0)C)[C@H](O)CNC2(CCNCC2)c3ccec(c3)
2575 lo(C)C)C 2.328 2.335 | 2.087 | 2.684 | 2.756 | 43.893

Fclce(F)ee(cl)C[C@H](NC(=0)C)[C@H](O)CNC2(CCN(CC2)C(=0)N)
25815 |c3c00e(c3)C(CHC)C 3.420 4.100 | 3.674 | 3.456 | 3.197 | 44.953

Fclce(F)ee(cl)C[C@H](NC(=0)C)[C@H](O)CN[C@@]2(CC(=0)NCC2 4745 4747 | 4727 | 4412 | 2541 | 43.020

25915

)c3ccee(c3)C(CYC)C




Felec(F)ee(c1)C[C@H](NC(=0)C)[C@H](0)CN[C@@]2(CC(=0)NCC2

260%  Dososcoled)c(OCI 4721 | 4722 | 4649 | 4412 | 4312 | 37.405
06113 fg:&%(féfég?g)%[c@m(NC(:O)C)[C@H](O)CN[C@]z(CN(O)CCC2)°3° 3398 | 4310 | 3658 | 3.674 |3.037 | 38.503
26215 géc)cc(g)(cccécé%%((zz@ol){(])(cl\]ci(;(c)c);)[C@H](O)CN[C@]2(°3 cccc @O | 3066 | 3.975 | 3993 | 4178 | 3.524 | 44454
26315 Ecclzc)c o C)zzgzgfc[fc@)(z])gc(:o)c)[C@H](O)CN[C@@]Z(CN(C(:O)C)C 2886 | 2.585 | 2966 | 3.823 | 2.615 | 41.054
S641s ECCIZC)CC%F C)sgg‘(:clg)cc[(cglé])(gc(:o)c)[C@H](O)CN[C@@]Z(CN(C(:O)N)C 3481 | 3508 | 3797 | 3920 |3.634 | 46.150
265 Desemateionore (NCCOOMC@HIOICNICRERIENCEOCE2 |y 505 | 4204 | 3963 | 3833 | 4160 | 41502
26615 ffcgc)cc(f()ﬁfg)lc)c[C@H](NC(:O)C)[C@H](O)CNCZ(CCC(:O)CC2)°3°°° 3921 | 3434 | 4144 | 4027 | 3.520 | 71.442
- Ecclzc)c o c)zzg‘zggjc[fc@)gg)(glc(zo)c)[C@H](O)CN[C@@]Z(CC[C@H](O) 2036 | 2755 | 2412 | 3.640 | 2.124 | 46.693
26810 g‘;1C°égzgi(ccclc)(fg%%g](gg(zo)c)[C@H](O)CN[C@@]Z(CC[C@@H]( 4620 | 4035 | 4469 | 3.640 | 4996 | 51.018
56915 g)cclf)c)@fgg(l c)g)[cc(%}(%(;éc(:o)c)[c@li](O)CN[C@@]Z(CC[C@H](CC 4420 | 4216 | 4949 | 3781 | 4.746 | 41.552
27015 f(ccgc)cc(f():jfg)lc)c[c@H](NC(:O)C)[C@H](O)CNCZ(CCC(:C)CC2)°3 ©Cl 4319 | 4687 | 4534 | 4106 | 4867 | 41.981
- glccccgzgzﬁcc]c)(gfgg](gg(:o)c)[C@H](O)CN[C@@]Z(CC[C@@H]( 4310 | 4500 | 4200 | 3915 | 4709 | 37.202
5718 g’slggiﬁﬁié%éfgﬁggcﬁo)@[C@H](O)CN[C@@]Z(CC[C@H](CC 4620 | 4136 | 4208 | 3980 | 4481 | 42.139
57315 gcal:;(cgg;é(éggfﬁ?c]g)\lcc(g%%[c@m(O)CN[C@@D(CC[C@@H]( 4481 | 4188 | 4372 | 3.538 | 4.904 | 48.727
- g)%ff)(gccccg(l c)f)[cc(%l({é()ﬁc(zo)c)[c@m(O)CN[C@@]z(CC[C@H](CC 3854 | 3.196 | 4391 | 4151 | 4123 | 39.933
p7sis E;lﬁfé%);;glgg%‘ggg%;co)c)[C@H](O)CN[C@@]Z(CC[C@@H]( 3420 | 3810 | 3189 | 3.761 | 3.912 | 45929
57615 gfsl(cjg)(i%‘;ggfgggj&%%%c@m(O)CN[C@@]Z(CC[C@H](CC 3.678 | 3.023 | 3862 | 3482 | 3.286 | 40.392
577 gc)igz(c?c‘zzgc)g%)c(%g](NC(:O)C)[C@H](O)CN[C@@]z(CCC(Ccz):N 5056 | 4482 | 5.036 | 4607 | 5398 | 41317
07515 g)ﬂg)(gggggg)[g%)}g(]:(;éc(zo)c)[C@H](O)CN[C@@]z(CC[C@H](CC 4721 | 4775 | 3.646 | 4216 | 5259 | 38.901
27015 gf;ﬁ)cgg(fgggg(;c@z’g)]((g)(é(zo)c)[C@H](O)CN[C@@]Z(CC[C@H](CC 4000 | 4431 | 4441 | 4177 | 3.735 | 47.355
58015 g()’é‘;‘ég}%ggﬁé%%ﬁéi%)zgéc)[C@H](O)CN[C@]2(°3 cece(@CON] 3600 | 3504 | 3501 | 3883 | 3.394 | 49615
oy g)c;;:ccig); :gsigi[cg)@cl({é()?ggo)c)[C@H](O)CN[C@@]Z(CC[C@H](CC 3.678 | 3.580 | 3535 | 3912 | 3210 | 48.767
- 5;;;2%;&335}53%?3gfgg)%g @HIOCNIC@@RACCIC@HICC] 5390 | 4302 | 3861 | 4402 | 3.670 | 66477
28315 g;;lf(c)()}:c)f:g;%gfglj(]gg(:&)g))éc@m(O)CN[C@@]Z(CC[C@H](CC 3.620 | 3571 | 3675 | 3238 | 4175 | 85.103
5841s g)cll%((f())c)cc(;gSc[;%g]c(?cc)i?c)c)[C@H](O)CN[C@@]Z(CC[C@H](CC 3456 | 3904 | 3870 | 4106 | 3355 | 76,055
58515 gé‘;‘ég)[%c(@cg]%%%ﬁ]c(ﬂfgﬁ)c)[C@H](O)CN[C@]z("3°cc°(°3)c(c)( 4137 | 4048 | 4330 | 3.951 | 4452 | 80.425
" f:;éc)cc(?[ccc(@cgf([:%%}é]c%g:f)c)[C@H](O)CN[C@]2(°3°°°°(°3)C(C)( 4071 | 4258 | 3303 | 3874 |4.127 | 79.019
—_—" 23éﬁg?fggg%%%ﬁgﬁg&c)[C@H](O)CN[C@]2(°3 ccec(CON| 3301 | 3.038 | 4274 | 3910 | 3.266 | 76.560
_— Eff;ggiﬁif&ﬁgg%?é?g COONC@HIOICN[C@@NCCCECIInl 4 o51 | 4354 | 4644 | 4716 | 5.116 | 73.606
28015 géé;g)ccé(f(lc)zi[)ic@(]%]rﬂc(zo)c)[C@H](O)CN[C@](Cz)(°3°°°c("3)c( 4854 | 3885 | 4097 | 4809 | 5.127 | 69.392
20013 géé;g)ccé(f(lc)za[)ig?g]ﬂc(:O)C)[C@H](O)CN[C@](C2)(°3 ceee(I)CC| 4032 | 4686 | 4298 | 5200 | 5.065 | 65303
29116 iigé;?gf%%?gc@m(O)CNCZCCZ)NC(:O)C(°3 )ec(ede3NECOI | 4 699 | 4653 | 4999 | 4470 | 4916 | 82.047
29016 8;gf&figﬁ;%;%%ﬁg&i?@H](O)[C@H](CCZ“CCCZ)NC(: 4824 | 4561 | 4225 | 3.904 | 4.273 | 80.395




C1CCCCCINC(=0)[C@H](C)NC[C@@H](0)[C@H](Ce2cecec2)NC(=

2.201

2.730

2.831

3.011

2.793

66.770

2931 10)c3cc(cec3)Nedececed

20416 8; gff(fgﬁgig)cgglgﬁf [(C@@H)ONC@HNCe2eccceNCE |5 886 | 3211 | 2.160 | 3494 | 3240 | 77.818
20516 8;géf(gci;Tﬁgggﬁ%?g%fgg?gm(O)[C@H](CCZCCCCCZ)NC(: 3.523 | 2792 | 3.291 | 3.570 | 3.479 | 69.009
20616 8;gff(fi;Tﬁ;ggﬁ%%gﬂgg(\%@H](O)[C@H](CCZ“CCCZ)NC(: 3.745 | 3701 | 3916 | 2921 | 3.659 | 77.863
208 |Opsaeetoos NSO Ortocoog - NONCEHNCe2ecoceIREE | 5560 | 2077 | 2667 | 3079 | 3729 | 78.770
29916 8; C%ES(SCCC;?%;%ﬁ%%ggiﬂf@@m(O)[C@H](CCZCCC“Z)NC(: 1.886 | 2451 | 2726 | 2.074 | 1.716 | 73.518
30016 gigcjf(fig\lccs(; %))[((i %ﬁ}:ﬁgﬂc@@m(O)[C@H](CCZCCCCCZ)NC(: 1357 | 1.643 | 2.244 | 1.730 | 1.556 | 69.344
30116 S;C%SCC(SCEg\]sc(:iz?({%%ﬂ(fgjji[c@@ﬁ](0)[C@H](C°2°°C°°2)NC(: 1301 | 2.338 | 1.857 | 2599 | 1.124 | 79.232
30016 S;CC}(ECC(SC(Eé%fig?gi%%?]c(%\gfﬁ@m(0)[C@H](C°2°°°C°2)NC(: 1387 | 3.996 | 2.048 | 2.162 | 1.337 | 81.052
30316 g%fgggggfgﬁfig@@m(O)[C@H](CCZCCCCCZ)NC(:O)°3°°(°°° 4638 | 4520 | 4728 | 4425 | 4.836 | 69.981
30416 8;ggcc(gi;ﬁ%ﬁ%ﬁ%ﬁ;g&iﬁ%m(O)[C@H](CCZCCCCCZ)NC(: 3.900 | 3517 | 3.780 | 3.905 | 4.801 | 79.210
30516 8;Ccﬁcc(Sigﬁg?ggﬁ%?gﬁﬁ%ﬁ%%g](0)[C@H](C°2°°°°02)NC(= 3.509 | 2.893 | 3.564 | 4016 | 4512 | 76.316
30616 S;Cgfcc(fcccgﬁgggﬁ%‘%ﬁﬁiﬁgg@(0)[C@H](C°2°°°C°2)NC(: 4745 | 5122 | 5.176 | 4.006 | 4.584 | 76.728
30716 g;Ccﬁf(fcccgﬁg%ﬁ%%&f&fg%ﬂm[C@H](C°2°°°C°2)NC(: 5007 | 4943 | 4619 | 4663 | 5393 | 77.592
30816 8;gff(gi;g%?%ﬁ%?gﬁg%fg%g](O)[C@H](CCZCCC“Z)NC(: 4959 | 4476 | 4.618 | 4.688 | 4.675 | 73.430
30916 8;gfcc(scigﬁ;ggﬁ%%ﬁﬁ%%%%gg&&c@H](C°2°°°°02)NC(= 4699 | 4.608 | 4436 | 3951 | 4.657 | 80.166
3101 S;SSCC(SCCCgﬁgggﬁ%‘%ﬁﬁ%ﬁ%ﬁﬂ(O)[C@H](Cczcccccz)NC(: 5000 | 4.156 | 5.878 | 4.685 | 4.671 | 77.662
31116 8; CC_,,SCC(SCLZ’:ﬁ?&ggﬁ%%ﬁﬁi&%?gﬂ@[C@H](CCZCCCCCZ)NC(: 3.721 | 3.839 | 3.501 | 3.807 | 3.982 | 77.650
31216 gigfcc(fig\i(;(%ﬁggg)ccm[Cﬁgfg)]ég)[c@m(CCZCCC“Z)NC(: 4959 | 4.589 | 4.403 | 3915 | 4.840 | 78.996
31316 g)(f\g(FS)gg)((czlg’%;&gfgfgg‘%fgﬁ%%%ﬂgcz°°°°°2>NC(=O)°3CC(C“ 3.041 | 3052 | 3208 | 2629 | 2.861 | 79.451
31416 ;?éfgg%&cig)cé)c NI @@HIONC@HNCe2eccce)NCEOISeclece) 3538 | 3573 | 4399 | 4.004 | 3799 | 80.001
31516 g)cr\gfs)gg)((c:lg)c)cé)c NI @@HIONC@HNCe2eccce)NCEOISeclece) 60y | 4427 | 4579 | 4284 | 4886 | 69.181
31616 g%fggggg;;&fﬁ?gj@@H](O)[C@H](CCZCCCCCZ)NC(:O)°3CC(CCC 3.678 | 4228 | 4719 | 3.655 | 4.825 | 68.228
31716 fig%giféifﬁggﬁ%ﬁg@m(O)[C@H](C°2°°°°°2)NC(=O)°3C(C)c( 4585 | 4499 | 4313 | 3922 | 4343 | 69.500
3181 fc(cjg%%?g;fjg;gﬂfggg@m(0)[C@H](C°2°°°C°2)NC(:0)°3C°(°(C 3.032 | 3272 | 2910 | 3.753 | 2.867 | 79.453
31016 gg)(?(g)ﬁg)l(fgggﬁ CICOEHIONC@HI(CeaeccceNCEOISecleee) 5 460 | 2708 | 2514 | 3.578 | 2711 | 85255
32016 ggfﬁgigfjgfgggjﬂci@@m(O)[C@HJ(CCZCCCCCZ)NC(:OM“°(°°° 2440 | 2.806 | 3.074 | 2458 | 2859 | 67.018
32116 ggﬁfggg;fjgfg;;ﬁf&i@@m(O)[C@H](Cczcccccz)NC(:0)°3°°(“°° 4824 | 4516 | 4430 | 4395 | 4731 | 70.287
32216 g)cl\?fs)gg)((ﬂg)cg)cclﬁ?gci@@ﬂ](0)[C@H](Cczcccccz)NC(:O)dCC(C“" 4678 | 4046 | 4360 | 3764 | 4894 | 69.434
32316 g)cr\gfs)gz;)((c:lg)cé)c NI @@HIONC@HNCeeccceNCEOISecleen) 9340 | 2450 | 2974 | 2292 | 2.853 | 74855
30416 8; 5325(50((: ;gﬁg&ﬁgfg%ggc@@m(0)[C@H](CC2°°°°°2)NC(: 4886 | 4333 | 4346 | 3.731 | 5.015 | 71.559
30516 8;gff(gic]ggg&ﬁ?gfgggg%ﬁ%gﬂo)[C@H](CCZCCCCCZ)NC(: 5523 | 5.554 | 4726 | 4.566 | 5.220 | 68.715
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FC(F)(F)c(c1)cececc ICNC[C@@H](O)[C@H](Ce2eccec2)NC(=0)c3ce(ec(

326 |63OCOIN(S(~OX=0)Crchoocmcd 5523 | 5336 | 5513 | 4939 | 5419 | 61.012
30716 f;g()g)cc)(ﬁé)sc(fg)l(cz Ig%i%%ﬂgo)[C@H](C°2°°°°°2)NC(:O)°3°°(°°( 5301 | 4902 | 5.002 | 4539 | 5322 51.708
12816 1;(Cz(g))g)égCcl));cccccclcfgg(cc%_%Ii]c(c(zzgc@H](CCZCCCCCZ)NC(:O)C3CC(N( 4886 | 4778 | 5262 | 4269 | 4.308 | 64.923
32916 Sggiggjg)lécccéil)ggf:[(é%:@o?é%[c(égg](C°2°°°°°2)NC(:0)°3°°(°°( 5222 | 5807 | 5356 | 5972 | 5.102 | 72.702
33016 S;%F():((F)))‘ESé;é%%&fggggggggf](C°2°°°°°2)NC(:O)°3C°(°°( 4854 | 4980 | 4693 | 4372 | 4332 | 70.107
16 oSO T HONC@RICeleccceNCCOKZEC| 4 495 | 3993 | 4156 | 3695 | 4314 | 69.280
33016 gi(czg(;g)ﬂifc[a@@m(0)[C@H](C°2°°°C°2)NC(:O)°3C°(°°°3)N(S(: 3.614 | 3.772 | 3918 | 3719 | 3481 | 70.462
33316 g)ccc)ccc‘fgc(if?@m([C@H](O)CNCZCCDNC(ZOM°°(°°°3)N(S(:O)(: 3357 | 3976 | 3732 | 3.500 | 3.751 | 63.938
33417 (Czloc)ffclj([g)%({c];)[g (Ci}c(;@)g%(coc)[cc)g@élc](C[C@@H]ZC:C(F JCECERICONC] 5586 | 3798 | 4148 | 3900 | 4174 | 65574
33817 Sgg?égﬁgggg%;{é%gg])ﬁccgg gé%%?ggﬂi?ﬁlipc:c@ C1 assa | 4893 | 4595 | 4187 | 4345 | 56741
33617 Sgg)\lég)c[gg}(;]%i(ég}gﬁ;;sgggg@g}c}%(gggg[g@@m2C:C(F)c 5155 | 4615 | 4365 | 4.148 | 5315 | 69310
33717 Sgé?égﬁggg%;{égﬁéﬁ;;lgé;(()g[:%@)@gi]cgi@@H]ZCZC(F)C 5523 | 5.630 | 4682 | 4981 | 5.162 | 74.025
s [ACCISEMICOON OO CONCOTITH |y | 13 | s | 570 | ser | s
33017 %ﬁ%&g‘%@égggﬁéc@(;(])()(c)()c[?g(@ol%ﬁzccc(;?c)ﬂgg%%ﬂgg@@H 5398 | 5429 | 5388 | 5.909 | 4989 | 68.488
34017 8EIJC)(C:[:%%})I(]:(SC)%C@))%%j%gggfﬁzc%;%ﬂg)@c?sﬂgg@@H]3CZ 5699 | 4548 | 4800 | 4.575 | 5386 | 63.555
24117 g%%é%ﬁ%?ggggg?ﬂ,é%;?gig%%‘gﬂf@@H]ZCZC(F)C:C( 5.046 | 4708 | 4740 | 4.897 | 5497 | 63.015
341 S(CF%;ESg%(;g))[cc[é%%%];]gg}(&g{fgg@cﬁgg&@@H]2C=C(F)c= 5301 | 4.143 | 5107 | 5008 | 5891 | 71.797
3437 _|C(EICC P MO C@EHNCON I O)Cetetsecd | 5523 | 4401 | 5240 | 4250 | 4997 | 68261
C1=CC=CC[C@@H]I C[C@@H](C(=0)N(C2)CCCC)[C@H]2C(=0)N[C
@@H](C[C@@HI3C=C(F)C=C(F)C3)[C@H)(O)[C@@HUNCCN(C4= | 4796 | 4488 | 4.807 | 4.455 | 4.860 | 64.718
34477 |0)CeScececs
e N OCOACaaIpC N CE TG | o | 2 | o7 | 45 | aov | om0
34617 C@lé%?;gfc[%"%@:’g(]é)CCI\;()[Ccz)@cl(g?o))c[[CC@@@@HI%\ICC(E?\I)(EE‘E%%?S]‘ESJCCCS 4658 | 4571 | 4361 | 3975 | 4.758 | 46.806
34717 8%8\)]E(C:éag%78))[%[5%%}31ggéﬁg&co@)gﬂg;@@H]ZCZC(F)C: 4.886 | 4413 | 4798 | 4.020 | 5.898 | 54.270
- (:Zgg)\lc(g)l[)ccgf(l)])(g()([zcc:@)@[g}%ﬁ]&(é(gg()ggggﬂgg?@H]2C=C(F)c 5.046 | 4195 | 4543 | 4920 | 4.956 | 60.689
34917 )CCC:CC%%;%C:%%Egg[cc)%g%?ﬂ}gé;%ﬂ%%’%@ﬂgg@@H]zczc(F 4959 | 5075 | 4084 | 5273 | 5931 | 82.016
35017 (C}ggg%g%g;g%gé%@%%%g&%@[:CO?C(%E]C(CCC[CE@@HPC:C(F ICC1 4658 | 4754 | 4382 | 4997 | 4336 | 60.638
35117 8ggggig%fég)gg]?éi(ggg)Cég((::(%)gC@H]([C@H](O)[C@@H]2N 3.578 | 4222 | 4015 | 4363 | 3439 | 65561
35917 ggI(\:,I(\IC(gf(%)g)(g[%)ggl){c]%(gfg(]g(gfc)g[)%g@]ﬂ([C@H](O)[C@@HJZN 3629 | 2946 | 2565 | 4435 | 3734 | 60.183
25317 Sg(c}f)\lc(g)c[ggg]%;[%%‘gg{ggg&%ﬂ%@gm(C[C@@H]2C=C(F)C 3757 | 3.680 | 4.144 | 4549 | 4086 | 67.011
35417 Sgg)\lc(%(fgg@cl({:]%;[(é%C@C(I({:])ggccc(;?g[:%?c%lél(C[C@@H]ZCzC(F €1 4357 | 4500 | 4543 | 4515 | 4869 | 69.794
35517 Sg(%\]ég)c[gg]({:]%;[(ég%%;;}g&?gi%?c@c%gc@@H]2CZC(F)C 4886 | 4.885 | 4.867 | 4504 | 4.842 | 65.724
35617 Sgé?égﬁggg%%é%gg])gf\;g&?g[:%?c@c%gc@@H]ZCZC(F)C 5000 | 4993 | 4452 | 4533 | 5488 | 70.759
25717 S&CFI)\IC(%C[S)@CI(E%;’[%%%(g])g;lcc&?gg[:%%@c@gi]((ggg(?f]2C=C(F)C 5301 | 4468 | 5.047 | 4706 | 5421 | 51.744

CCON(CCO)C(=0)e(c )ee(C)ecl C(=OIN[C@@H](C[C@@H]2C=C(F)C

A_£0Q.

A LARQ

2 LEQ

4707

ANEE

AN DAL
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-C(F)C2)[C@H](0)[C@@H]3NCCN(C3=0)Ccdc(CHN)ccced

CCCN(CCC)C(=0)c(c1)ee(C)ecl C(=0N[C@@H](CIC@@H]2C=C(F)C

359" |=C(F)C2)[C@H](0)[C@@H]3NCCN(C3=0)Cede(Clycoccd 4.569 | 4806 | 4910 | 4.976 | 4.494 | 45.245
CCON(CCC)C(=0)e(c)ee(C)ecl C(=ON[C@@H](C[C@@H]2C=C(F)C

360" EOEICDICERIOCORHINCONEI~O insoocd 3462 | 3322 | 3391 | 4291 | 3.785 | 60.428
CCCN(CCC)C(=0)e(c])ee(C)ecl C(—ON[C@@H](C[C@@H]2C-C(F)C

3617 ORI AR CORRBNCNCI~O)ootecocod 5301 | 4572 | 5.101 | 4779 | 5.743 | 59.649
C1CCIC@H](COC)N1C(=0)c(e2)ee(C)ec2C(-ON[C@@H](C[C@@H]

36277 BC=C(F)C=C(F)C3)[C@H](0)[C@@HJANCN(C4=0)CeScccces 3699 | 5765 | 5132 | 5586 | 6.712 | 64.033
CCCN(C1)C(=0)C[C@@H]1 C(=O)N[C@@H](C[C@@H]2C=C(F)C=C(

3637 |F)C2)[C@H)(0)[C@@H]3NCN(C3=0)Cetcccccd 3043 ) 2877 | 3010 | 3.256 | 2852 | 66.154
CCCON(C1)C(=0)C[C@@H] 1 C(=0)N[C@@H](C[C@@H]2C—C(F)C—

3647 |C(F)C2)[C@H](0)[C@@H]BNCN(C3=0)Cedoccecd 3854 | 3.321 | 3638 | 3.368 | 3.322 | 65.615
CCCCN(C1)C(=0)[C@H](CO)[C@H]1C(=0)N[C@@H](C[C@@H]2C—

3657 |C(F)C=C(F)C)[C@H](0)[C@@H]3NCN(C3=0)Cedeecccd 4056 | 4013 | 4752 | 3.575 | 4.222 | 62.962
Fcleee(cel)[C@@H](C)NC(=0)c2cce(cc(c2)N(C)S(=0)(=0)C)NC(=0)[C

366" |@](0)(Ce3ceece3)CCC(=0IN[C@@H](C(C)C)C(=0)NCedecceed 2229 | 2722 | 3.090 [ 3.169 | 2.677 | 66.167
¢ Icceee | [C@@H](CINC(=0)e2ec(ce(c2)N(C)S(=0)(=0)CINC(=0)[C@]

367" |(0)(CCe3eeeee3)CCC(=0N[C@@H](C(C)C)C(=0)NCedeceeed 2252 | 2466 | 2992 | 3830 | 2.690 | 57.166
Felcee(ce)[C@@H](C)NC(=0)c2ce(cc(c2)N(C)S(=0)(=0)CNC(=0)[C
@]1(0)(Cc3eccee3)CCC(=0)N[C@Q@H](C(C)C)C(=0)Nedeee(ced)C(=0) | 2398 | 2.798 | 2435 | 2456 | 2.151 | 41.580

368" |OC
Felce(F)ec(e])C[C@H](NC(=0)C)[C@H](0)CN[C@H]2C[C@H](CCC2

3699 Dedoeec(enIACHOK 4328 | 4158 | 4.057 | 4.886 | 4.256 | 58.006
Felce(F)ee(e)C[C@H](NC(=0)C)[C@H](0)CN[C@H]2C[C@H](COC2

1709 DodoceconUCNOIC 4215 | 3213 | 3.433 | 3.881 | 5.216 | 58.866
Felce(F)ee(c])C[C@H](NC(=0)C)[C@H](0)CN[C@H2C[C@H](CCC2

1715 hoinoaolaayc OO 2620 | 2.644 | 2485 | 2.909 | 2338 | 70.279
Felce(F)ee(e)C[C@HIINC(=0)C)[C@HIO)CNIC@HI2CIC@HICCC2 [, 0 | 3761 | 408 | 4586 | 4033 | 67745

372" )e3ccee(c3)-ndncecd : : : : : :
Felco(F)ee(c1)C[C@H](NC(=0)C)[C@H](0)CN[C@H]2C[C@H](CCC2

3739 Desoscolon)lCO@IIACOCCA 4056 | 3.583 | 3.472 | 3.844 | 4.138 | 63.195
Felce(F)ee(el)CIC@H)NC(=0)C)[C@HIO)CNIC@HIZCIC@HICOC2| 4 oo | 3500 | 3400 | 3931 | 4.066 | 50628

374" )ec3ccee(c3)-ndncccd ) : : : : :
Felce(F)ee(c)C[C@H](NC(=0)C)[C@H](0)CN[C@H]2C[C@H](COC2

2755 Doscorlo[C@AMCOCCA 3.538 | 3.955 | 2.892 | 2.870 | 4.087 | 61.059

376" _[Felee(F)ee(e)C[C@H](NC(=0)C)[C@H](O)CNCe2ecee(c2)C(CNCO)IC_ | 2.886 | 2.950 | 2.970 | 2373 | 2271 | 59.369

o g é co(F)ec(eD)C[C@HIINC(-0)O)[C@HIO)CNC(CC)e2eeece)CON| 3 g00 | 2020 | 2731 | 2952 | 3311 | 47216

S7g0 fé)léc(F)cc(c1)C[C@H](NC(=O)C)[C@H](O)CNCZ(CC2)C3cccc(c3)C(C) 3854 3792 3173 3713 | 3.963 | 55.600

o iccl)c(cj:(F)cc(c1)C[C@H](NC(ZO)C)[C@H](O)CNCZ(CCZ)CScnn(c3)CC(C 256 | 2980 | 285 | 3185 | 3811 | 64502

. . . . A A .
Felce(F)ec(cl)C[C@H](NC(=0)C)[C@H](0)CNC2(CC2)c3ccee(c3)- 2000 | 2052 | 2787 | 2073 | 2795 | 67485

380" |ndccend . : : : : :
Felce(F)ee(c)C[C@H](NC(=0)C)[C@H](0)CNC2(CC2)c3ecce(e3)[C@
Fclce(F)ee(cl)C[C@H](INC(=0)C)[C@H](O)CNC2(CC2)c3ccec(c3)C(=

3825 [OCEEE 2.886 | 2.829 | 3.000 | 3.062 | 3.156 | 66.367
Felce(F)ec(el)C[C@H](NC(=0)C)[C@H](0)CNC2(CC2)c3eecc(e3)C(C

3839 [F)O)C 3.538 | 2754 | 3307 | 3.648 | 3223 | 62.356
Felce(F)ec(cl)C[C@H](NC(=0)C)[C@H](0)CNC2(CC2)c3ceec(e3)C(C(

38419 F)F)(C)C 3.638 2.712 3.473 3.581 3.327 | 63.550
Felce(F)ee(c)C[C@H](NC(=0)C)[C@H](0)CNC2(CC2)c3ccee(c3)C(C

3851 [F)CR)C 3409 | 3.181 | 3.789 | 3.564 | 3.468 | 65377
Fclcc(F)ee(cl)C[C@H](INC(=0)C)[C@H](O)CNC2(CCC2)c3ceec(c3)C(

3865 OO 3215 | 2738 | 2.801 | 3.772 | 3.488 | 70.034
Felcce(F)ec(el)C[C@H](NC(=0)O)[C@H](0)CNIC@2([C@@H](C2)C)

3879 |eroscelenCCEIMOC 2770 | 3.286 | 2.824 | 2.893 | 3.075 | 74.665
clcececl-c2n(CC(=0)N/C(N)=N/[H])c(cc2)-

1889 |o3ecalorBNC(OroAoo(Bricoct 3222 | 3708 | 3743 | 3.045 | 4172 | 51.359

389 |elccoc] C(=0)Ne2eeec(e2)[C@@I3(CEOINC)C(ENINICACCCCCA | 4.000 | 3.295 | 4.814 | 3.059 | 3.962 | 64.657

390 |Celecoe] C(=0)Ne2ecee(c2)[CQ@]3(C(=0)N(C)C(=N3)N)CACCCCCa | 4.398 | 4.066 | 4.018 | 4.080 | 3.991 | 71.210

39120 Jeleen(C)cl C(=0)Ne2eeec(e2)[ C@@]3(C(=O)N(C)C(=N3)N)CACCCCC4| 3.066 | 2.952 | 3.760 | 2.737 | 2.774 | 53.932

3929 |CCCC(=0)Neleeee(e)[C@@]2(C(=0)N(C)C(=N2)N)CICCCCC3 2.545 | 2.521 | 2.805 | 2.676 | 2.576 | 56.095

393 |COCC(=0)Neleeee(e)[C@@]2(C(=0)N(C)C(=N2)N)C3CCCCC3 3.678 | 3.125 | 3.282 | 3.582 | 3.898 | 55.700
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394  |COCCC(=0)Nclcece(c)[C@@]2(C(=0)N(C)C(=N2)N)C3CCCCC3 2.105 2.854 | 2.939 | 2.727 | 1.820 | 54.137

Jos g‘)c(cl)cccclC(=0)Nc2cccc(c2)[C@@]3(C(=0)N(C)C(=N3)N)C4CCCC 2366 2830 | 2995 | 3195 | 2407 | 76.921
01COc(c12)ce(ce2)C(=0)Ne3cece(c3)[C@@]4(C(=0)N(C)C(=N4)N)C5

3960 |cccecs 3.420 3473 | 2.948 | 3.494 | 3.150 | 72.359

397%  |elececcl [C@]2(C3CCCCC3)C(=0)N(C(=N2)N)CCCCCC 2.857 2409 | 2.863 | 2.466 | 2.966 | 51.188

398%0  |clececcl [C@]2(C3CCCCC3)C(=0)N(C(=N2)N)CCCCCC(=0)O 3.022 2.677 | 2935 | 2467 | 3.182 | 52.756
clcceccl [C@]2(C3CCCCC3)C(=0)N(C(=N2)N)C[C@H)4CC[C@H](CC

3990 4)C(=0)0 3.409 3.061 | 3.397 | 2.679 | 3.309 | 57.706

400%  [clccecel [C@]2(C3CCCCC3)C(=0)N(C(=N2)N)Ccécceccd 2.907 2439 | 2.928 | 2919 | 3.243 | 61.498

40120 [elcceeel [C@]2(C3CCCCC3)C(=0)N(C(=N2)N)Cedec(F)ee(F)c4 2.967 2.341 | 2.988 | 3.022 | 3.255 | 60.241

40220 clcceeel [C@]2(C3CCCCC3)C(=0)N(CEN2)N)C[C@@H]4CCCO4 2.983 2.858 | 2.966 | 2.517 | 3.182 | 61917
c12ccec(c])C[C@@](C)(N)C(=0)OCc3cc(ce(c3)N(C)S(=0)(=0)C)C(=0)

40321 IN[C@H](CC2)c4cceccd 5.699 5207 | 5.194 | 5549 | 5.369 | 60.696

5.046 4492 | 5507 | 4.173 | 4.729 | 58.444

clcc(F)ecel [C@@H](C)NC(=0)c2ce(cc(c2)N(C)S(=0)(=0)C)-

404%"  |c(nn3)oc3[C@](C)(N)Ccédeceecd
clcc(F)ecel [C@@H](CON[C@H](C(F)(F)F)c2ce(cc(c2)N(C)S(=0)(=0)C

4052 )-c(nn3)oc3[C@J(C)N)Ccdccc(Fecd 1.824 2353 | 1.343 | 2479 | 1.438 | 60.179
c12ccec(c])C[C@@](C)(N)C(=0)OCc3cc(cc(c3)N(C)S(=0)(=0)O)[C@

406 |@H)(CF)(F)FIN[C@H](CC2)checeecd 2.432 2.832 | 2.489 | 2.349 | 2.798 | 69.236

o E:)I)ZCcccc(cl)C[C@@](C)(N)C(=O)OCc3cc(NCCCC2)nc(c3)N(C)S(=O)(= 3308 2395 | 3274 | 3082 | 3322 | 73380
c12ccec(c])C[C@@](C)(N)C(=0)OCc3cc(ne(c3)N(C)S(=0)(=0)C)N(CC

4082 |CC2)Cedeccccd 1.886 3.847 | 2.016 | 2.192 | 1.644 | 65.309

. f:léc)zic(g;é)c[C@@](C)(N)C(:O)OCC3CC(N(C(C)C)CCCC2)HC(C3)N(C)S 1658 2584 | 2735 | 2140 | 1.855 | 72.792
c12ccec(c])C[C@@](C)(N)C(=0)OCc3cc(N(CCCC2)CCACCA)nc(c3)N(

4107 |0)SE0)=0)C 2.222 2951 | 2.745 | 2.898 | 3.193 | 69.156
c12ccee(c])C[C@@](C)(N)C(=0)OCc3cc(CC[C@@H](C)CC2)ce(c3)N(

4117 |0)SE0)=0)C 2.770 3.568 | 2.721 2.802 | 2.563 | 72.262
c12ccec(c])C[C@@](C)IN)C(=0)OCc3cc(CC[C@@H](C)CC2)nc(c3)N(

412 |0)S(=0)=0)C 2.745 2.513 | 2.640 | 2.607 | 2.696 | 70.611
c12ccec(c])C[C@@](C)N)C(=0)OCc3cc(ne(c3)N(C)S(=0)(=0)C)CC[C

413! |@@H](CC2)c4ceeccd 2.155 2442 | 2.119 | 3.034 | 2.305 | 72.381

" col)%:cccc(c1)C[C@@](C)(N)C(ZO)OCc3cc(CCCCC2)nc(c3)N(C)S(:O)(: 1824 2497 | 2016 | 2581 | 2.049 | 64269
C1CCC(=0)N1c2cc(OCC)ce(c2)C(=O)N[C@@H](Cc3cecee3)[C@H](0)

4152 |CNCedecee(c4)C(F)(F)F 3.420 3973 | 4244 | 4.081 | 4.398 | 68.839
O=C1CCC(C)=Clc2cc(OCC)cc(c2)C(=0)N[C@@H](Cc3ccece3)[C@H](

4162 |0)CNCodecec(cA)C(F)(F)F 3.602 4388 | 4.246 | 3.397 | 3.522 | 70.738
clccee(C(=0)C)cl-
c2cc(OCC)ee(c2)C(=O)N[C@@H](Cc3ccece3)[C@H](O)CNCc4cece(cd) | 3.553 3.178 | 3.681 3431 | 3.785 | 72.440

4172 |C(F)(F)F
clccec(C#N)cl-
c2cc(OCC)cc(c2)C(=0)N[C@@H](Cc3cceee3)[C@H](O)CNCceéecee(cd) | 3.796 3.201 | 3378 | 3.539 | 3.582 | 76.122

4182 |C(F)(F)F
C1CCN(S1(=0)=0)c2cc(OCC)cc(c2)C(=ON[C@@H](Cc3cecec3)[C@H

4192 [J(0)CNCedocee(c4)C(F)(F)F 4.301 4256 | 4.156 | 4.435 | 4.834 | 70.519
C1CCCN(S1(=0)=0)c2cc(OCC)ce(c2)C(=O)N[C@@H](Cc3ccece3)[C@

4202 |H](0)CNCedocee(cd)C(F)(F)F 5.222 4703 | 4973 | 4392 | 5322 | 71.775
C1CCCN(S1(=0)=0)c2cc(CCC)cc(c2)C(=0)N[C@@H](Cc3cceee3)[C@

4212 |H](0)CNCedecee(cA)CF)(F)F 5.301 4814 | 4215 | 4.282 | 6.307 | 72.945
C1CCCN(S1(=0)=0)c2cc(NC(C)C)ecc(c2)C(=0O)N[C@@H](Cc3cecee3)[

4222 [C@H](0)CNCedecec(c)C(F)(F)F 4.959 4278 | 5.395 | 4455 | 4.598 | 70.571
C1CCCN(S1(=0)=0)c2cc(OCC)ce(c2)C(=0)N[C@@H](Cc3ccece3)[C@

4232 |H](0)CNCedocee(cA)OC(F)(F)F 5.301 5.068 | 5279 | 4.727 | 5.267 | 70.681
C1CCCN(S1(=0)=0)c2cc(NCC)ce(c2)C(=O)N[C@@H](Cc3cceee3)[C@

4242 |H](0)CNCedocee(cA)OC(F)(F)F 5.301 4420 | 5.446 | 4.800 | 5.016 | 70.593
C1CCCN(S1(=0)=0)c2cc(NCC)ce(c2)C(=O)N[C@@H](Cc3ccece3)[C@

4252 |H](0)CNCedoccccd 3.921 3.424 | 4.520 | 4.467 | 3.700 | 75.086
C1CCCN(S1(=0)=0)c2cc(NCC)ce(c2)C(=0)N[C@@H](Cc3cceee3)[C@

4262 [H)(0)CN[C@@HJACCo(cd5)ceees 4.469 5.096 | 4715 | 4.777 | 4.122 | 73.476

C1CCCON(S1(=0)=0)c2cc(NCC)ce(c2)C(=0)N[C@@H](Cc3ccece3)[C@
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H](O)CN[C@@H]ACCe(c45)cec(c5)0C

C1CCCN(S1(=0)=0)c2cc(NCC)ce(c2)C(=0)N[C@@H](Cc3ecece3)[C@

1282 [H(0XCNCoAoona(c)OC 5007 | 4954 | 4698 | 4602 | 4.935 | 68501
4202 i(ljc@c}%%%(;g C)ZCOC)CCCZ(EZ%(C:C)°°(°2)C(:O)N[C@@H](C°3 ceB)ee®)e| 5301 | 4542 | 4681 | 5002 | 5.128 | 69.909
4302 E}éc)ggéscz(;?c)(:c%gccc(NCC)CC(CZ)C(:O)N[C@@H](C°3 cccodC@ | 4308 | 3679 | 3.697 | 4299 | 4754 | 71132
4312 ﬁ}((é)(;gg(ciz(;(zzzzggzéc(NCC)CC(CZ)C(:O)N[C@@HJ(C“ neeedC@ | 9570 | 3342 | 3484 | 2653 | 2737 | 81816
430 (Col)%%ccl\igiggéz)g)cczccmcc)°C<C2)C(=O)N[C@@H](CC(C)C)[C@H] 2240 | 2719 | 2902 | 3.943 | 2596 | 70.562
4332 g&%ﬁgéﬁ?ﬁ:ﬁ%ggCC)°°(°2F JCCON[C@@H)(Cedeeeeed)C | 5395 | 4484 | 4910 | 4693 | 5.608 | 78.502
4342 C@ﬁfg)l\é(]\slé(;?rﬁgzzccé(hlcc)cc(c2F)C(:O)N[C@@H](C°3°C°°°3)[C 5222 | 5143 | 4333 | 4552 | 5471 | 84.273
4358 ;;g;ﬁfcl((i%[)fc@@%ll]{(]%é)(ggggg]géc@@H](O)[C@HJ(C°3C°(F)°°( 2155 | 2507 | 2785 | 2703 | 2.444 | 72.227
1362 ;§§;;‘:Cl(czg[)fg@@@ggﬁgé)(ggg%ggé%@@m(O)[C@H](CC3C"(F)CC( 3046 | 3131 | 2272 | 3.719 | 3.447 | 71.737
437 ;;sgﬁfcl(i %[)fé@@@ég(]%?(ggl@lgg]Cz([g%@m(O)[C@H](C°3°°(F Jeell 2503 | 2660 | 3354 | 2752 | 2464 | 69.079
4382 ;;zg;f%(i %[)fc@@@@%(]ig?ég%%g]Cz([:%%@H](O)[C@H](C°3 ceBree| 3430 | 3873 | 4648 | 3831 | 3.607 | 74167
4395 ;;(fg;ffcl((i%[)fc@@%g(]%?(ggggg]Cz([%?c@m](0)[C@HJ(C°3°°(F)°°( 4347 | 4494 | 4968 | 3.847 | 4447 | 72615
o ;;sg;ccl(czg[fg@@@ggﬁgéﬁg%%ggécc@gg%m(O)[C@H](C°3CC(F)CC( 4000 | 3627 | 3.893 | 3843 | 4456 | 76.042
s ;;sg;;ccl(i %gfé@@@ég(]%?(ggl@“%@gg&%gfg(0)[C@H](C°3°°(F ee| 4149 | 4533 | 3955 | 3861 | 4414 | 73249
440> ;;sg;ffcl(C:%[)f(:@@@@lil]{(]igé)&)c)%%g]ég?(%H](O)[C@H](C°3 ce®ecll 3510 | 2.847 | 3.066 | 4.068 | 4485 | 74269
43® ;;(f;;ffcl(ng[)f(@@@@gg(]ggé)(ggggg]Cz([:CC%é@CH](O)[C@HJ(C°3°°(F)°°( 2699 | 2716 | 3502 | 3.742 | 2.495 | 79.169
2445 ;;gg;;ccl(czg[)([lc@@@@lﬂ(]gg?égg(%ggécc@g(@m(O)[C@H](C°3CC(F)CC( 2530 | 2827 | 3475 | 2701 | 2741 | 75973
455 ;;zg;;cé(cz %[)?C@@@@HI]{(]%?(S([)C)%%@E]Czé%%@ﬂ](O)[C@H](C°3°°(F Jeell 3569 | 4201 | 3.858 | 3.843 | 3.205 | 72761
4465 %sg;ffcl(C:%[)?é@@@@lg(]ig?&;%%g]éé%%é@éﬂ(O)[C@H](C°3 ce®eell 3071 | 3027 | 3474 | 3.854 | 3290 | 75344
- ;;zg;ffcl&%g&%%gﬁgg?é{%%%g]CZESCCC‘C—@(%?](O)[C@H](C°3°°(F)°°( 3538 | 3.097 | 3.035 | 3.681 | 3.439 | 75.484
2455 ;;§§;‘fg(ig[)‘[:(@@@@}ﬂgﬁjggig%%gggc?%ﬂg?[C@H]<C°3°C(F>°°< 2553 | 2973 | 3.094 | 3.737 | 2.504 | 73.002
449 ;;zg;;ccl(cz %[)fg@@@éll]{(]%?(ggg(%@g]CZC[SCC?C(%{)]C(SS)[C@H](C°3 ce®eel 1726 | 1975 | 1208 | 1.726 | 1496 | 70173
4502 ;;sg;gcé(cz %[)fé@@@@lg(]fg?égg%g]CZC[SCC%(@CI?}]:()?F))[%?CI;](C°3 ce®ee| 1337 | 1804 | 1363 | 1729 | 1519 | 65821
4512 ;;gg;ffcl(ng[)([:é@@@@gg(]ggéﬁ)c)%%gggg%gé?)[C@H](C°3°°(F)°°( 3471 | 2714 | 3114 | 3.728 | 4504 | 73213
4505 ;;sg;;ccl((i%[)([:c@@%[l]{(]ggé)(ggg%gggg?%ﬂg?[C@H](C°3CC(F)°°( 3456 | 3483 | 2791 | 3.725 | 4440 | 60.476
453 gzg;;ccl(c: %g?g@@@ég(ﬁgé)(ggg%g]CZESCC%%;]F(O)[C@H](C°3 ce®ee| 3438 | 3.197 | 387 | 3.869 | 3.490 | 72373
15 OO OO O Chon S JONCCRNCSCDIA] 5506 | 3430 | 3793 | 3641 | 4493 | 60714
4555 ;;zg;ffé(C:%[)([:(%@@I){}]I(](jg?gg%%g]CZC[SCC?C%}SI](O)[C@H](C°3 ce®eel 3660 | 2.893 | 2964 | 3794 | 3435 | 68.409
4565 ;;g;ffcl((i%[)fc@@@%;l]{(]ggaggg%g]czc[gc?c%@f](O)[C@H](C°3C°(F)°°( 3.648 | 3782 | 3533 | 3.758 | 3495 | 56.323
457 gzgﬁ;cl(c: %[)fg@@@gl]{(ﬁgé)(ggg%gggﬁ%ﬂ(O)[C@H](C°3 ce®ee| 3519 | 3185 | 3024 | 3.887 | 3.422 | 63.235
4582 Cclégé} 3C[2gg%ﬁggggf&%g?%%ﬂfggﬂggf@@H](NC(:O)[ 2921 | 3258 | 3.007 | 3.695 | 2.495 | 61.629
4502 ;;zg;cé(c: %[)([:é@@@@?}]f](jfgécé]c(gj@cl){g[:C()%\%g)(gé[gc@H](C°3 ce®ecl] 3548 | 4558 | 3.408 | 4122 | 4394 | 67.001
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F)c3)NC(=0)[C@@HA[C@H](CCCC)C(=0)N(C4)CCCC

cleceeel CO[C@@H](CN2)C[C@@H2[C@Q@H](O)[C@H](Ce3ce(F)ec(

4612 _|F)e3)NC(=0)[C@H4[C@H}(CC(CIC)C(=OIN(CACCCC 4244 | 4347 | 4137 | 4112 ] 4477 | 64653
160 ;;§§;&%(C:%gfc@@%l]ﬂ([g%%%[]c(g@gﬁEg%c@cfgg%[gc‘%i]gc3°°(F ] 4108 | 4325 | 4436 | 4420 | 4.493 | 63.814
4632 ;;gg;ffé(C:%[)([jé@@%{}]{(](jfgécé]cggggéﬁ%@&gf&%ggcc3 cc®)eel] 3244 | 2261 | 3.589 | 4.063 | 3.407 | 61.269
4645 ;;gg;ffcl((i%[)([jc@@%ﬂ(]g%écﬁg}%gggg%%gﬁg%g]c(g?CC(F)CC( 3530 | 3949 | 3207 | 3957 |3.428 | 64.124
1652 ;;sg;;%(C:%gfge@%ﬁﬂ([%zﬁi[ggggéEgg%@(}lc]‘g%[ccc@ég](CCSCC(F)CC( 3438 | 3.633 | 3.876 | 4.117 | 4.440 | 57.413
46724 f:iéc(i(g%f\f((égg)[ggjm([C@H](O)[C@@H]ZNCCDNC(:O)C3 celceled) | 3114 | 3288 | 2858 | 3448 | 3250 | 51197
4682 fégjggfgég%&@m([C@H](O)[C@H]2CCCN2)NC(:O)C3°°(CC(°3)C 4.187 | 3.522 | 3.907 | 4.174 | 4292 | 57.616
2602 ggi&ﬁg‘g&gg%{ggggggo)[C@H]ZC[C@@H](O)CNZ)NC(zo)C 4051 | 3.943 | 3.949 | 3.980 | 3.897 | 63.964
4705 fcc(lccc‘;(c?)‘é’)(é?:%[&?cﬂc]g;%g](O)[C@H]2C[C@H](CNz)OC)NC(:O)°3 3728 | 4732 | 3.925 | 4358 | 3.467 | 68.891
471 iggj[légﬁ%g{gg%igﬁgg&fggZN[C@H](CC(Cz)cc(F)“zF)[C@H 5301 | 5.158 | 4.585 | 4.883 | 5212 | 61.236
oy i8)?8gﬁ%g{ggﬁgigggggﬂ;ﬁj)N[C@H](CC(CZ)CC(F)“ZF)[C@H 5523 | 4373 | 4685 | 5276 | 5320 | 65.112
4732 g;é;&?g;ﬁgggg?gg[C@H](0)[C@@H]ZNCCCCZ)NC(=0)03CC(“(C 3.886 | 4328 | 3.838 | 4324 | 3.434 | 63.162
7t g(C:%[)(é3@clc{(]c(§i;?CC)NC[(S(@))I;](ggC@)CC@ggO)[C@@H](CC(Cz)cc(F BN 1 4155 | 3680 | 3270 | 4474 | 4053 | 65.179
475 ig%g&?ﬁggé‘}g%%ﬁg%:ﬁg&@m(CC(Cz)“(F)CCZF)[C@H 4854 | 4480 | 4753 | 4576 | 4707 | 56316
476 ig%g&?ﬁg@égg@gﬁg%ﬁ zgggi]‘fcc(cz)cc(}:)cczm[C@H 2870 | 3.091 | 2.968 | 3.582 | 3.869 | 61.635
" ig)c[légg@%)](;ggéig%%ﬁg%:ﬁl%%%ﬂcc(CZ)CC(F)“ZF)[C@H 3481 | 4617 | 3.743 | 4560 | 3.210 | 61.866
475 ig%gé%ﬁggg%%%ﬁg%:ﬁ )CI;’([CCC4@)S]C(CC(°2)°C(F ee2DIC@H | 3357 | 3397 | 3.660 | 4.680 | 3.302 | 50306
470 ig)c[légé%%(ggé‘igéc@lgc])(g)cc(gggﬁc@fﬂ(CC(Cz)CC(F)sz)[C@H 3.719 | 3889 | 4053 | 4478 | 4731 | 50410
4530 ig%g&gﬁg&igg@gﬁg)(:C(Zggé[CCCC%H](CC(CZ)CC(F)CCZF)[C@H 3215 | 3.632 | 3.627 | 3.665 | 3.162 | 62.021
4314 ig%g&?ﬁSgéig%c@lﬁ)(cggggfg%%cggﬁ](CC(CZ)CC(F)“ZF)[C@H 3201 | 3623 | 4071 | 3775 | 3.426 | 68.704
ago %}Cc(gg)[g%gc(g;))E)C&L%%‘)ﬁ]clécc%%%g](O)[C@@H](CC(CZ)W(F 21 9699 | 3267 | 2.590 | 3.690 | 2.457 | 63236
4532 gg%ﬁgiﬁg%gggﬂ](g&@ggg(0)[C@@H](CC(Cz)CC(F)CczF)N 5007 | 5.084 | 5225 | 4.605 | 4.817 | 61.737
4342 ig%g&gﬁg&igg%ﬁ)(g%zg)gc[c@m(CC(°2)°°(F)°°2F)[C@H 5155 | 4353 | 4291 | 4570 | 5418 | 61.297
48524 fﬁégggg?ggéig%?&fo@)&g[C%?C@CE](O)[C@@H](CC(Cz)CC(F)CCZF 3921 | 3.860 | 4712 | 4551 | 3.825 | 59.839
4362 ig)c[légégﬁggg%%%ﬁg%égﬁ[g@m(CC(CZ)“(F J2BC@H | 555y | 4418 | 4878 | 4480 | 5.700 | 66.449
157 DoCwei NGt eaoceoe L NCARe®DICE| 5508 | 4004 | 5512 | 4556 | 5.014 | 59382
ey ﬁg%g&gﬁg&igg%ﬁ(g)%(zgﬁggm(CC(CZ)“(F)CCZF)[C@H 4585 | 4659 | 4358 | 4.607 | 4871 | 61.651
459 ig%g&gﬁg&%g&;ﬁg%ng‘é[cc(%‘é]‘fcc(cz)cc(}:)CCZF)[C@H 4921 | 4537 | 4350 | 4575 | 4977 | 60.673
490% Ccl(gggfggg](Cc[g)%@m(CO)NC(=O)°2°°(N(C)S(=O)(=O)C)n°(°2)NC[ 4131 | 3929 | 3373 | 4322 | 4750 | 64.954
4912 f)l)cé)?sfg))ﬁfé%é%%%g%%c@%@CCCC)NC(:O)Czcc(N(C)S(:O)(: 4886 | 4776 | 5077 | 4867 | 5.048 | 58.203
495 gl)cggs(cg))ﬁcégé%%égg%%?ém)CCCC)NC(ZO)CzCC(N(C)S(:O)(: 5.046 | 4814 | 4726 | 4788 | 5.676 | 72.576
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3[C@H](C3)C

clcceeel C[C@@H]([C@Q@H](NYCCCCINC(=0)c2ce(N(C)S(=0)(=0)C)

4.699

4372

4.226

4.570

4.092

65.636

494%  Inc(c2)NC[C@H]3[C@H](C3)C
clcececl C[C@@H]([C@@H](N)CCC(F)(F)F)NC(=0)c2cc(N(C)S(=0)(=

495 |0)O)nc(c2)NC[C@H]3[C@H](C3)C 5.699 5.693 | 5.750 | 4.380 | 4.926 | 41.019
clsceclC[C@@H]([C@@H](N)CCCC)NC(=0)c2cc(N(C)S(=0)(=0)C)n

496> |o(c2)NC[C@HB[C@H](C3)C 4.959 4704 | 4.167 | 4.224 | 4.231 | 58.454
clscecl C[C@@H]([C@H](C)N)NC(=0)c2cc(N(C)S(=0)(=0)C)nc(c2)N

497 |C[C@HBIC@H](C3)C 4.495 4756 | 4.242 | 3.972 | 5.457 | 63.652
clcececl C[C@@H]([C@@H](N)CCCCINC(=0)c2ec(N(C)S(=0)(=0)C)

498 |no(c2)N(C)C[C@HI3[C@H](C3)C 4.509 5222 | 4.667 | 4.437 | 3.964 | 63.569
clcececl C[C@@H]([C@@H](N)CCCCINC(=0)c2ec(N(S(=0)(=0)C)CC

499 |O)ne(c2)N(C)C[C@HB[C@H](C3)C 4.409 4.689 | 4375 | 4476 | 3.954 | 63.365
clcececlC[C@@H]([C@H](C)N)NC(=0)c2ce(N(S(=0)(=0)C)CCC)nce(c

500 N(C)C[C@H]B[C@H](C3)C 4.174 4.627 | 4459 | 4207 | 4.081 | 64.265
clcececl C[C@@H]([C@@H](N)COC)NC(=0)c2ec(N(C)S(=0)(=0)C)nc

5012 |(c2)N(C)C[C@HI[C@H](C3)C 4.921 4.143 | 4.327 | 4.193 | 5.043 | 67.375
clcececl C[C@@H]([C@@H](N)COC)NC(=0)c2ec(N(C)S(=0)(=0)C(C)

5022 |C)ne(c2)N(C)C[C@HIB[C@H](C3)C 4.620 3997 | 4288 | 4.224 | 3.934 | 62.418
clcececl C[C@@H]([C@@H](N)COCC)NC(=0)c2cc(N(C)S(=0)(=0)C(

503%  |0)C)ne(c2)N(C)C[C@HB[C@H](C3)C 4.620 4.543 | 4.165 | 4.213 | 4.186 | 63.699
clcececl C[C@@H]([C@@H](N)COC)NC(=0)c2ec(N(C)S(=0)(=0)C(C)

5042  |C)ne(c2)N(C[C@H]3[C@H](C3)C)CCCOC 5.222 4.850 | 5.285 | 4.525 | 5.045 | 64.528

505% |clececel-c2cce(-c3ccece3)n2Cedecec(nd)N 2.284 2.244 1.755 2.286 | 3.272 | 63.844

506% |clec(OC)ccel-c2¢ece(-c3¢(Cl)ecee3)n2Cedceece(nd)N 2.611 2.879 | 2.105 2.825 | 2.204 | 63.068

507* |CCCOc(ccl)ecel-c2cce(-c3c(Clecee3)n2Cedecce(nd)N 2.939 3.650 | 2.894 | 2.875 | 2.518 | 64.279

5082 |CCCCOc(ccl)ccel-c2ece(-c3c(Clcceec3)n2Cedecec(nd)N 2.783 2.794 | 2.499 | 2.891 | 2.278 | 61.984

509% |CCCCCOc(ccl)cecl-c2ecc(-c3c(Cl)cece3)n2Ccécecec(nd)N 3.260 2.761 3.158 | 2.900 | 3.727 | 65.596

510%  [N#CCCCOc(cel)ccel-c2ece(-c3¢(Cl)ccee3)n2Cedecce(nd)N 3.377 3.350 | 3.497 | 2915 | 3.532 | 68.834

5112  |CCNC(=0)c(ccl)ceel-c2ccec(-c3ccece3)n2Ceédecec(nd)N 2.648 3.006 | 2.304 | 2.561 1.690 | 65.831

512% |CCCNC(=0)c(ccl)eecl-c2cec(-c3cecee3)n2Cedecce(nd)N 2.523 2.667 | 2.672 2.622 | 3.479 | 65.563

513% |CCCCNC(=0)c(ccl)cecl-c2ece(-c3cccee3)n2Cedecce(nd)N 2.523 2.905 2.742 2.653 [ 3.686 | 67.993

514%  |C=CCNC(=0)c(ccl)cecl-c2cec(-c3cecec3)n2Cedecce(nd)N 3.229 2.967 | 2.816 2.494 | 2.524 | 66.720

515% |CC(C)NC(=0)c(ccl)cecl-c2ece(-c3cccee3)n2Cedecce(nd)N 2.750 2.728 | 2.738 3.055 | 3.417 | 66.769

516% |C1CCINC(=0)c(ce2)cec2-c3cec(-cdececed)n3CeScece(nS)N 2.921 3.073 | 3.033 | 3.121 | 2.841 | 67.624

517*% |C1ICCCINC(=0)c(cc2)cec2-c3cec(-c4ecceed)n3CeScecc(ns)N 2.469 2.841 3.110 3.342 | 1.708 | 69.846

518% |clececelOc(ec2)ece2-c3cec(-c4e(Clececd)n3CeSecee(nS)N 3.071 3.303 | 2.784 3.124 | 4.086 | 69.408

519% |clenceclOc(ce2)cec2-c3cce(-cde(Cl)ceced)n3CeSccee(ns)N 3.229 2.825 | 2.616 3.066 | 3.575 | 67.849

520%  |clncceclOc(cc2)cec2-c3cce(-c4e(Cl)ceced)n3CeSccec(nS)N 3.387 2.362 | 3.193 3.252 | 3.245 | 64.961

521 |nlcececlOc(cc2)cec2-c3cce(-c4e(Cl)ceced)n3CeScccc(nS)N 3.092 3.028 | 2.908 3.282 | 3.004 | 70.497

5222 IN1C=CC=N[C@@H]10c(cc2)ccc2-c3cce(-c4c(Cl)ccec4)n3Ce5ccec(n5)N | 4.000 4420 | 4.290 | 3.334 | 3.635 | 73.661

523%  |C1=NC=CN[C@@H]10c(cc2)ccc2-c3cce(-c4c(Cl)cceed)n3CeScecc(n5)N|  3.337 3.037 | 2.795 3.509 | 4.041 | 87.015

524% |C1=CC=NN[C@@H]10c(cc2)ccc2-c3cce(-c4c(Cl)cceecd)n3CeScecc(nS)N|  3.387 2.392 | 2514 3473 | 2913 | 79.455

525% |nlcesclOc(cc2)cec2-c3cce(-cde(Cl)cece4)n3CeSecec(nd)N 3.538 3.081 3.374 3.346 | 3.589 [ 73.190

526% INIC=CC=N[C@@H]1Nc(cc2)ccc2-c3cce(-c4c(Cl)ceeed)n3CeSccec(nd)N|  3.009 2.922 | 2.119 3.758 | 3.351 | 77.942

527% |CCCCCOc(cel)ecel-c2ece(-c3¢(Clccee3)n2Cedece(c(nd)N)OCCO 3.959 3.482 | 3.852 | 3.805 [ 4.797 | 79.835

528% |CCCCCOc(cel)ecel-c2cece(-c3¢(Clccee3)n2Cedece(c(nd)N)NCCO 3.770 3.015 | 2.696 | 3.435 | 4.667 | 79.223

529% |CCCCCOc(ccl)cecl-c2ece(-c3c(Clycece3)n2Cc4ece(c(nd)N)NCCCO 3.658 3.532 3.608 3.460 | 4.885 | 81.023
IN1C=CC=N[C@H]10c(cc2)ccc2-c3cee(-

5302 |ede(Cl)ceced)n3Cedeec(c(ns)N)OCCO 4.398 4.624 | 3.876 | 3.788 | 5.449 | 81.256
IN1C=CC=N[C@@H]10c(cc2)ccc2-c3cce(-

53120 |ede(Clyccced)n3CeSeee(c(nsN)NCCO 4155 | 4196 | 3.193 | 3418 | 5.572 | 69.662
C1CCCCNI1c(n2)nc(N3CCCCC3)nc2Nce(c4)cee(c45)nc(s5)SCCC(=0)NC

53227 |Cobee(OC)(ce6)OC 2.553 2.334 | 3.016 | 2.585 | 2.037 | 66.300

- élé(c:cécc1CNC(:O)CCSC(SZ)HC(CZ3)ccc(c3)Nc4nc(N5CCCCS)nc(n4)N6C 2770 2203 | 2682 | 2452 | 3258 | 65.169

534%"] |CCOC(=0)CCSc(s)nc(c12)cce(c2)Ne3nc(N4CCCC4)ne(n3)NSCCCC5 2.752 2372 | 2.703 | 2.404 | 1.757 | 62.407

. (élccgccc1NC(=O)CCSc(52)nc(cZ3)ccc(c3)Nc4nc(N5CCCC5)nc(n4)N6CC 3921 3312 | 2.920 3665 | 4953 | 64967
CICCCNI1c(n2)nc(N3CCCC3)nc2Nce(c4)cee(c45)nc(sS)SCCC(=0)NCCO 2523 2045 | 2622 | 2624 | 2.600 | 66.092

5367 |cbececch

3 cclégoc1CNC(:O)CCSC(SZ)nc(CZS)ccc(c3)Nc4nc(N5CCCC5)nc(n4)N6CC 3161 3200 | 3370 | 2493 | 3375 | 63356
clcce(C)e(C)cINC(=0)CCSc(s2)nc(c23)cee(c3)Nednc(NSCCCCS)nc(nd) A cao N s A aan P P
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N6CCCC6

CCOc(ccl)ecccINC(=0)CCSc(s2)nc(c23)cec(c3)Nednc(NSCCCCCS)ne(nd

5397 )N6CCCCC6 1.764 2.207 | 1.825 | 2.290 | 2.653 | 71.019
C1COCCNI1¢(n2)nc(N3CCOCC3)ne2Nc(c4)cce(c4S5)nc(s5)SCCC(=0)N6¢

5407 |(cecc7)eTCCe(c68)ccoc8 1.833 1.751 | 2.454 | 2.646 | 3.324 | 66.483

5412 |CN(C)clececel-c2nenc(c2)Ne3ee(c(C)ee3)NS(=0)(=0)C 0.499 1.123 1.474 1.659 | 0.262 | 65.152

54228 |clcececl-c2nenc(c2)Ne3ee(c(C)ec3)NS(=0)(=0)C 1.620 1.855 1.549 1.137 | 0.796 | 68.428

5432 |clececel-c2nenc(c2)Ne3cc(cec3)NS(=0)(=0)C 0.398 0.545 | 0416 1.148 | 0912 | 67.627

5442 |clccecel-c2nenc(c2)Ne3ee(c(Cl)ee3)NS(=0)(=0)C 1.796 1.871 1.588 1.404 | 1.541 [ 70.396

54528 |clceeccl-c2nenc(c2)Ne3cec(c(Br)ec3)NS(=0)(=0)C 1.523 1.613 1.326 1.076 1.061 | 49.048

5462 |clccecel-c2nenc(c2)Ne3ee(c(F)ee3)NS(=0)(=0)C 0.959 0.681 0.518 1.183 1.029 | 45.381

547%% |clcececl-c2nene(c2)Ne3ee(c(cec3)OC)NS(=0)(=0)C 1.161 1.625 | 1.491 | 0.807 | 1.497 | 49.374

5482 |clcececl-c2nene(c2)Ne3ec(NS(=0)(=0)C)c(ce3)CC=C 0.244 1.129 | 0.220 | 1.263 | 1.555 | 52.282

549%  |clce(N(C)C)eecl-c2nene(c2)Ne3ee(c(C)ec3)NS(=0)(=0)C 1.824 1.099 | 1.770 | 1.248 | 1.396 | 50.370

550%  |clecec(C)el-c2nene(c2)Ne3cee(e(C)ee3)NS(=0)(=0)C 0.660 1.615 1.176 1.249 | 0.561 | 29.197

5512 |clececel-c(ec2)ccc2-c3nene(c3)Nedee(c(C)ecd)NS(=0)(=0)C 1.721 1.561 2.060 1.356 | 1.415 | 16.530

5522 |OCCCc(ccl)ceel-c2nene(c2)Ne3cee(e(C)ec3)NS(=0)(=0)C 1.432 1.633 1.789 1.382 | 1.872 | 23.558

5532 |01CCOc(c12)cec(c2)-c3nenc(c3)Nedee(c(C)ecd)NS(=0)(=0)C 1.678 1.654 | 2.033 1.740 | 1.338 | 27.731
CC(C)c(cl)ececl C2(CC2NC[C@@H](O)[C@@H](NC(=0)c(c3)cc(cc34

554 )COC)Cesceee(cs)OCCCONA 4.770 4.666 | 3.775 | 4.853 | 4.053 | 30.868
CC(C)c(cl)ceccICNC[C@@H](O)[C@@H](NC(=0)c(c2)ccec23)Ceéece

5552 |o(c4)OCCCON3 3.535 3.596 | 3.427 | 3.878 | 3.837 | 59.710
CC(C)e(cl)ccecICNC[C@@H](0O)[C@@H](NC(=0)c(c2)ce(ne23)C)Ce4d

556 |cccc(c4)0CCCCO3 4.377 4346 | 3.873 | 3.738 | 4.130 | 24.479
CC(C)c(cl)ccecICNC[C@@H](0)[C@@H](NC(=0)c(c2)cc(nc23)C)Cc4d

557 locee(c4)OCCCON3 4.569 4213 | 4263 | 4.966 | 4.760 | 16.213
CC(C)c(cl)ccccICNC[C@@H](0)[C@@H](NC(=0)c(c2)ce(cc23)COC)

5582 |Codcece(c4)OCCCON3 4222 4367 | 3.978 | 4.269 | 4.126 | 26.042
CC(C)c(cl)ceccICNC[C@@H](O)[C@@H](INC(=0)c(c2)cc(cc23)N4CO

5502 |CC4)Cescece(c5)OCCCON3 4.721 4266 | 4.806 | 4.881 | 4.158 | 33.235
CC(C)c(cl)ecec ICNC[C@@H](O)[C@@H](NC(=0)c(c2)ce(cec23)N(C)S

560 |(=0)(=0)CCC)Cedecce(c)OCCCON3 6.000 5.650 | 6.096 | 5.013 | 5.753 | 32.385
CC(C)(C)e(cl)ccecl [C@@H](COCINC[C@@H](O)[C@@H](NC(=0)c(

561%°  |c2)cc(cc23)COC)Cedcececce(c4)OCCCCN3 3175 3.589 | 4.266 | 4050 | 4.203 | 44.460
CC(C)c(cl)cceel [C@@H](CINC[C@@H](O)[C@@H](NC(=0)c(c2)cc(n

5622 |623)C)Codecee(c4)OCCCCO3 4.081 4230 | 4.215 | 3.867 | 4.305 | 73.605
CC(C)(C)c(cl)ccec] [C@@H](CF)NC[C@@H](0O)[C@@H](NC(=O)c(c2

563 |)oc(ce23)COC)Cedooce(c4)OCCCON3 3.752 3971 | 3.863 | 4.295 | 3.683 | 73.202
CC(C)c(cl)ececl C2(CC2NC[C@@H](O)[C@@H](NC(=0)c(c3)cc(nc34

564 [)C)CeSceee(c5)OCCCCO4 4.770 4271 | 4.176 | 4.322 | 5.767 | 76.426
CC(C)c(cl)ccec1 C2(CC2INC[C@@H](O)[C@@H](NC(=0)c(c3)cc(nc34

5652 )COC)Ces000e(c5)0OCCCCO4 5.046 4.720 | 4.450 | 4.680 | 4.028 | 65.743
CC(C)c(cl)ccec1 C2(CC2NC[C@@H](O)[C@@H](NC(=0)c(c3)cc(ce34

566 NSC(=0)CCCS)Cobecee(c6)OCCCCO4 6.000 5819 | 5424 | 5431 | 6.081 | 63.658
CC(C)c(cl)ececl C2(CC2NC[C@@H](O)[C@@H](NC(=0)c(c3)cc(cc34

567 [N(C)S(=0)(=0)CCC)CeSceee(c5)OCCCCN4 5.699 5.888 | 5.364 | 5597 | 6.021 | 69.212
CC(C)c(cl)eceel C(C)(CNC[C@@H](0)[C@@H](NC(=0)c(c2)cc(cc23)

5682 |COC)Cedeccc(c4)OCCCCN3 4.301 3.838 | 4.712 | 4394 | 5.131 | 74.838
CC(C)(C)e(cl)eecec1 C2(CCC2)NC[C@@H](0)[C@@H](NC(=0)c(c3)ce(

5697 |cc34)COC)Ce5ecee(c5)OCCCCN4 4174 | 3.603 ] 4306 | 5083 | 4514 | 65231
CC(C)(C)e(cl)ecec1 C2(CCCC2NC[C@@H](0)[C@@H](NC(=0)c(c3)c

570%  |c(cc34)COC)Ce5ccec(c5)OCCCCN4 4.301 4374 | 4204 | 5032 ) 5.182 | 74.486
COclcce(celBr)C[C@@H](C2)[C@H](0)[C@H](CS2(=0)=0)NCc3cc( 2553 2011 | 2731 | 2500 | 2.634 | 74.626

5713°  |C(C)C)cee3 ) ) ) ) ) )

. clcceec C[C@@H](C2)[C@H](0)[C@H](CS2(=0)=0)NCc3cc(C(C)C)c 2959 2002 | 2990 | 2458 | 3.610 | 68379

572 cc3 ) ) ) ) ) )
clc(Br)ccecl C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)NCc3cc(C(C) 3119 3471 | 2635 | 2450 | 3613 | 69.838

5733 |C)cec3 ) ) ) ) ) )
CCCOc(cl)ccecl C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)NCc3cc( 2638 3700 | 3555 | 2702 | 2.974 | 71283

574%° |C(C)C)cee3 . . . . . .
CCCOCc(cl)ccecl C[C@@H](C2)[C@H](0)[C@H](CS2(=0)=0)NCc3c 2959 2725 | 2721 | 2607 | 2.720 | 63841

5753 |e(C(C)C)cce3 ) ) ) ) ) )
Oclcee(ccl)C[C@@H](C2)[C@H](0)[C@H](CS2(=0)=0)NCc3cc(C(C) 2745 2349 | 2420 | 2453 | 2.635 | 64.003

5763

C)ccce3

c1ece(C)eel Ce2ee(ece20)C[C@@H](C3)[C@H](O)C@H](CS3(=0)=0)

290Q
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NCc4cc(C(C)C)eccd

Oclcce(cc1 CO)C[C@@H](C2)[C@H](0)[C@H](CS2(=0)=0)NCc3ce(C

2.921 2.695 2.591 2.382 | 2.677 | 70.060
5783 |(C)C)ccce3
OCCclce(cec10)C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)NCc3cc(
579%  |C(C)C)cee3 3.004 3.043 2.886 2.564 | 3.717 | 68.843
CCCCclcc(ceelO)C[C@@H](C2)[C@H](0O)[C@H](CS2(=0)=0)NCc3c
580%  |c(C(Q)C)cec3 3.824 3.554 2.803 3.566 | 4.727 | 68.477
CCCclec(ceclO)C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)NCc3cc(
58130 |C(C)C)ecc3 3.721 1.488 2.692 2.584 | 4.714 | 80.737
Oclcee(cc1 CO)C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)NCc3cc(C 3432 3852 4171 2564 | 3.679 | 59149
5823 |(C)C)cce3 . : : : : :
Oclcee(cc1Br)C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)NCc3cc(C( 3523 3723 3339 2457 | 3.623 | 53.631
5833 |C)C)cec3 : : : : : :
CNC(=0)Oclcee(cc1 Br)C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)N
584%  |Ce3ce(C(C)C)ece3 4222 4.748 3.684 3.583 | 4.719 | 55.277
g% g)clccc(cc1Br)C[C@@H](C2)[C@H](O)[C@H](CSZ(=O)=O)NCc3ccccc 1180 1893 | 0847 | 2038 | 1462 | 56.944
585 . . . . . .
Oclcce(cc]1Br)C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)NCc3cc(cc
586%  [n3)C(C)C 2.367 2.497 2.233 2.542 2.634 | 52.166
Oclcee(cc1Br)C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)NCc3cc(C(
5873  |C)(C)C)ecc3 4.260 4.292 3.662 3.346 4.614 | 54.637
Oclcec(cc1Br)C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)NCc3cc(cc
588%  [e3)0C(C)C 2.854 2.335 2.432 2.423 | 2.416 | 52.082
Oclcce(cc]1Br)C[C@@H](C2)[C@H](O)[C@H](CS2(=0)=0)NCc3cc(Cl) 2377 2433 2192 2089 | 3513 | 58976
5893 lce(Che3 : : : : : :
CCCNIC(=0)OC[C@H]1Cc2cc(ccc20)C[C@@H](C3)[C@H](O)[C@H]
590%  |(CS3(=0)=0)NCcdec(C(C)C)cecd 3.824 3.322 3.069 3.300 | 3.641 | 52.115
59130 |ele(F)ec(F)ecl CIC@H](INC(=0)CO)[C@H](0O)CNCc2cc(C(C)C)ece2 2.495 2.691 1.559 2.491 2.922 | 53.654
clc(F)ee(F)ecl C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3ccee(c3)
59231 |C(C)(C)C 4.328 3.798 3.919 3.746 5.239 | 51.541
clc(F)ce(F)ec 1 C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3cc(I)ee(
5933 [c3)C(C)(C)C 3.652 4.105 3.482 3.719 | 3.782 | 57.605
clc(F)ce(F)ec 1 C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3ccec(c3)
5943 |CC(C)O)C 2.678 2.434 2.320 3.801 2.902 | 48.960
clc(F)ee(F)ec C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3ce(F)ec(
5953 |c3)C(C)(C)C 4.337 3.925 4.196 4.162 | 5.298 | 59.745
clc(F)ee(F)ec1C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3ce(Br)ce
596" |(c3)C(C)O)C 3.759 4.439 4.236 3.728 | 4.720 | 60.988
clc(F)ce(F)ec 1 C[C@H](INC(=0)C)[C@H](O)CNC2(CCCCC2)c3cc(C)ee(
clc(F)ce(F)ec I C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3cc(OC)c
5983 |c(c3)C(C)(C)C 4.114 3.931 4.384 4.170 | 4.577 | 63.495
clc(F)ee(F)ecl C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3ce(O)ec(
59931 [e3)C(C)(Q)C 3.770 3.626 3.802 4.481 3.238 | 64.870
clc(F)ee(F)ec C[C@H](INC(=0)C)[C@H](O)CNC2(CCCCC2)c3ce(N)ee(
600% |e3)C(C)C)C 3.498 3.771 3.664 3.899 | 3.009 | 67.713
clc(F)ce(F)ec 1 C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3cc(NS(=
6013 |0)(=0)C)ce(e3)C(C)C)C 4.032 4.238 4.325 3.846 | 4.404 | 64.274
clc(F)ce(F)ec 1 C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3cc(C(=
6023 |0)C)ec(e3)C(CHC)C 3.796 3.910 4.340 3.655 3.188 | 63.727
clc(F)ee(F)ecl C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3cec(Br)e
60331 |(c3)C(C)(C)C 2.161 2.840 2.155 3.756 | 2.034 | 59.209
clc(F)ee(F)ec 1 C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3sce(c3)
604* |cc(c)c)C 3.883 2.646 3.155 2.934 | 4.969 | 61.390
c1c(F)ce(F)ec 1 C[C@H](INC(=0)C)[C@H](O)CNC2(CCCCC2)c3cce(s3)
605° |C(C)C 2.397 2.902 4.374 2.627 2.148 | 65.148
06" él(CC()FéCC(F)CCIC[C@H](NC(ZO)C)[C@H](O)CNCZ(CCCCCZ)C3CSC(C3) 3.495 2614 3.468 3418 3504 | 67.276
o7 él((é:(f():CC(F)CCI C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3sce(c3) 3453 4077 3137 3079 | 3.689 | 64.177
clc(F)ee(F)ec C[C@H](NC(=0)C)[C@H](O)CNC2(CCCCC2)c3sce(c3)
608% |C(C)(C)C 3.983 3.198 4.259 3.293 3.014 | 53.927
N CCI#CC(F)CC(F)CCIC[C@H](NC(:O)C)[C@H](O)CNC2(CCCCC2)C3SCC(C3) 2365 2046 1922 2703 | 2938 | 67.090
609 . : : : : :
S10° élé(F)CC(F)CClC[C@H](NC(ZO)C)[C@H](O)CNCZ(CCCCCZ)C3SCC(C3) 2759 3617 2878 2886 | 3.581 | 65.289
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¢ Le(F)ce(F)eel C[C@H](NC(=0)C)[C@H](0)CNC2(CCCCC2)c3onc(c3)

6115 OO 2351 | 3.084 | 3211 | 3476 | 2475 | 60.09
. ccl&((}?:))i(c:()lzj)cclC[C@H](NC(:O)C)[C@H](O)CNC2(CCCCC2)C3onc(03) ve7 | 3367 | 3051 | 3850 | 4120 | 63379
6137 Ccl[cs(il]:()ggg))ccclC[C@H](NC(:O)C)[C@H](O)CNCZ(CCCCC2)°3H““(°3) 3812 | 3870 | 3269 | 3.545 | 4872 | 59.873
e141 &cs(?[gggfh?éf?gg}fggggggﬁ%gj)((C) JENCHCCCEENSIMN) | 3407 | 3280 | 3091 | 4180 | 4122 | 63.633
o ccl(%()F()é)céF)cclC[C@H](NC(:O)C)[C@H](O)CNC2(CCCCC2)c3occ(n3) ogol | 12 | 115 | 1215 | 1368 | 70501
e ccl(cc(;ﬁ()é)céF)cclc[C@H](NC(:O)C)[C@H](0)CNC2(CCCCC2)¢3cnn(o3) 2735 | 2807 | 3658 | 3005 | 3997 | 54567
617 CCICC((?)EE()FC)CCIC[C@H](NC(:O)C)[C@H](O)CNCZ(CCCCC2)°3°““(°3) 3.678 | 3442 | 3678 | 3151 | 3.097 | 66.256
o cCl(cC()F()é)céF)cclc[C@H](NC(:O)C)[C@H](O)Cch(cccccz)c3ncc(03) oot | 2391 | 3023 | 2636 | 3463 | 64829
o ;:(lé)(g)cc(F)cclC[C@H](NC(:O)C)[C@H](O)CNCZ(CCZ)CSscc(c3)CC(C 2328 | 3420 | 3215 | 2805 | 4001 | 66292
o Eé ;(CF)cc(F)cclC[C@H](NC(:O)C)[C@H](O)CNCZ(CC2)03cccc(c3)C(C) vioa | 3655 | 3795 | 3713 | 2082 | 66.188
621 CCI)E(CF))(SC(F)CC1C[C@H](NC(:O)C)[C@H](O)CNCZ(CC2)°3 ceec(I)CCC| 3467 | 3.037 | 3176 | 3.824 | 3.946 | 65910
- 1 <):(CF)cc(F)ccl CIC@HI(NC(=0)OIC@HIO)CNC2ACC23necele)CO)| 5 104 | 3051 | 3401 | 3676 | 3981 | 61650
o ccl) E(CF))C?C(F)CCIC[C@H](NC(=O)C)[C@H](O)CNCZ(CCZ)CScncc(c3)CC( 108 | 2078 | 3290 | 4262 | 3454 | 62524
o4 ]C)lccc((Fcéc)cc(?(ccc)l(ggg@H](NC(:O)C)[C@H](O)Cch(CC2)°3 clO- 1 3143 | 3055 | 3637 | 3785 | 3.026 | 64332
e él(cc(f()é)c((:F)cclC[C@H](NC(:O)C)[C@H](O)CNC2(CCCCC2)c3ncnc(c3) o1a | 2675 | 3687 | 3709 | 2.890 | 63036
626t §(1C°)(?°°(F)°°1C[C@H](NC(:O)C)[C@H](O)CNCZ(CC2)°3°°°(S3)CC(C 2790 | 3690 | 3.108 | 2134 | 3.790 | 64.939
o [ 1) <(F)ec(P)ecI CIC@HINC(-OIOICOHIOINCACCSnes(oHCCN| 5310 | 2358 | 2317 | 2073 | 2861 | 60571
e ccl) c(F)ec(Peel CIC@HINC(-OIOC@HIOICNC2CCRES0eewICCN | 1365 | 2014 | 1859 | 1724 | 233 | s5.664
6200 §(1C°§£)CC(F)°°1C[C@H](NC(:O)C)[C@H](O)CNCZ(CC2)°3 scemICCC) 2009 | 1983 | 2144 | 2527 | 2.602 | 41.690
63011 §(1C°)(?CC(F)°°1C[C@H](NC(:O)C)[C@H](O)CNCZ(CC2)°3 esemICCC| 5516 | 2.056 | 2.957 | 2.593 | 2.885 | 40.830
. ;:(lé)(g)cc(F)cclC[C@H](NC(=O)C)[C@H](O)CNCZ(CCZ)c3cnn(c3)CC(C a6t | 3595 | 2598 | 3183 | 3215 | 42,600
o ;:(lé)(g)cc(F)cclC[C@H](NC(:O)C)[C@H](O)CNC2(CC2)c3ccn(n3)CC(C 2000 | 3911 | 2078 | 3735 | 2.896 | 46410
o ;(lé)(g)cc(F)cclC[C@H](NC(:O)C)[C@H](O)CNC2(CC2)c3nnn(c3)CC(C v3r | 3134 | 3596 | 2810 | 3523 | 51607
634 gﬁg?é;%f;g(:&);gg“(“)C)C(:O)N[C@@H](CCZCC(F)CC(F)CZ)[C@ 4699 | 4878 | 3.942 | 4868 | 4.873 | 53.547
6352 ﬁig;ég%%ggg;écc(cc(c1)C)C(=O)N[C@@H](CCZCC(F)“(F)CZ)[C@ 4699 | 4098 | 4588 | 4773 | 5.697 | 60398
6362 )Cc%c[ggg%c)é?égz‘é?g&lg COOCEONC@@H)(Cedee(FleceF | 5398 | 5415 | 4704 | 4789 | 5087 | 55.139
372 cc(g)cg)([ccc@cl){?((g%;lézgcccc(géc)é CONOCCONC@@HNCe2ee®le | 5553 | 5140 | 5196 | 4808 | 5.029 | 58.077
635 S;(:Fc)fz(;ggﬁf&?&%ﬁgﬁggﬁgm/ OC)CEONIC@@HI(Ce2ee®) | 6000 | 5138 | 5757 | 4529 | 5.366 | 73.769
630 S;g)ggg:g%gg;{c]((%;cccl&c&g;gggsg@ccmceow[C@@H](Ccz 5000 | 5.105 | 4850 | 4737 | 4.196 | 64.267
40 gccc(((F:))C(:’:(()QI)\S)C[(C%%Eg%gégfgggﬂigC)CCC)C(:O)N [CO@HICe| 4560 | 4326 | 4.630 | 4525 | 3.846 | 68.978
6412 CCIC%CCCCC(CFI)SC?;E?[(C%%C]((i)zféﬁcccf‘lcc(;ggc(cciC)CCC)C(:O)N[C@@H]( 4174 | 4087 | 4395 | 4713 | 3285 | 55012
4on g)(;Sggg%g;ﬁg)lccﬁfézgcclggg%%{](O)C)C(:O)N[C@@H](Cczcc( 5699 | 5864 | 5528 | 4576 | 5.079 | 53.802
432 gﬁ&ggﬁ%&iﬁg;&(&(gg c)(((:)%[)(é @UNQOICCONICOR@HNCe2cel |4 796 | 4758 | 4686 | 4821 | 5228 | 72.616
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CCCN(CCC)C(=0)clce(ce(c])CCCO)C(=0IN[C@@H](Ce2ce(F)ec(F)e2

644® _|[C@H](0)CNCe3ee(OC)cee3 5000 | 5445 | 4760 | 4751 | 5.460 | 70307
P }%Ccngg%g;ﬁg;gggﬁ?:g%gg%fl](N)C)C(ZO)N[C@@H](CdCC( 3910 | 4296 | 4454 | 4578 | 4661 | 68.702
467 SzigggCccfg))cggrgg}lf]fg;c(;}éfgfc@(gé()ggc(:O)C)C(:O)N[C@@H](C 4699 | 5.168 | 5.182 | 4731 | 4413 | 63211
P~ z;;féggﬁ%?ﬁéﬁg%é@cﬁfc(°°°2)C(:O)N[C@@H](C°3°°(F)°°(F) 4051 | 3.638 | 3.560 | 4.193 | 3.836 | 56.278
645 glz‘(:;;ss(ggg?gg@fEﬁ?&gﬁéﬁ‘gggﬁfggﬁ(:O)C)C(:O)N[C@@H](CC 4699 | 4487 | 4536 | 4401 | 4365 | 76437
6197 |t T OreRetenioCsac (VOCCONCCEH 4538 | 4872 | 4606 | 4198 | 5493 | 76461
6502 ]C(lccsgzz(IF[)CC?(P@)gf%g%?g;éﬁ&fé&%ccﬁ (ONOOCCONIC@@H | 4495 | 3980 | 4083 | 4386 | 4369 | 70.161
65122 g);IC]C(CCCJ};%%?(g%ﬁ%%%ig‘é‘ggﬁg%g;ﬂoCC:C)C(ZO)N[C@ 4066 | 4259 | 3783 | 4310 | 4389 | 60.846
6522 ?}1; g;ﬁ%ﬁﬁ%@ﬁéﬁg&éﬁﬁf c(eec)CCEONIC@@HN(Ce3ee(Flee |5 980 | 4459 | 4193 | 4230 | 3.408 | 60.682
653 ;izzgzzfﬁ;C[g)[@clgg{c])g%;%fﬁggg’éﬁff(:O)C)C(:O)N[C@@H](CC 4292 | 4109 | 4092 | 4447 | 4.140 | 55.170
654 %iﬁ@ggig&%&;gﬁgggfzfﬁgﬁg&@)c@cﬂ(O)C)C(:O)N[C@ 4432 | 4368 | 4339 | 4245 | 4.533 | 65.224
65582 %;IC]((FC)Eggi{g%%gﬁggg%;é‘ﬁéﬁgfgggg:w OCICCONIC@ | 4620 | 4950 | 4843 | 4433 | 4395 | 60.704
o LN QL5 TOCCO0CON | e | sy | o | 437 | s5s|oar
657 ﬁ]l(%c)gg(cscz(;?();c?c)zjc(“°2)C(:O)N[C@@H](C°3 ce®)ecEeNC@ | 4131 | 3800 | 3.148 | 3468 | 4939 | 69.172
6587 (CFl)Sf)fCI\I éﬁf@?g&ﬁii%gﬂff(:O)C)C(:O)N[C@@H](C°3 ce®ee | 4046 | 3720 | 3883 | 4539 | 4669 | 71171
6597 S(lF():ifgé§;€gg§f?5€ﬁggﬁ{ggg@lﬂ(O)C)C(:O)N[C@@HJ(CC3° 4367 | 4376 | 3.688 | 4.579 | 4.683 | 69.704
6602 ;L%g?{gé;%g%&fgﬁz%& COMNOCCONCQ@HICSAF] 4 490 | 4024 | 4704 | 4273 | 4121 | 64206
6612 g)lcs(chgg[Sé(@:(})I}(:(())))&z\fégcc(:(zgg)%gzlv/ OOCCONIC@R@HICe3eel| g4 | 4544 | 4388 | 4223 | 4.59 | 68.409
6607 S&ES&;&E@%&?(lgf)céf\féﬂcscz((gg));?icCCCZ)C(:O)N[C@@H](C°3 4602 | 4498 | 4447 | 4227 | 5671 | 62.955
6632 S;S&?ﬁ;ﬁggé%g()gc)(ccf\g(“si((z%); OICCCENCEONICO@INC | 5955 | 3888 | 3.084 | 4152 | 3708 | 67251
664 ggggg?ﬁ;ﬁgf[)éc@cg]l()(‘)’;(ccﬁllcl\iE‘Scig(:)%);g)z‘cccCZ)C(zo)N[C@@H]( 3369 | 3.800 | 3.690 | 4236 | 3.171 | 64.813
6662 fg&%&?&gﬁg;cc@cc1)C(:O)N[C@@H](Cczcc(F)Cc(F)Cz)[C@H](O 4125 | 3476 | 3.055 | 4220 | 4715 | 82532
6672 S)S[‘(C:@?I){(ig))ggc)zgzz%g?ig COOICEONIC@@H](Cedee®)ecFle | 5907 | 3268 | 4117 | 4180 | 3.601 | 76.575
668 SCS((Fz)g)([:C%%i))C)lccﬁ(ézgcclc)(%[gg%m(O)C)C(=O)N[C@@H](CCZCC(F) 4367 | 3.585 | 4.185 | 4206 | 4.526 | 60.982
669% gg;[cégf\lc]fg;lc)lffé‘é‘;lc?((gggg)(:O)C)C(:O)N [C@@H)(Ce2ec®lec(| 4 119 | 4364 | 4515 | 3916 | 4.728 | 63.729
6707 (CF?C\IZ\I)TCC(@CI){\]C((C)()%I)jé(cgcclclj(()%))sc(c:g)(:O)C)C(:O)N[C@@H](Cczcc(F)“ 4222 | 4794 | 4215 | 3866 | 4.639 | 66.271
P g)(iCC((F);?;)%8;%282;?&215((8%5;?3)(:O)C)C(:O)N[C@@H](CCZCC( 4229 | 3731 | 3.505 | 3.869 | 4.532 | 63.712
- &jgigg;%gﬁi%;&gggi(occ)?c(:g)(zo)c)c(:O)N[C@@H](CCZCC 3821 | 3415 | 4239 | 3.794 | 4244 | 42.599
673 Sigg&%g;%éﬁ?fg;lc)lffc(ccglc?((gggg)(:o)C)C(:O)N[C@@H](CCZ 3762 | 3818 | 4249 | 3878 | 3322 | 61.321
6743 z;22?;;Clcc(gg):[cc%)]\ﬁfg)?ﬁféEZ?:((OC():%;?(:0)C)C(:O)N[C@@H](C 5046 | 5803 | 4655 | 4.036 | 5376 | 59.844
6758 %;ﬁigﬁ&i@fg@;ﬁicc(ccCZ)C(:O)N[C@@H](C°3C°(F)°°(F)°3)[C 4959 | 4650 | 4651 | 4962 | 5.280 | 55366
6t ;;:(CFC)CC?)?(?S@(;(])()C():)gl)\lcc)ﬁzzggﬁff(:O)C)C(:O)N[C@@H](C°3°°(F 4770 | 4832 | 4906 | 5088 | 4385 | 63.341
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clcecccIN(S(=0)(=0)C)c2cc(ce(c2)C/C(C)=N/O)C(=O)N[C@@H](Cc3c

5.046

5.793

5.404

4.821

6.067

43.705

67732 |c(F)cc(F)e3)[C@H](O)CNCc4cec(OC)cccd
clccecc IN(S(=0)(=0)C)c2ec(cc(c2)C/C(C)=N/OC)C(=O)N[C@@H](Cc3

6782 |cc(F)oo(F)e3)[C@H](O)CNCedec(OC)cecd 5.000 4569 | 4.424 | 4.781 | 6.096 | 56.498
ICCCO\N=C(C)\Cc(cl)cc(cc IN(S(=0)(=0)C)c2cccec2)C(=0O)N[C@@H](

6797 |Cedec(F)eo(F)e3)[C@H](0)CNCedec(OC)cecd 5.222 4858 | 5.030 | 4.785 | 4.931 | 41.320
C=CCO\N=C(C)\Cc(c1)cc(ccIN(S(=0)(=0)C)c2cccec2)C(=0)N[C@@H]

6802 |(Ce3co(F)ce(F)e3)[C@H](0)CNCeoo(OC)coch 4.569 5.110 | 4310 | 4.709 | 5.624 | 56.121
CC(C)COW=C(C)\Cc(c1)cc(ccIN(S(=0)(=0)C)c2cccec2)C(=ON[C@@

6817 [H])(Ce3eo(F)ee(F)e3)[C@H](0)CNCedoe(OC)cccs 3.616 | 4.523 | 4188 | 3793 | 3406 | 43.909
clccecc1COWN=C(C)\Cc(c2)cc(ce2N(S(=0)(=0)C)c3cccec3)C(=O)N[C@

68232 |@H](Cc4cc(F)ee(F)ed)[C@H](O)CNCe5ce(OC)cces5 4.921 3342 | 4927 | 4951 | 5191 | 70.407
clcceec10c(c2)cc(cc2C(=0)N(CCC)CCC)C(=O)N[C@@H](Cc3ce(F)ce(

6832 [F)e3)[C@H](O)CNCedoo(OC)cecd 5.000 5.015 | 4.727 | 4.735 | 5.605 | 66.736
clcc(OC)cec10c(c2)ec(cc2C(=0)N(CCC)CCC)C(=0)N[C@@H](Cc3ec(

6847 [F)cc(F)e3)[C@H](0)CNCedee(OC)ccc 5.000 5.008 | 4.774 | 4.633 | 5.408 | 64.021
clceee(OC)e10c(c2)ec(cc2C(=0)N(CCC)CCC)C(=O)N[C@@H](Cc3cc(

6852 [F)oo(F)e3)[C@H](O)CNCedee(OC)cccd 4.268 4.625 | 4391 | 4.761 | 3.996 | 65.986
clcc(F)ecc10c(c2)ce(cc2C(=0)N(CCC)CCC)C(=0)N[C@@H](Cc3cc(F)

6862 |cc(F)e3)[C@H)(0)CNCedee(OC)ccch 4.658 4527 | 4.992 | 4.701 | 4.414 | 58.279
clcceee1Sc(c2)ec(cc2C(=0)N(CCC)CCC)C(=O)N[C@@H](Cc3cc(F)cc(F

6872 e3)[C@H](0)CNCeec(OC)cecd 4.886 4.651 | 4.501 4.846 | 4.383 | 60.995
clcc(OC)ceclSe(e2)ec(cc2C(=0)N(CCC)CCC)C(=O)N[C@@H](Cc3ce(F

6887 |)cc(F)c3)[C@H](O)CNCedeo(OC)cecd 4.569 4569 | 4.763 | 4.556 | 5.596 | 36.679
clcceec1S(=0)(=0)c(c2)ce(cc2C(=0)N(CCC)CCC)C(=0)N[C@@H](Cc

6892 [3ce(F)cc(F)e3)[C@H](0)CNCedee(OC)cced 4959 | 5.383 1 5166 | 4898 | 5.140 | 60.603
c1cc(OC)cec1S(=0)(=0)c(c2)cc(cc2C(=0)N(CCC)CCC)C(=O)N[C@@H

69032 [](Cc3cc(F)ce(F)e3)[C@H](O)CNCe4cec(OC)cccd 4921 4.842 | 4513 4.908 | 5.130 | 49.163
clcceccl-c2n(CC(=0)N/C(N)=N/[H])c(cc2)-

6913 |e3cee(ee3)NC(=0)cde(Clee(Cliccd 2.921 2993 | 3.728 | 3.143 | 3.833 | 66.006
clcceccl-c2n(CC(=0)N/C(N)=N/[H])c(cc2)-

692 |c3cce(ce3)NC(=0)cdec(C)occd 3.222 3.332 | 3246 | 2.998 | 3.601 | 73.603
clcececl-c2n(CC(=0)N/C(N)=N/[H])c(cc2)-

693 |e3cce(ce3)NC(=0)edec(OC)cecd 2.745 3.015 | 2.792 | 3.072 | 3.247 | 64.261
clcceecl-c2n(CC(=0)N/C(N)=N/[H])c(cc2)-

694%  |c3cee(ce3)NC(=0)cdccc(Bryccd 2.854 | 2772 | 2.861 | 3.139 | 3.057 | 73.852

6953 |clececcl-c2n(CC(=0)N/C(N)=N/[H])c(cc2)-c3cce(ce3)OCC 2.796 3.045 | 3.097 | 2.879 | 2.937 | 52.620

6963 |clcceec]-c2n(CC(=0)N/C(N)=N/[H])c(cc2)-c3cce(ce3)0OCC=C 2.770 2390 | 2211 | 2.799 | 2.179 | 60.552

697%  |clececel-c2n(CC(=0)N/C(N)=N/[H])c(cc2)-c3cee(cc3)OCCCCHN 3.046 3.221 | 3.130 | 2.864 | 3.299 | 30.027

698%  |clececel-c2n(CC(=0)N/C(N)=N/[H])c(cc2)-c3cee(cc3)OCCCC 2.745 3.214 | 3.094 | 2.840 | 2.241 | 68.015

6993 |clceceel-c2n(CC(=0)N/C(N)=N/[H])c(cc2)-c3cce(ce3)OCc4ccc(CHN)eed | 2.721 2.201 2.675 2.833 [ 2.793 | 42.904
C1CCC(=0)N1c2ce(NCC)ee(c2)C(=0)N[C@@H](Cc3cccee3)[C@H](0)

700%  |CNCACCCCCA 3.745 3.179 | 3.599 | 3.777 | 4.334 | 47.518
C1CCC(=0)N1c2ce(NCC)ee(c2)C(=0)N[C@@H](Cc3cccee3)[C@H](0)

701%  |[CNCACCCCCCA 2.951 4.078 | 3.012 | 3.854 | 3.025 | 68.069
C1CCC(=0)N1c2ce(NCC)ee(c2)C(=O)N[C@@H](Cc3cccee3)[C@H](0)

702 |CNCACCCCA 2.611 2727 | 3.502 | 3.803 | 2.940 | 64.042
C1CCC(=0)N1c2ce(NCC)ee(c2)C(=O)N[C@@H](Cc3cccec3)[C@H](O)

703 loNCACCSCCa 3.187 3.786 | 3.081 3.746 | 3.338 | 62.396
C1CCC(=0)N1c2ce(NCC)ee(c2)C(=0)N[C@@H](Cc3cccee3)[C@H](0)

704%  |ON[C@@H](C)C(=C)CCACCCCCA 2.230 2742 | 2.619 | 3.036 | 2.657 | 66.649
C1CCC(=0)N1c2ce(NCC)ee(c2)C(=0)N[C@@H](Cc3cccee3)[C@H](0)

705%  [ON[C@H](C)CCCC(C)C 4.481 3950 | 4.479 | 3.792 | 4.638 | 65.455
C1CCC(=0)N1c2ce(NCC)ee(c2)C(=O)N[C@@H](Cc3cccee3)[C@H](0)

7064 [CNC(C)(C)CCCC(C)C 4.481 4304 | 4.668 | 3.805 | 4.313 | 74.593
C1CCC(=0)N1c2ce(NCC)ec(c2)C(=O)N[C@@H](Cc3cccec3)[C@H](O)

707 lcNcecec(o)e 3.516 3.209 | 2.590 | 3.780 | 3.214 | 67.426
C1CCC(=0)N1c2ce(NCC)ee(c2)C(=0)N[C@@H](Cc3cccee3)[C@H](0)

708%  [ONC(C)(C)CCCCC 3.260 3478 | 3.774 | 3.780 | 4.208 | 70.034
C1CCC(=0)N1c2ce(NCC)ee(c2)C(=0)N[C@@H](Cc3cccee3)[C@H](0)

709%  |CNC(C)(C)COCC(C)C 3.102 3.963 | 4.066 | 3.606 | 2.821 | 68.160
C1CCC(=0)N1c2ce(NCC)ee(c2)C(=O)N[C@@H](Cc3cccee3)[C@H](0)

710%  |ONCedecoo(c4)OC 4.367 4363 | 4.016 | 4.390 | 3.892 | 52.790
C1CCC(=0O)N1c2ce(NCC)ee(c2)C(=O)N[C@@H](Cc3cccec3)[C@H](O) 3119 3379 | 3372 3255 | 3881 | 71.994

7113

CNCc4cceecd

C1CCC(=0)N1c2cc(NCC)ee(c2)C(=0)N[C@@H](Cc3ecece3)[C@H](O)

A 7770

2 LAN

A21Q

A 551

4192

a2 N4
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CNC(C)(C)edecec(cd)C(F)(F)F

C1CCC(=0)N1c2cc(NCC)ee(c2)C(=0)N[C@@H](Cc3eceee3)[C@H](O)

7139 |ONCodoooordOC 2870 | 3839 | 3740 | 3369 | 2.535 | 67.089
7143 gll\l%ccfc(:f()gil)‘ggmCC)CC(Cz)C(:O)N[C@@H](C°3C°°°C3)[C@H](O) 2680 | 2917 | 3424 | 3258 | 2.881 | 71.033
C1CCC(=0)N162¢e(NCC)ee(e2)C(=ONIC@@H](Ce3ecceed)C@HIO) | 5170 | 3663 | 3450 | 3653 | 3173 | 71.587
715%* |CNc4cececcd
1164 g;%%ii?ggfzcC(NCC)CC(CZ)C(:O)N[C@@H](C°3°°°°°3)[C@H](O) 3.222 | 3258 | 3.824 | 4.038 | 3.859 | 68.973
—_— g;c[gé%%)ﬁécczc"("c%ia‘;‘;(cz)C(=O)N[C@@H](C°3°C°c°3)[C@H](O) 3796 | 3.627 | 3409 | 4564 | 4747 | 68325
218 &?gé%%ﬁé‘g&i%gﬁ?cz)C(:O)N[C@@H](C°3°°°CC3)[C@H](O) 1460 | 1353 | 2.376 | 1564 | 1.397 | 70.460
195 &%ﬁ%é%?éﬁfgﬁfg)Sc)g(éz)c(:O)N[C@@H](C°3C°°°°3)[C@H](O) 4854 | 5376 | 5213 | 4856 | 5501 | 75.113
120% g;%%fé:gggggfgé?“(CZ)C(:O)N[C@@H](C°3°°°°°3)[C@H](O) 4699 | 4325 | 3.862 | 4587 | 5348 | 73.522
o Sll\l(éccgc(:c(zzlgll)zicc(NCC)cc(cZ)C(=O)N[C@@H](CcSccccc3)[C@H](O) w08l | 303 | 3627 | 4244 | 2081 | 80114
. g;%(éfc(:(%)g)lczﬁfj)(ggc)cc(cz)c(:o)N[C@@H](C°3C°°°C3)[C@H](O) 4000 | 4414 | 3.998 | 4671 | 4.687 | 72932
—_— gll\lccifc(czgml)céécmcc)CC(CZ)C(:O)N[C@@H](C°3C°°°°3)[C@H](O) 3481 | 3.672 | 4468 | 4.154 | 4419 | 73.951
4% gll\l%ccfgﬁlf)lccécC(NCC)CC(CZ)C(:O)N[C@@H](C°3°°°°°3)[C@H](O) 3.638 | 3.193 | 3.807 | 4248 | 3.177 | 69.779
- ﬁlc%@sl({z]%gzg)gs(g?ggg;)C°(°°2n(°3 JCOCCONC@@H(Cedeceeed| 5301 | 5565 | 4681 | 4253 | 6220 | 69.602
16 ;gésg%;%)é\g(g)gggg? Jee(ee2e(e3)COCCONC@@H(Cedecceed |y g7y | 4619 | 4685 | 4851 | 5.064 | 68.366
- gé%s(g(zgzgg)cli(‘lcc)ccc(cccz ¢1)eclcc2n(@COCCONICOHIAC@HION | 5308 | 5777 | 4415 | sas2 | 4443 | 81346
i glc%s'c((zgzg}%)é\ifc):éﬁw )ec(ce2e(HCOCCONIC@HI[C@HIOC | 5155 | 5562 | 4523 | 4750 | 5457 | 90.827
1% g%g(s@(;?()c(;gg)\fc(azgﬁzf)cc(chn(c3 JCOCCONIC@HIIC@HIOC | 5000 | 4245 | 4222 | 4222 | 5798 | 70541
7305 ;;g%;%;ggégiﬁgf )ec(ec2e(e3)COCCONC@HIIC@HIOIC |y 655 | 4464 | 4633 | 4820 | 4813 | 83.230
2315 ]ilccci%%c(zg)jjé?c(dcm )ec(ce2n(e3)COICCONC@HIIC@HIOIC |4 959 | 4049 | 4054 | 4413 | 5870 | 78811
730% glccci(cz;)c)ézglféf)c(cznn ec(ce2e(c3)COCCONC@HIIC@HIONC |y 137 | 3430 | 3140 | 5011 | 4957 | 69.383
13395 gé%s)(czc?‘l(;?gf(c)c(czcw )ec(cc2n(@)COCCONIC@HIIC@HIONC |y 635 | 4644 | 2438 | 4260 | 4882 | 70437
e S ECCS)(C:C(A)&(C:C(C)C)‘I‘\I(C)C(CZnI3)cc(cc20(c3)CC)C(:O)N[C@H]([C@H](O)C 315 | 3455 | 3791 | 4867 | 4726 | 71110
23538 glcai(gg)c(:?c)ggc(czcm )ec(ce2n(e3)COICCONIC@HIIC@HIONC | 5046 | 4531 | 4778 | 4222 | 5907 | 75456
736 %%ﬁ%gé%gifg@g?gfgf; (3)COCCONC@@H(Cedecceed| 5 699 | 5326 | 5025 | 5359 | 5119 | 72742
- g&?&g%\(,:C(g?ccc(sé“;)ac}f)(gf;(‘"’3 JCOCCONC@@H(CedeeceedCl 5 097 | 5533 | 4638 | 4141 | 5464 | 68.651
- C@lé)]?g(g\(;(géoccggg?)cc(chc(c3)CC)C(:O)N[C@@H](Cc4ccccc4)[C 4.066 3036 | 3976 | 3.620 | 4570 | 77.455
139 |CHOrcehmont - ec(ee2oNCOCCONICRIIICOIIONNC | 5 40 | 3278 | 3514 | 3779 | 3755 | 55.520
24075 fégi)(zgs)gg)ccs)c(cznl3)c°(°°2°(°3 JCOCCONIC@HIIC@HIOIENC T 5600 | 3302 | 3.668 | 3588 | 3.911 | 52380
24 glc%sc():&)gg)cfic)c(czcw )ee(cc2n()COCCONIC@HIC@HIONC |5 097 | 5031 | 4386 | 4248 | 5979 | 52.201
o IC%SF()=C(2‘(C=C(221C\I4(C)C(02n13)cc(chc(c3)CC)C(=O)N[C@H]([C@H](O)C 301 | 3938 | 4164 | 5080 | 4940 | 57920
2435 glc%sp():ccz(:ccc?;‘(C)c(czc13 )ec(ce2n(e3)COICCONIC@HIIC@HIOIC |y 398 | 3604 | 3.027 | 4469 | 4729 | 64153
C1CS(=0)(=0)N(C)e(e2¢13)ec(ce2n(3)COCEONIC@HIIC@HION |, o0 | 4115 | ases | 4530 | 4526 | 5868

74435

INCC(F)F)Cc4cccecd

C1CS(=0)(=0)N(C)e(c2e13)ec(ec2n(c3)CC)C(=ON[C@H]([C@H](0)C

A_AQS

4999

AN71

4224

AS71

A7
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NCC(F)(F)C(F)(F)F)Cc4cccecd

C1CS(=0)(=0)N(C)e(c2e13)ec(ec2n(c3)CC)C(=0)N[C@H]([C@H](0)C

7465 INCOEXFIF)Crdooescd 4102 | 4204 | 3973 | 4595 | 4918 | 50.205
a7 i(ljc@sg]%;%ggzgcl3)°°(°°2n(°3)CC)C(:O)N[C@@H](C°4°C°°°4 5301 | 5381 | 4428 | 5.007 | 5548 | 54.888
2480 NIy ICOCECCANEEONEOIOCCOCTD | 4790 | 4557 | 4831 | 4327 | 5529 | 4057
249% igfgfégﬁi%g%ﬁgﬁc(:mOC°3°°(°°(°3)N(S(:O)(:O)C)CCC)C( 5699 | 4893 | 4840 | 4578 | 5294 | 34132
o %ﬁ?‘;’écc(czl)ﬁfgg](C)(N)COC°3 cc(ceGINOSEOICOOCEONIC | 4310 | 4462 | 4635 | 4341 | 5446 | 43.237
25138 ;’;ﬁ;ﬁi%;gfgg%&fzg)cOC°3 CA(CCONC@H)(CC)edeceeedee(e| g1 | 4455 | 4965 | 4726 | 2.834 | 60.301
752 ;clf(ccgc)igf;gfg;ggg%@igmocaCC(C(:O)N[C@H](CC2)°4°C°°C4 6.000 | 5904 | 5285 | 5458 | 5.826 | 56.447
253% cclécg]c(cc(cclz)%ig%(cxmcOC°3°°(°C(°3)N(C)S(:O)(:O)CC)C(:O)N[ 4252 | 4806 | 4537 | 4453 | 4.562 | 61.063
. S[?g@(’ﬁ(]c(ggz[)cﬁ%cﬁm)cmﬁ e @NOSCOEOCOIOCEON 3908 | 3483 | 3187 | 4.649 | 4459 | 47.888
755% ;\Il[écécfl(]igccz[)cc%%g)c(ﬂ)COCC3CC(C°(°3)N(S(:O)(:O)C)CCC)C(:O) 5000 | 5062 | 4973 | 4521 | 5799 | 57.144
7565 gii&iﬁ%ﬁg&%@](C)(N)COCC3°°(C(:O)N[C@@H](C)CC2)°°(°3)N( 3538 | 3706 | 2.858 | 3482 | 4707 | 54.646
5736 fiéc)‘zigié))(é[ccc@@](C)(N)COC°3°°(C(:O)N[C@H](CCZ)CC)C°(°3)N(S 4071 | 3059 | 3.963 | 3610 | 4.248 | 54.646
255% Ic\ll(zsc(i‘gggz)c)[cc)?g@c](C)(N)COC°3°°(C(=O)N[C@H](CCZ)C(C)C)°°(°3) 3757 | 3844 | 3890 | 3805 | 4755 | 54.646
250% gggf(c:%;)c(;[c%%@](C)(N)COCC3CC(C(:O)N[C@H](Ccz)c#c)°°(°3)N( 4276 | 4514 | 3434 | 3298 | 4594 | 54.646
60% ﬁéﬁ;gggg?g(C)(N)COCC3CC(C(:O)N[C@H](Ccz)C4CC4)°°(°3) 2959 | 3287 | 3217 | 3.977 | 2.661 | 54.646
615 ;Flféf:g;&{gg%%é%ﬂgggfg)OC°3°°(°°(°3)N(C)S(:O)(:O)CC(F)(F 4796 | 4887 | 5.048 | 4968 | 5.276 | 77.147
6% ;é%ig)cl\(f[lc)é[lic]c(”%@g]z()aggfgo)OC°3°°(°°(°3)N(C)S(zo)(zo)C(F)(F)F 4420 | 3862 | 4456 | 4635 | 5121 | 76.838
263% él(i‘gfﬁl([cé)@cl[{?(%é@z])ﬁ)c(gﬁf0)OCC3°C(C°(°3)N(C)S(:O)(:O)N(C)C) 5398 | 5478 | 4875 | 5137 | 5531 | 79.855
peg [aeed e NAC@EIOMCEOOCccBIHTCEONIC@HICED) 5560 | 3679 | 3309 | 3799 | 3.664 | 81137
2655 ziﬁzzgz()ccl()f(g%@[c@g%g)ccz(;?c)gfg°°(°°(°3)' 3008 | 3.017 | 3.147 | 3584 | 3.690 | 79.351
266 ;;2(2?;2IC)CS‘ES%#@I\]I(C)(N)C(ZO)OCQ Cc(CEONC@H](CC2)edeeceed |y 560 | 4866 | 4.711 | 4000 | 4.833 | 80.135
67 ;;fj:ggfg;_?;&ig’g%;ﬁxl\])c(:O)OC°3CC(C(:O)N[C@H](CC2)°4°°°( 3886 | 3.696 | 3763 | 4.148 |3.776 | 67.303
268% ;;fccgc)z(cccg_lc)scc[igs@c];g)m)c(:O)OC°3CC(C(:O)N[C@H](CC2)°4°°°( 4337 | 4697 | 3526 | 3975 | 4720 | 78518
260% ;clff)cc?((cgl)?g 1C@@QMNCEOOCACACCONIC@HNCERIACE] g 108 | 4779 | 3.405 | 4203 | 3765 | 71.234
7% 231i(cé;i(gcl();[c(é0@4%ggﬁ)[ggg)]?gg;gzzgzg;ccs 4658 | 5158 | 4958 | 4228 | 4.746 | 70.573
e LRSI 000N
1127 oo ey el AINOBEOCOOCEOO | 5714 | 3478 | 3163 | 2576 | 3.634 | 69475
- E%gﬁg%?ég%%ﬂE(cjgc(:o)czCC(CC(CZ)N(C)S(:O)(:O)C)C(:O)NC[ 1967 | 2454 | 2218 | 2.839 | 2.987 | 70497
—_ E%gﬁ%%g%%ﬂggcﬁo)CzCC(CC(CZ)N(C)S(:O)(:O)C)C(:O)OC[ 1654 | 2.683 | 2417 | 2282 | 1709 | 72.078
S E‘E@%‘]’Eg;%g%%jgggcko)czC°(°°(°2)N(C)S(=O)(=O)C)C(=O)NC[ 1604 | 1893 | 2.584 | 1825 | 1.844 | 71499
76 g]l(ﬁi%g))éfgc@cigc)NC(:O)°2°°(°°(C2)N(C)S(:O)(:O)C)COC[C@ 2863 | 2436 | 3.030 | 2.691 |2.967 | 75.533
S gﬁ%g;ggc@cggc)NC(:O)CZCC(CC(CZ)N(C)S(:O)(:O)C)CNC[C@ 1996 | 2544 | 2.108 | 1.889 | 2.884 | 75214
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@](N)(CO)Cc3cecec3

Felcee(ce)[C@@H](C)NC(=0)c2ce(ce(c2)N(C)S(=0)(=0)C)OCC[C@

779 |@IN)CO)C3e0eoc3 1152 | 1750 | 1180 | 1.730 | 1.887 | 78.682
7809 ;};‘;g(gg DICQ@HIONCEO)2cclcdlDNOSEOEOOCOACE |y 996 | 2006 | 2797 | 2577 | 2848 | 78.597
—_ g(l;;gf; DICGEHIONCEOI2eclecl 2NOSCOICOOCOCCEN) 3463 | 3879 | 3704 | 2692 | 3.872 | 78.612
—_— g]l&c)c((éccl))c[gggg(cwc(:O)Cz°C(CC(CZ)N(C)S(:O)(:O)C)COC[C@ 1658 | 1348 | 2473 | 2686 | 1937 | 79.038
78357 g‘;l)‘(:;c)(cczéi[c(ég'gg'm](C)NC(=O)CZCC(cC(CZ)N(C)S(=O)(=O)C)COC[C@]( 3001 | 3107 | 2745 | 2796 | 3385 | 78.515
. g?;;g%ggggg](C)NC(:O)Czcc(cc(cz)N(C)S(:O)(:O)C)COC[C@]( 3.034 | 2515 | 2954 | 3281 | 3466 | 78.393
S E%%ﬁ%%g%%ﬂES?;C(:O)CZ°°(°°(°2)N(C)S(:O)(:O)C)COC(:O)[ 3509 | 3.874 | 1705 | 2.886 | 3.700 | 79.973
S~ E%ﬁ(cé()iﬁ,]))c[gggg(cwC(:O)CzCC(CC(CZ)N(C)S(ZO)(:O)C)COC(:O)[ 4721 | 4370 | 3956 | 4.604 | 5.334 | 68.580
-~ E%gjg;%%g%%ﬂggc(:o)°2CC(CC(°2)N(C)S(=O)(=O)C)CNC(=O)[ 1742 | 1739 | 1986 | 2.448 | 2701 | 68.320
S gc@lﬁféng\,l))c[fgg?g NONCEO)2ec(cc NCOBCOCNONCEN 5243 | 3017 | 2512 | 2254 | 1467 | 63226
N és(clfr(gEé[ég@(’c@)(lg)(ggfc(;gczCC(CC(Cz)N(C)S(:O)(:O)C)' 4921 | 4373 | 3.931 | 4415 | 4883 | 65.107
1007 f;rlls(crfég;Eé[é%g(}g)(gﬁ(;gczCC(CC(CZ)N(C)S(:O)(:O)C)' 2738 | 3383 | 2391 | 2364 | 3.146 | 71.994
0157 f;gf ggEé%%g%gfjg;gczcC(CC(CZ)N(C)S(=O)(=O)C)' 268 | 2815 | 2815 | 3272 | 3328 | 69.227
7057 fgslcc(crfn(g[lc)[@C]C?glﬁl])(ggifgg)czCC(CC(CZ)N(C)S(:O)(:O)C)' 1524 | 1296 | 1.854 | 1.708 | 1.766 | 65.596
R égffég;gé%g&gﬁggczCC(CC(CZ)N(C)S(:O)(:O)C)' 5155 | 4946 | 5829 | 4.682 | 5596 | 66.354
S ;g(cfgj[lc)%%c@)(g])(ggﬂfggcz°C(CC(CZ)N(C)S(:O)(:O)C)' 4699 | 4385 | 3.959 | 3.776 | 4.801 | 78.881
S f;lig(c[cn(ﬁc]111)3[)([:(%3ig;&%ﬁggfjC(CC(CZ)N(C)S(=O)(=O)C)' 3.085 | 2686 | 2801 | 3.116 | 4487 | 81.541
S is(clfl(lg‘;Eé%%g&;gggggcz°°(°C(°2)N(C)S(:O)(:O)C)' 1788 | 1389 | 1.908 | 2.160 | 1.565 | 52.754
297 %\;és@(gl){(igggcccﬁfci%g%%gggg?jﬂ&%%?g%;cqzm JCEO 4585 | 4567 | 4791 | 5219 | 4403 | 35316
2983 gg]?éjg%%?igi&if;ggg%?f Jee(CEONC@@H)Cedecceed)C |y 701 | 3797 | 4116 | 4841 | 4252 | 72258
09% ﬁ}((é)c)ggglc(zg)ggf(cC(CZ)NCC)CCZC(:O)N[C@@H](C°3 cceeed)C@| 4041 | 4220 | 3358 | 3.937 | 5.048 | 69.168
200% %%?ggﬁzg)ccc%ccc&lZ)C(NCC)Cc(CZ)C(:O)N[C@@H](CC3 ceeeedC 1 3701 | 3640 | 3.622 | 4319 | 3367 | 73.488
8017 gg(lFS)((?))F))(zg)ifcccg(Cl2)°(NCC)°°(°2)C(:O)N[C@H]([C@H](O)CNC 4585 | 3.533 | 4091 | 4218 | 5405 | 70.111
8023 g)CCCCECNC(CSCEYO):O)C(Cc(cz)NCC)CCZC(:O)N[C@H]([C@H](O)CNC3 €l 3921 | 3220 | 3369 | 3906 | 3365 | 77.996
2035 ZEécgﬁ]lg)i(@c@é%gg?ggé?jgﬁfé?ﬁszéNC(zo)C(:C3)C:C([C@@H] 3260 | 3815 | 3261 | 3.691 | 3339 | 71.941
204% ggé)sc(jﬂ(:giccccmZ)C(NCC)Cc(CZ)C(:O)N[C@H]([C@H](O)CNC3 3824 | 3662 | 3.621 | 4287 | 4.881 | 80.381
505 |OHI(OONCotseinresyobs I DeeNCCORC@EICetececehlC 5007 | 4504 | 4222 | 5215 | 5345 | 09879
8067 ggﬁ%;&?cgCccnczcc(zgg)cc(czc13)°°(°3)C(:O)N[C@@H](C°4C°°°°4)[ 5699 | 5147 | 5528 | 5516 | 6.386 | 56.499
2073 g\gfg)%z?é%zfgé%?fgé“ 3)ee(e3)CEON[C@@H](CetececedC| -y 635 | 4088 | 4.128 | 4.631 | 5.645 | 65346
2087 ggﬁ](;)(;)c(;?éirgfgécccc)géc13)°°(°3)C(=O)N[C@@H](C°4°°°°°4)[ 5301 | 5842 | 4331 | 4931 | 5701 | 68.755
209% C@I}I{IJ?((;%Z%CC“CZECC(SC)C(CZC13 Jee(HCEONIC@@H)(CedeeceedC| -y 2y | 4147 | 3343 | 4603 | 4379 | 69.114
810% ggﬁ]((zo%gg)s%ccné%gc)C(CZC13)°°(°3)C(:O)N[C@@H](C°4°°°°°4)[ 5046 | 4173 | 4004 | 4904 | 5.150 | 68.989
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)Ccdcccecd

CN1S(=0)(=0)CCn2cc(CC)e(c2c13)ec(c3)C(=0)N[C@H]([C@H](O)CN

812%  |C)Cedeceecd 4.824 5.120 | 4.602 | 4.860 | 5.818 | 64.857
CN1S(=0)(=0)CCCn2cc(CC)ec(c2¢13)ec(c3)C(=ON[C@@H](Ccdcececd

813%  |)[C@H](0)CNCeSccce(c5)OC 4.553 3332 | 3.814 | 5.168 | 4.882 | 56.831
clcceccC[C@@H]([C@H](O)CNC2CC2)NC(=0)c(c3)ce(c4ce35)c(CC)e

814%  |n4CCCS(=0)(=0)N5C 3.310 2981 | 3.224 | 3471 | 3.879 | 65.444
IN1S(=0)(=0)CCn2cc(CC)c(c2c13)cc(c3)C(=O)N[C@@H](Ccdcececd)[C

815% |@H](0)CNCescece(e5)0C 4.854 4781 | 4.043 | 5.238 | 4.461 | 51.007
CCN1S(=0)(=0)CCn2cc(CC)c(c2c13)ec(c3)C(=0)N[C@@H](Ccécececd

816% |)[C@H]J(0)CNCSCCOCCS 5.301 4717 | 5971 | 4.855 | 5.553 | 67.561
CC(C)N1S(=0)(=0)CCn2cc(CC)c(c2c13)cc(c3)C(=0)N[C@@H](Ccdece

8175 ocd)[C@H](0)CNC5CCOCCS 4.638 4477 | 5.069 | 4.871 | 4.546 | 71.877
FC(F)(F)CN1S(=0)(=0)CCn2cc(CC)c(c2c13)cc(c3)C(=0)N[C@@H](Cc

818%  ldcccccd)[C@H](0)CNCSCCOCTS 4.538 4477 | 4316 | 4.735 | 5.542 | 74.956
CCN1S(=0)(=0)CCn2cc(CC)c(c2c13)cc(c3)C(=0)N[C@@H](Ccdcccecd

819% )[C@H](O)CNC5CCCCCS 5.155 3.826 | 4336 | 4.908 | 5.550 | 85.671
clcceec C[C@@H]([C@H](O)CNC2CC2)NC(=0)c(c3)cc(c4c35)c(CC)e

820%  [ndCCS(=0)(=0)NSCC 4.699 4.010 | 4426 | 4.824 | 5.485 | 45.492
clcc(F)ecel [C@@H](C)NC(=0)c2ce(cc(c2)N(C)S(=0)(=0)C)C(=O)N[C

8219 |@@H](Ce3eccce3)CNCC(=0)NCC(C)C 3.932 3.649 | 3.531 | 4319 | 4.355 | 43.234
clcc(F)ecel [C@@H](C)NC(=0)c2cc(cc(c2)N(C)S(=0)(=0)C)C(=O)N[C

8229 |@@H](Ce3eccce3)ON[C@@H](C)C(=ONCC(C)C 5.097 4956 | 5.083 | 4.234 | 6.270 | 74.461
clcc(F)ecel [C@@H](C)NC(=0)c2ce(cc(c2)N(C)S(=0)(=0)C)C(=O)N[C

823%  |@@H](Ce3eccce3)CN[C@@H](CO)C(OINCC(C)C 5.155 4359 | 4.523 | 4475 | 6.176 | 70.893
clcc(F)ecel [C@@H](C)NC(=0)c2ce(cc(c2)N(C)S(=0)(=0)C)C(=0O)N[C

8249 |@@H](Cc3eceee3)CN[C@@H](CCO)C(=O)NCC(C)C 5.398 5.165 | 5416 | 4.571 | 5.023 | 69.907
clcc(F)ecel [C@@H](C)NC(=0)c2ce(cc(c2)N(C)S(=0)(=0)C)C(=O)N[C

825  |@@H](Ce3cccce3)CN[C@@H](CCO)C(=ONCC(C)C 4886 | 4557 | 4434 | 4470 | 4.648 | 66396
clcc(F)eeel [C@@H](C)NC(=0)c2cc(cc(c2)N(C)S(=0)(=0)C)C(=O)N[C

8269 |@@H](Ce3eccce3)ON[C@@H](CCS(0)(=0)C)C(=ONCC(C)C 4.886 5.006 | 4912 | 4.519 | 4.806 | 76.879
clcc(F)eccl [C@@H](C)NC(=0)c2cce(cc(c2)N(C)S(=0)(=0)C)C(=0O)N[C

£27%  |@H(CN[C@@H](C)C(=0)NCC)Cedceeee3 4.284 4398 | 3.738 | 4.087 | 4.225 | 81.124
clcc(F)eeel [C@@H](C)NC(=0)c2ce(cc(c2)N(C)S(=0)(=0)C)C(=0)N[C

$28%  |@@H](Cc3cceee3)CN[C@@H](C)C(=0)NCACC4 4.620 3.882 | 4.096 | 4.277 | 5.238 | 77.646
clcc(F)eeel [C@@H](C)NC(=0)c2ce(cc(c2)N(C)S(=0)(=0)C)C(=0)N[C

829% |@@H](Cc3eceee3)CN[C@@H](C)C(=O)NCedececed 3857 | 3728 | 4327 | 4152 | 3523 | 72125
clcc(F)eccl[C@@H](C)NC(=0)c2cce(cc(c2)N(C)S(=0)(=0)C)C(=O)N[C
@@H](Cc3cceec3)CN[C@@H](C)C(=0)[C@@H](C4)CN[C@@H]4C(=| 1.764 2.555 | 2.447 | 1.958 | 1.410 | 87.237

830 10)0
clccee(S2)cIN(c(c23)cece3)C(=0)/N=C(\Nc4nc(C)cc(nd)C)NcSceee(eS)[

8314 [N+](=0)[0-] 1.544 2.553 | 2.599 1.570 | 1.492 | 76.979
clcc(F)cccl-c(c2C#N)ee(-

832 |c3ceeeed)nc2SCC(=0INCASC[C@H]6C[C@@H](CA)C[C@H](Coycs | 0028 | 1641 | 1.648 | 1.523 | 0.613 | 81.576

8334 |clce(F)ccel-c2ec(-c3cccec3)c(CHN)e(n2)SCC(=0)Ncdsc(nn4)CC 1.301 1.652 | 1.721 1.638 | 1.389 | 74.478
clccee(c12)cee(c2)N(c3ceece3)C(=0)CScdnc(-cScee(ce5)OC)cc(c4CHN)-

8349 |c6ecc(Cloct 1.301 1.235 | 2.030 | 2.097 | 0.774 | 60.773
clcceecc1CSe(nn2)ne(c2e(c34)ccee3)O[C@H](N4)cSc(C)nn(c5Cl)- 1.000 1.009 1.480 1960 | 0585 | 36.121

8354 |c6eccechd ) ) ) ) ) )

836% |clececcINC(=0)/N=C(/NC(=O)Nc2ceccec2)Ne(n3)ne(C)e(c34)ceccd 2.523 2.907 | 2.267 | 2.159 | 2.235 | 48.078

8374 |clecec(c12)[nH]ec2C(=0)CSc3n(Cedceececd)c(nn3)CeSc[nH]e(c56)ccechd 1.000 1.634 | 0.931 1.733 | 1.236 | 57.720
clcc(Br)cceIS(=0)(=0)N(S(=0)(=0)c(cc2)cce2Br)c3cnn(c3)Cedee(Cl)e( 1.046 1.507 1499 | 2769 | 2.022 | 25.626

8384 |Cl)cc4 ) ) ) ) ) )

8394 |clcecec]-c2ne(c(C#N)e(c2)-c3cecec3)SCC(=0)Ncdecee(c4)[N+]([0O-D=0| 1.699 2.160 | 2.484 | 2.028 | 1.901 | 42.555

840% |clccecel-c2¢se(n2)NC(=0)CSc3n(C)c(nn3)CC(=0)Nedeee(C)ecd 1.678 1.915 1.745 1.846 [ 1.736 | 60.550
C1CCCCNI1e2nc(ne(n2)N3CCCCC3)Ne(ced)ce(c45)se(n5)SCC(=0)NCC

8419 |c6cc(0C)e(cc6)0C 2.553 3.019 | 2.655 | 2.537 | 2.480 | 53.488
IC1CCCCN1¢2nc(N3CCCCC3)nc(n2)Ne(ced)ec(c45)sc(n5)SCC(=0)Ncoe 1.991 2043 2061 2145 | 2324 | 49912

8424 |cccc6F ) ) ) ) ) )
clcceecl-c2ec(-

843 |c3ceeeed)ne(n2)SCC(=0)OCC(=0)No(sd)o(CHN)o(c45)CCCCS 1462 1 2337 | 1.708 | 1.791 | 1.367 | 54.979
C1CCCCCc(c12)sc(c2CHN)NC(=0)C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(=0)

8449 [No(s3)o(CHN)e(c34)CCCCCCA 1.914 2.059 | 1.894 | 1.992 | 1.808 | 48.888
CAOIC@HIO)ICEONICR@HNO)CCONIC@Q@HN(Celeccce DIC@ | 3 096 | 3500 | 3.975 | 3.626 | 4366 | 44.334

8454

@H](0)C[C@@H](C)C(=0N[C@@H](C(C)C)C(=0)NCe2cence2

CC(O)[C@H](0)C(=0)N[C@@H](CCSC)C(=0N[C@@H](Celccccel)]
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C@@H](0)C[C@@H](C)C(=0N[C@@H](C(C)C)C(=0)NCc2cence2

8474

CC(C)[C@H](0)C(=0)N[C@@H](CCC)C(=0)N[C@@H](Cclccccel)[C
@@H](0)C[C@@H](C)C(=0)N[C@@H](C(C)C)C(=0)NCc2cence2

3.260

3.787

3.812

3.752

3.361

31.831

8484

CC(C)[C@H](0)C(=0)N[C@@H](CO)C(=0)N[C@@H](Cclcecee 1)[C
@@H](0)C[C@Q@H](C)C(=0)N[C@@H](C(C)C)C(=0)NCe2cencc?

3.456

4.090

3.589

4.112

3.316

54.435

84941

CC(O[C@H](0)C(FON[C@@H](COC(CYC)C)C(=ON[C@@H](Cclc
ccec])[C@@H](0O)C[C@@H](C)C(=O)N[C@@H](C(C)C)C(=O)NCc2cc
ncc2

2.348

2.536

2.502

3.191

2.334

56.006

8504

CC(C)[C@H](0)C(=0)N[C@@H](C(C)C)C(=O)N[C@@H](Celcccee )]
C@@H](0)C[C@@H](C)C(=ON[C@@H](C(C)C)C(=0)NCc2ccnec2

2.333

2.172

2.591

2.819

3.333

63.797

8514

FC(F)(F)C[C@H](0)C(=0)N[C@@H](C)C(=0)N[C@@H](Cc lecece )|
C@@H](0)C[C@@H](C)C(=ON[C@@H](C(C)C)C(=0)NCc2cence2

3.658

3.769

3.543

3.657

4.240

57.014

85241

CC(C)C[C@H](0)C(=O)N[C@@H](C)C(=O)N[C@@H](Cclcccecl)[C
@@H](0)C[C@@H](C)C(=0)N[C@@H](C(C)C)C(=0)NCc2ccncc2

3.638

3.571

3.850

3.512

3.356

69.757

8534

CCI[C@@H](C)[C@H](O)C(=O)N[C@@H](C)C(=0)N[C@@H](Cclcce
cc)[C@@H](0)C[C@@H](C)C(=0O)N[C@@H](C(C)C)C(=O)NCc2ccne
c2

4.456

4.921

4.069

3.654

4.286

61.371

85441

CC(C)[C@H](0)C(=0)N[C@@H](C)C(=0)N[C@@H](Cc lcccec)[C@
@H](0)C[C@@H](C)C(=0IN[C@Q@H](C(C)C)C(=0)NCe2cecec?

4.432

4.619

5.042

3.662

4.368

60.002

8554

CC(C)[C@H](0)C(=0)N[C@@H](C)C(=0)N[C@@H](Cclcceee] ) C@
@H](O)C[C@@H](COC(=ON[C@@H](C(C)C)C(=ON[C@@H](C)c2

cccec2

4.222

4.832

4.613

4.120

4.324

43.995

856

CC(C)[C@H](0)C(=0)N[C@@H](C)C(=0)N[C@@H](Cclcccee)[C@
@Hz](O)C[C@@H](CC)C(:O)N[C@@H](C(C)C)C(:O)N[C@H](C)CZCc
CCC.

4.000

4.023

4.099

4.120

4.259

36.815

8574

CC[C@H](O)[C@H](O)C(=O)N[C@@H](CC(F)F)C(=O)N[C@@H](Ccl
cccee])[C@@H](O)C[C@@H](C)C(=O)N[C@@H](C(C)C)C(=O)NCc2c
cncc2

4.347

4.560

3.423

3.974

4315

40.807

85841

CC[C@H](C)[C@H](O)C(=O)N[C@@H](C)C(=ON[C@@H](Cclcccec
D[C@@H](0)C[C@@H](CCCF)C(=O)N[C@@H](C(C)C)C(=O)NCc2c
cncc2

4.174

4.813

5.041

3.260

2.882

52.969

8594

CC[C@H](C)[C@H](0)C(=O)N[C@@H](C)C(=O)N[C@@H](Cclcccce
DIC@@H](O)C[C@@H](O)C=OIN[C@@H]([C@H](C)CCC(F)F)C(=0
)NCc2ccence2

2.498

2.587

2.514

3.014

2.357

42.767

860+

O=C(CN[C@@H](CCC)C(FON[C@@H](C)C(=ON[C@@H](CC(C)C
\[C@@H](0)CC(=0)N[C@@H](C(C)C)C(=0)NCelce(C(=0)0)ccel

3.081

3.199

3.175

3.250

3.242

44.554

861+

CCCC[C@H](NC(=0)C)C(=0)N[C@@H](C)C(=ON[C@@H](CC(C)C)
[C@@H](0)CC(=0N[C@@H](C(C)C)C(=O0)NCelee(C(=0)O)ccel

2.854

3.000

3.604

3.346

2.926

66.309

8624

O0=C(C)N[C@@H](C(C)C)C(=O)N[C@@H](C)C(=0)N[C@@H](CC(C)
O)[C@@H](0)CC(=0)N[C@@H](C(C)C)C(=0)NCelee(C(=0)O)ecel

2.420

2.286

2.726

3.535

2.717

45.712

863+

O=C(CN[C@@H](CC(CYO)C(=ON[C@@H](C)C(=0)N[C@@H](CC(
C)O)[C@@H](0O)CC(=0N[C@@H](C(C)C)C(=0)NCclcc(C(=0)O)ccel

3.284

3.424

3.627

3.422

3.828

60.860

864+

O=C(ON[C@@H]([C@H](C)COCEON[C@@H](C)C(=ON[C@@H]
(CC(C)CO)[C@@H](0)CC(=O)N[C@@H](C(C)C)C(=O)NCclec(C(=0)O
)eeel

3.602

3.258

3.523

3.370

3.757

68.815

865+

C1COCCCIC(=O)N[C@@H]([C@H](C)CC)C(=O)N[C@@H](C)C(=0)
N[C@@H](CC(C)O)[C@@H](0)CC(=ON[C@@H](C(C)C)C(=O)NCc2
cc(C(=0)O)cec2

4.161

4.603

4.202

4.404

4.461

69.956

866+

O=C(C)N[C@@H](CC(C)C)C(FON[C@@H](CCSC)C(=ON[C@@H](
CC(C)O)[C@@H](0)CC(=O)N[C@@H](C(C)C)C(=O)NCclce(C(=0)0)
ccel

3.051

3.648

3.304

3.969

3.750

64.626

867+

O=C(ON[C@@H]([C@H](C)CC)C(=O)N[C@@H](CCSC)C(=O)N[C@
@H](CC(C)O)[C@@H](O)CC(=O)N[C@@H](CCC)C(=0)NCclcc(C(=0
)O)cecl

3.886

4.127

3.880

4.028

3.858

74.128

868+

O=C(ON[C@@H]([C@H](C)CO)CON[C@@H](CCSC)C(=O)N[C@
@H](CC(C)C)[C@@H](0)CC(=O)N[C@@H](CCCC)C(=O)NCclce(C(=
0)O)cecl

4.066

4.837

4213

4.055

3.884

72.143

869+

O=C(CN[C@@H]([C@H](C)CC)C(=O)N[C@@H](CCSC)C(=O)N[C@
@H](CC(C)O)[C@@H](0)CC(=0)N[C@@H](Celccece)C(=0)NCe2ee
(C(=0)0)cec2

3.854

4.655

4.627

3.640

4.872

69.310

870+

O=C(CN[C@@H]([C@H](C)CC)C(=0)N[C@@H](CCSC)C(=O)N[C@
@H](CC(C)O)[C@@H](O)CC(=0)N[C@@H](Cclcec(O)cel)C(=0)NCe
2cc(C(=0)O)cce2

4.041

4.845

3.800

3.649

4.621

71.759

871%

O=C(ON[C@@H]([C@H](C)COCEON[C@@H](C)C(=ON[C@@H]
(CC(C)CO)[C@@H](0)CC(=O)N[C@@H](CCCC)C(=O)NCclec(C(=0)O
)eeel

3.745

3.461

3.781

3.256

3.590

71.013

O=C(ON[C@@H]([C@H](C)CO)C(=0)N[C@@H](C)C(=ON[C@@H]
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(CC(C)O)[C@@H](0)CC(=O)N[C@@H](CC(C)C)C(=0O)NCclec(C(=0)
O)cccl

873+

O=C(ON[C@@H]([C@H](C)COCEON[C@@H](C)C(=ON[C@@H]
(CC(C)O)[C@@H](0)CC(=O)N[C@@H](Ccleceeel)C(=O)NCc2ec(C(=
0)O)ccc2

3.602

4.208

4.423

2.799

3.472

68.348

874+

0=C(CN[C@@H]([C@H](C)CC)C(=O)N[C@@H](C)C(=O)N[C@@H]
(CC(C)O)[C@@H](0)CC(=ON[C@@H](Celece(O)ecl)C(=0)NCe2cee(
C(=0)O)ccc2

3.959

3.881

3.289

3.808

3.615

75.454

8754

CNC(=0)clcc(N(C)S(=0)(=0)C)ce(c1)C(=O)N[C@H]([C@H](O)CNC2
CC2)Cc3cceccce3

3.009

2.461

3.038

3.749

3.316

73.557

8764

CCC(=0)clec(N(C)S(=0)(=0)C)ce(c1)C(=O)N[C@H]([C@H](O)CNC2
CC2)Cc3cceec3

2.824

3.597

2.589

3.532

3.047

66.999

8774

clcceecc1CC(=0)c2ee(N(C)S(=0)(=0)C)cc(c2)C(=0)N[C@H]([C@H](O)
CNC3CC3)Cc4cceeccd

2.854

2.759

2.097

3.523

2.295

70.220

8784

clcceec 1 C[C@@H](0)c2cc(N(C)S(=0)(=0)C)ce(c2)C(=0)N[C@H]([C
@H](0O)CNC3CC3)Cc4ccecccd

2.260

2.532

3.082

2.907

2.355

55.352

8794

clcceec1C(=0)c2ec(N(C)S(=0)(=0)C)cc(c2)C(=0)N[C@H]([C@H](O)C
INC3CC3)Cc4cceccd

4.009

4.005

4.182

3.496

4910

37.054

880+

clcececl[C@H](0)c2ec(N(C)S(=0)(=0)C)ce(c2)C(=O)N[C@H]([C@H](
O)CNC3CC3)Cc4cccecd

2.229

4.966

2.688

2.457

2.856

8.475

8814

clccecc1C(=C)e2ec(N(C)S(=0)(=0)C)cc(c2)C(=0O)N[C@H]([C@H](0)C
INC3CC3)Cc4cceccd

2.886

2.987

3.444

3.511

2.937

21.469

8824

clccecc1Ce2ee(N(C)S(=0)(=0)C)ee(c2)C(=0)N[C@H]([C@H](O)CNC3
CC3)Cc4ccecccd

2.334

3.219

2.740

2.835

2.095

48.316

8834

C1CCCCCIC(=0)c2cc(N(C)S(=0)(=0)C)ce(c2)C(=0)N[C@H]([C@H](
O)CNC3CC3)Cc4cecccd

3.347

3.757

3.728

3.536

3.373

24.599

884+

CC(C)C(=0)clece(N(C)S(=0)(=0)C)ce(c1)C(=O)N[C@H]([C@H](O)CN
C2CC2)Cc3ccecc3

3.620

4.005

3.708

3.608

3.348

46.033

8854

C1CCCC1C(=0)c2cc(N(C)S(=0)(=0)C)cc(c2)C(=O)N[C@H]([C@H](O)
CNC3CC3)Cc4cceccd

3.745

3.901

3.545

3.440

4.050

26.626

8864

C1CCI\C=C\c2cc(N(C)S(=0)(=0)C)cc(c2)C(=ON[C@H]([C@H](O)CN
C3CC3)Cc4cceccd

3.137

3.834

3.563

3.442

6.293

37.936

8874

C1CC1/C=C\c2cc(N(C)S(=0)(=0)C)cc(c2)C(=O)N[C@H]([C@H](O)CN
C3CC3)Cc4cceccd

4.456

4414

3.863

3.442

4.253

58.042

888+

C1CC1CCc2cc(N(C)S(=0)(=0)C)ce(c2)C(=O)N[C@H]([C@H](O)CNC3
ICC3)Cc4cceecd

3.377

3.939

3.375

3.594

3.597

43.960

8894

CC(C)(C)OC(=0)N[C@@H](C(C)C)C(=0)N[C@@H](CCSC)C(=0)N[C

@@H](Cclcceeel)[C@@H](0)C[C@@H](C)C(=O)N[C@@H](C(C)C)
C(=0)NCc2ccncc2

4.155

4354

4.596

4.523

4.721

45.848

890+

CC(CHCOYOCEON[C@@H](C(C)O)C(=ON[C@@H](C)C(=ON[C@@
H](Cclceceel)[C@@H](0)C[C@@H](C)C(=O)N[C@@H](C(C)C)C(=O0
)NCc2ccncc2

4.086

4.704

4.221

3.976

4.342

34.268

8914

CC(C)(C)OC(=0)N[C@@H](CCC)C(=0)N[C@@H](CCSC)C(=0)N[C

@@H](Cclcceeel)[C@@H](0O)C[C@@H](C)C(=O)N[C@@H](C(C)C)
C(=0)NCc2ccncc2

4.222

4.533

4.435

4.278

4370

56.217

8924

CC(CYC)OC(=ON[C@@H](CCC)C(=O)N[C@@H](C)C(=O)N[C@@H
](gc;ccccc 12)[C@@H](O)C[C@@H](C)C(=O)N[C@@H](C(C)C)C(=O)
INCc2ccencc

4.387

4.684

4.415

3.702

4.278

71.300

8934

CC(CHC)OC(=O)N[C@@H](CC)C(=O)N[C@@H](C)C(=O)N[C@@H](
Cclcceeel)[C@@H](O)C[C@@H](C)C(=O)N[C@@H](C(C)C)C(=O)N
Cc2ccncc2

4.125

3.869

4.161

3.568

4.307

64.914

8944

CC(CHC)OCEON[C@@H](CC(C)C)C(=ON[C@@H](C)C(=ON[C@
@H](Ccleceee)[ C@@H(O)C[C@@H](C)CEOIN[C@@H(C(C)CO)C(=
O)NCc2ccnec2

4.201

5.255

4.750

3.791

3.589

61.112

8954

CC(CYCO)OCEON[C@@H]([C@H](C)CCO)C(=O)N[C@@H](C)C(=0)N
[C@@H](Cclcccee)[C@@H](O)C[C@@H](C)C(=ON[C@@H](C(C)
C)C(=0)NCc2ccncc2

4.377

4.393

4.523

4.009

4.279

61.170

8964

CC(C)(C)OC(=ON[C@@H](CN(C)C)C(=O)N[C@@H](C)C(=O)N[C@
@H](Cclcceee)[C@@H](0)C[C@@H](C)C(ON[C@@H](C(C)CO)C(=
O)NCc2ccncc2

2.597

2.706

3.521

2.978

4.503

58.922

8974

CC(CHCO)OCEON[C@@H](CCN(C)YO)C(=ON[C@@H](C)C(=O)N[C
@@H](Cclcccee))[C@@H](O)C[C@@HI(C)C(FON[C@@H](C(C)C)
C(=0)NCc2ccncc2

1.051

1.553

1.866

1.839

1.326

63.986

8984

CC(CHC)OC(=ON[C@@H](COC)C(=O)N[C@@H](C)C(=O)N[C@@H

1(Celeceee)[C@@H](0O)C[C@@H](C)C(=ON[C@@H](C(C)C)C(=0)
INCc2ccencc2

3.928

4.031

4.925

3.494

4.295

67.633

CCOO)OCEON[C@@H](CCOC)C(=ON[C@@H](CO)C(=ON[C@@
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H](Cclccceel)[C@@H](0)C[C@@H](C)C(=O)N[C@@H](C(C)C)C(=O0
)NCc2ccencc2

CC(CHC)OC(=OIN[C@@H]|(CC(F)F)C(=0N[C@@H](C)C(=O)N[C@

@H](Cclcecee])[C@@H](O)C[C@@H](C)C(=ON[C@@H](C(C)C)C(=| 4.347 3.947 | 4308 | 3.695 | 4.386 | 62.285
900*  |O)NCc2ccncc2
CC(C)(C)OC(=ON[C@@H](CC(F)(F)C(F)F)C(=O)N[C@@H](C)C(=0)
IN[C@@H](Cclcecee])[C@@H](O)C[C@@H](C)C(=ON[C@@H](C(C| 3.551 4536 | 4.439 | 3.685 | 3.305 | 69.207
901*  )C)C(=0)NCc2ccncc2
CC(C)(C)OC(=ON[C@@H](CCCC(F)(F)F)C(=ON[C@@H](C)C(=O)N
[C@@H](Cclcecee])[C@@H](0)C[C@@H](C)C(=0O)N[C@@H](C(C) 3.378 3.932 | 4.112 | 3.691 | 3.401 | 64.541
902*  |C)C(=0)NCc2ccncc2
CC(=ON[C@@H](CC(C)C)C(=0)N[C@@H](C[C@@H](C)CO)[C@@
H](O)CC(=O)N[C@@H](Cclcecee])[C@@H](O)CC(=O)N[C@@H](C( | 4.678 4.648 | 4396 | 3.820 | 5.627 | 67.418
9034 |C)C)C(=0)NCc2cce(cc2)C(=0)0
clccecc 1 C[C@H](INC(=0)[C@@H](NC(=0)C)CC(C)C)[C@@H](0)CC(
=0)N[C@@H](C[C@@H](C)CC)[C@@H](O)CC(=0)N[C@@H](C(C) 3.187 3.233 | 3.773 | 3.876 | 3.674 | 65.280
9044 |C)C(=0)NCc2cce(cc2)C(=0)0
CCEON[C@@H](CC(C)C)C(=O)N[C@@H](C[C@@H](C)CO)[C@@
H](O)CC(=O)N[C@@H](CCSC)[C@@H](O)CC(=ON[C@@H](C(C)C)| 3.337 3.477 | 3.652 | 3.432 | 3.737 | 65.139
905% |C(=0O)NCclcce(ce)C(=0)0
clcceecC[C@H](INC(=0)[C@@H](NC(=0)C)CC(C)C)[C@@H](0)CC(
=0)N[C@@H](CC2CCCCC2)[C@@H](O)CC(=ON[C@@H](C(C)C)C(| 4.301 3804 | 4.582 | 3.987 | 5.013 | 67.985
906%  |=O)NCc3cce(cc3)C(=0)0
CCEON[C@@H](CC(C)C)C(=O)N[C@@H](C[C@@H](C)CO)[C@@
H](O)CC(=O)N[C@@H]([C@H](C)[S@@](=0)C)[C@@H](0)CC(=0) 1.469 1.644 | 1.774 | 2.390 | 1.693 | 64.805
907%  IN[C@@H](C(C)C)C(=0)NCclcee(cecl)C(=0)O
9084 |clececel-c2scc(c2CC(=0)N=C(N)N)-c3cccee3 2.081 2.015 | 2.526 | 2.908 | 2.290 | 63.067
9094 INC(N)=NC(=0)Cclc(-c2¢(Cl)cecc)escl-c3cec(ce3)Ocdece(ce4d)C(=0)C | 3.125 3.327 | 3.358 | 2.839 | 3.465 | 70.790
910%  INC(N)=NC(=0)Cclc(-c2¢(Clecec2)esel-c3cce(cc3)OCCe4en[nH]c4 2.161 2.775 | 2.676 3.128 | 2.312 | 63.110
9114 |CCCOc(cel)cecl-c2sce(c2CC(=0)N=C(N)N)-c3cccec3 3.167 3.141 | 2.749 | 3.176 | 3.152 | 62.137
9124 |clcecec]-c2sce(c2CC(=0)N=C(N)N)-c3ccc(cec3)OCCC 2.724 3.220 | 2.641 3.117 | 2.419 | 61.247
9134 |CCCOc(cel)ccel-c2sce(c2CC(=0)N=C(N)N)-c3c(Cl)cece3 3.201 3.257 | 2.867 | 3.177 | -1.736 | 48.240
914% |Clelceceel-c2sce(c2CC(=0)N=C(N)N)-c3ccc(cc3)OCCC 3.229 3.139 | 2.366 | 3.264 | 3.394 | 47.638
915% |CCCOc(cel)ecel-c2sce(-c3c(Cl)ceec3)c2CC(=0)/N=C(N)\NCCCO 3.824 3.651 | 3.430 | 3.388 | 3.680 | 61.468
916% |CCCOc(c(c1)C)ecel-c2sce(-c3¢(Clcece3)c2CC(=0)/N=C(N)\NCCCO 3.268 3.605 | 3.080 | 3.410 | 3.965 | 65.561
9174 |CCCOc(celC)eecl-c2sce(-c3¢(Cl)ecee3)c2CC(=0)/N=C(N)\NCCCO 2.810 2.626 | 2.871 3.466 | 2.678 | 63.267
FC(F)(F)CNC(=O)c(ccl)eccl-c2sce(-
9184  |c3c(Cl)cece3)c2CC(=0)/N=C(N)\NCCCO 3.699 3.734 | 3267 | 3151 | 4.329 | 53.535
919% |CCCNC(=0)c(ccl)ecel-c2scc(-c3¢(Clcece3)c2CC(=0)/N=C(N)\NCCCO | 3.585 3.285 | 3.079 | 3.312 | 3.641 | 54.806
C1CC1CNC(=O)c(cc2)ccc2-c3sce(-
920 _|eAe(Cljeeccd)e3CC(=0)N=C(N)NCCCO 3854 | 3.847 | 3561 | 3447 | 3.633 | 59318
CCCCNC(=0)c(ccl)cecl-c2sce(-
9214 |c3e(Chccce3)e2CC(=0)N=C(NINCCCO 3.553 3.361 | 4.380 | 3.342 | 3.687 | 57.697
CCC(CC)NC(=O)c(ccl)cecl-c2sce(-
9224 |c3¢(Cleece3)c2CC(=0)N=C(NINCCCO 3.032 3.885 | 3.262 | 3.570 | 3.712 | 57.597
CC(C)C[C@@]1(C)NC(=N/[H])\N(C1=0)Cc2ccc(cc2)CCNC(=0)Nc3cee 2155 2446 | 2170 1776 | 2312 | 61380
92347 |(C#N)cc3
o4 gggCNC(:O)NCCc(ccl)ccc1CN(C2:O)/C(:N/[H])N[C@]Z(C)CC3CCC 2301 2543 | 3208 | 2277 | 2.030 | 58354
CCCCNC(=0)NCCc(ccl)cecc CN(C2=0)/C(=N/[H])NC2(CC3CCCCC3)
0254  |ccaccccca 2.678 3.449 | 3.089 | 2918 | 2.650 | 62.763
CCCCNC(=0)NCCc(ccl)ceccICN(C2=0)/C(=N/[H)N[C@@]2(CC(C)C) 1301 1485 | 1793 | 2249 | 1216 | 64752
92647 |CCc3cecec3
CCCCNC(=0)NCCc(ccl)ceccICN(C2=0)/C(=N/[H])N[C@@]2(CC(C)C)
07 lcccscceces 2.523 2715 | 2.489 | 2476 | 1915 | 64.269
ICCCCNC(=0)NCCc(ccl)ecceICN(C2=0)/C(=N/[H])N[C@@]2(CC3CCC
928 |CC3)CCCACCCCCA 3.456 3962 | 4212 | 3.041 | 3.483 | 64.055
CCC[C@H](C1)NC(=0O)N1CCc(cc2)ccc2CN(C3=0)/C(=N/[H])N[C@@)]
9297 [3(CCACCCCC4)CCCSCCCCCS 4.569 4.034 | 4934 | 3.792 | 4.810 | 59.574
930%  |clececc1C2(c3cecec3)N=C(N)N(C2=4)CCCN4 1.420 1.747 | 1.680 | 1.113 | 1.760 | 61.800
9314 |FC(F)(F)clceee(cH[C@@]2(c3cceccc3)N=C(N)N(C2=4)CCCN4 1.660 1.630 | 1.627 1.681 | 1.117 | 62.862
9324 |COclccec(c)[C@@]2(c3ccece3)N=C(N)N(C2=4)CCCN4 1.693 2.342 | 1.889 | 2.007 | 1.945 | 61.247
9334 |CC(C)(C)clecee(e)[C@@]2(c3cceee3)N=C(N)N(C2=4)CCCN4 1.520 2.541 | 3.061 1.734 | 1.931 | 39.555
9344 |clececclCe2cecec(c2)[C@@]3(c4cececd)N=C(N)N(C3=5)CCCN5 2.276 2.625 | 1.922 | 2.381 | 2.670 | 52.077
935%  |clec(OC)cecl Ce2ecce(c2)[C@@]3(cdeccecd)N=C(N)N(C3=5)CCCN5 2.149 2.609 | 2.264 | 2495 | 1.919 | 11.030

28




936" _Jclee(F)ceel Ce2ecee(e2)[C@ @3 (cAcccccd)N-C(N)N(C3=5)CCCNS5 2.086 | 2.626 | 1922 | 2.365 | 2.352 | 30217
937% _|[FC(F)(F)Oc(cc])eee [[C@]2(c(c3)eece3BN=C(N)N(C2—4)CCCN4 2.585 | 2.565 | 3.097 | 3.108 | 2.847 | 3.42
9385 _|CCCelecce(ch)[C@@]2(c3cee(ce3)OC(F)E)FIN-C(N)N(C2—4)CCCN4 | 2.845 | 3.450 | 3.348 | 2.974 | 3.250 | 14.837
o glCCICCCZCccc(CZ)[C@@]3(c4ccc(cc4)OC(F)(F)F)N=C(N)N(C3:5)CC o8 | 2351 | 3940 | 3004 | 3307 | 33608
> . . . A A .
940% _|cIncneel-c2ceec(c2)[C@@]3(cAcec(ccd) OCIN-C(N)N(C3=5)CCCN5 | 4.000 | 3.823 | 3.891 | 3.551 | 3.726 | 58351
clncnccl-
941%  |c2ccec(c2)[C@@]3(checc(ced)OC(F)(F)F)N=C(N)N(C3=5)CCCN5 4000 | 3.664 | 3.902 | 3815 | 3.870 | 67.723
9424 _|Felneccel-c2cece(c2)[C@@]3(cheec(ccd)OCIN=C(N)N(C3=5)CCCN5 | 4155 | 4.607 | 3.855 | 3.658 | 3.803 | 53.640
Fclncceel-
943 |e2ccee(c2)[CR@]3(cAece(ced)OC(F)EF)FN=CN)N(C3=5)CCCNS 4222 | 4153 | 3987 | 3922 | 4389 | 54.254
Fclncceel-
944% _|cccee(c2)[C@Q@I3(c(cd)ece(c45)OCOSIN=C(N)N(C3=6)CCCNG 3796 ] 3631 1 3455 | 3.959 | 3474 | 57.740
Fclncceel-
945% _|c2eeee(c2)[C@I3IN=C(N)N(C3=4)CCCN4)e(c5)eee(c56)0CCO6 3721 1 3501 13543 | 3829 1 3473 | 59.489
Fclncceel-
946% _|c2ccec(c2)[C@@]3(c(cA)ecc(c45)OC(O5)EYFN-CININ(C3=6)CCCNg | >131 | 3625 | 3.351 | 4107 | 3.465 | 64.656
Fclncceel-
947 |e2ccee(c2)[CRIBN=CN)N(C3=4)CCCNA)e5ee(OCC)e(ce5)OCC 4097 | 3475 | 3727 | 4028 | 3.574 | 69.300
Fclncceel-
948 |c2ceee(c2)[C@I3IN=CNIN(C3=4)CCN4)eScee(ceS)OCE)F)F 4097 1] 4326 | 3.933 | 4.366 | 4157 | 66249
Fclnccceel-
949% _|cdecee(c2)[C@Q@]3(cdece(ced)OC(F)(F)FN=CN)N(C3=5)CCCCNS 4.097 | 3858 | 3850 | 3861 | 4.526 | 63.373
Fclncceel-
950% _|c2ccee(e2)[C@@]3(cdeee(ced)OC(E)E)FIN-CNN(C3=5)cCCCCNs | 3886 | 36521 3.930 1 3927 | 4.298 | 69.478
Fclncceel-
9514 |c2ecec(c2)[CQ@](chooc(ccd)OCF)F)FIN=CNIN(C3=5)CCINS)Q)C | 721 | 4164 | 4085 | 3335 | 3.764 | 74.102
CC-OINIC@@H](CC(C)O)C(-ONIC@@H](CCSCIC(-ON[C@@H](
CC(O)0)[CR@H)(0)[C@H] [C@@H](CC(=-0)CI)C(=O)N[C@@H](C) | 3.143 | 2.843 | 2.804 | 3.894 | 4.483 | 67.657
9529 |C(=0)0
CC(=ON[C@@H](CC(C)O)C(=ON[C@@H](CCSC)C(=O)N[C@@H](
CC(C)O)[C@@H](0)[C@H] 1 [C@@H](CCCI)C(=ON[CR@H|(C)C(= | 3.222 | 3.623 | 4.182 | 4.107 | 3.630 | 68.630
9539 |0)0
CC(=ON[C@@H](CC(C)O)C(=O)N[C@@H](CCSC)C(=O)N[C@@H](
CC(O)0)[C@@H](0)[C@H] [C@@H](CC(=0)C1)C(=ON[C@@HI(C(| 5.000 | 5224 | 4992 | 4.623 | 6.003 | 69.864
954 |C)C)C(=O)NCCCC
CC(=ON[C@@H](CC(C)O)C(=ON[C@@H](CCSC)C(=O)N[C@@H](
CC(C)O)[C@@H](0)[C@H]1 [C@@H](CCC)C(=ON[CQ@H|(C(C)C) | 4.602 | 4.867 | 4.516 | 4.629 | 4.487 | 65333
955% |C(=0)NCCCC
CC=0NIC@@H](CC(CIC)CON[C@@HICCSCIC=ONIC@@H
CC(O)0)[CQ@H](0)C@H] [C@@H](CN(C1)C)CON[C@@HI(C(C| 2463 | 3.020 | 2.636 | 2.664 | 2.746 | 69.862
956 )C)C(=0)NCCCC
CC(=ON[C@@H](CC(C)O)C(=ON[C@@H](CCSC)C(=O)N[C@@H](
CC(C)O)[C@@H](0)[C@H] [C@@H](C(—O)N(CI)CO)CON[C@@ | 2475 | 3271 | 2.958 | 2212 | 2.668 | 68.605
957 _|H](C(C)C)C(=0)NCCCC
CC(=ON[C@@H](CC(C)C)C(=ON[C@@H](CCSC)C(=O)N[C@@H](
CC(O)0)[C@Q@H](O)[C@H] [C@@H](OCCI)C(=ON[C@@HI(C(C)C)| 2.020 | 2.480 | 2.489 | 2.901 | 2.298 | 65.653
958 |C(=0)NCCCC
CCCN(CCC)C(=0)clee(cee)C(=0)N[C@@H](Ce2ee(F)ee(F)c2)[C@H]
0550 [0)ONICORHIOICLOMNCE O 3.886 | 3.536 | 3320 | 4211 | 3.735 | 66.812
CCCN(CCC)C(=0)e ] ce(cee)C(=0)N[C@@H](Ce2ee(F)ee(F)c2)[C@H]
066 [OIONIC@ITIO OO 3301 | 4385 | 3.931 | 4211 | 4.056 | 65.510
CCCN(CCC)C(=O)clec(ee(c])C)C(=OIN[C@@H](Ce2ec(F)ee(F)e2)[C@
061 HIONNICOHIOCCONCOOC 4155 | 4.095 | 3.682 | 4453 | 4.848 | 70.992
CCCN(CCC)C(=O)elec(ee(c])C)C(=O)N[C@@H](Ce2ee(F)ee(F)e2)[C@
0620 HIOICNCOXOONCOO) 3.699 | 3720 | 3337 | 4.578 | 4206 | 62.859
CCCN(CCC)C(=0)clee(ce(e])C)C(=O)N[C@@H](Ce2ee(F)ee(F)e2)[C@
063 IO NCercomcet 3.886 | 4216 | 4343 | 4734 | 2.121 | 45.665
964 |C1CNCCN I e2cee(Br)cc2NC(=0)c3cecc(c34)ceecd 3.000 | 2.385 | 2.629 | 2.208 | 3.545 | 54.223
965 |OCCN(CCI)CON Le2eee(Br)ce2NC(=O)c3cece(c34)ceecd 4102 | 3.505 | 3.949 | 3.356 | 4.568 | 63.879
966! |clccee(cl12)ecec2C(=0)Nc3ce(-c4ececed)ccc3NSCCN(CCS)Cebeecechd 2.903 3.589 | 2.955 3.920 | 3.976 | 57.645
967°!  |C1CNCCNI1c2cce(-c3ccece3)ec2NC(=0)cdcecee(cdS)ececs 3.523 2.370 | 3.031 2.795 [ 3.303 | 52.331
968°!  |OCCN(CC1)CCNIc2cec(-c3cccec3)ec2NC(=0)cdecee(c45)ccees 3.959 3.576 | 3.837 | 3.697 | 3.549 | 61.423
96931 |clccee(c12)ecec2C(=0)Nc3cc(-c4ececed)ece3INSCCN(CCS)CC(=0)OCC | 4.046 3.674 | 3.437 3.589 | 3.832 | 51.745

clccee(c12)ccec2C(=0)Nce3cece(-

4000

24N

41Q2

A-5Q4

2708

£Q 24Q

29




c4cccecd)ccc3NSCCN(CCS)CCCCEN(C6=0)C(=0)c(c67)ccec?

9715 |elecee(c12)eccc2C(=0)Ne3ce(-c4ecceed)cce3NSCCN(CCS5)CCCCCN 4.167 4.421 | 4.069 | 3.525 | 4.310 | 68.156
clccec(c12)cccc2C(=0)Nce3cece(-

972 |cdcceeed)ecc3NSCON(CCS)CC[C@@H](O)cbeceect 4161 | 3722 | 3.836 | 3.898 | 4171 | 57.320
clccee(c12)ccec2C(=0)Nce3cece(-

97351 |cdcececd)cec3INSCCN(CCS5)C(=0)cbececch 4.102 4.104 1 3.851 3.933 | 3.844 | 64.248
clccece(c12)ccec2C(=0)Nce3cece(-

974%!  |cdcceecd)ccc3NSCCN(CC5)C(=0)CCCCC6SCCS6 2420 3488 | 3062 ) 3326 | 2839 ) 36470

o756 (é l)ccccc(c12)oc(=O)c(c2)C(=O)Nc3cc(Br)ccc3N4CCN(CC4)C(=O)OC(C)( 3.000 3411 3076 | 2719 | 3.020 | 48.654

976%' |clecee(c12)oc(=0)c(c2)C(=0)Nc3cc(Br)ccc3N4CCN(CC4)CeSccececs 3.119 3.292 | 2732 | 3.172 | 3.692 | 56.221

977! |OCCN(CC1)CCNIc2cee(Br)ce2NC(=0)c(c3)c(=0)oc(c34)ccccd 3.201 3.227 | 2.949 | 3.323 | 3.373 | 59.741

978! |OCCN(CC1)CCNIc2cce(Br)ce2NC(=0)c(c3)c(=0)oc(c34)c(OC)cecd 3.000 2.874 | 2.630 | 3.609 | 3.054 | 64.412
clccec(c12)oc(=0)c(c2)C(=0)Nc3ce(-

97931 |cdeceeed)cce3NSCCN(CC5)C(=0)O0C(C)(C)C 2.000 1883 | 1.964 | 2.264 | 1.829 | 62.697
clccec(c12)oc(=0)c(c2)C(=0)Nc3ce(-

980° |cdcceeed)ecc3NSCON(CCS)Cebeecech 3.821 | 2.780 | 2781 | 3704 | 4.097 | 58.405
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Figure S1: (A) Favorable and (B) unfavorable fragments for BACE inhibitory activity
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