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Table S1. Data used in Figure 1A.

CCDC Dihedral
Refcode Angle

HEYGAT ~164.26

REFLUJ 2733

IYIYAQ -0.91

LABRIQ —76.09

HEPVUT ~128.25

BAZGOZ -133.59

HOKMAWO1 ~102.67

RIGVE] 176.53

SIMVEQ -173.92

TIHGEX 2378

QOHCUM -34.19

VATNOU ~114.75

HOKNAX ~19.65

ESATOH -1021

HEXWAJ -161.21

GALDED 56.69

HOKMIE 1597

HOKMOK 177.32

NIWRAN 60.03

VIGXAK -31.13

YERDAA 134.18

IDALAA ~7.93

UGUMUEO1 _41.74

HOKMIE _82.23

PEYMUC 22 .49

YEXQIB —155.24

IWAMEY -118.14

ZIZYUC 147.29

WESMAJ -173.95

TFACET 117.90

VEVSIZ 738

ODUSEM -20.12

PFBZACO1 7.00

WESBEB —74.85

CIJLOW _38.85

TEFNUN 169.15

JASHOA 61.40

UKOKIOO01 -52.34

QORSUM 36.61

MIDXTH -162.84

JOPYES 857
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NOTNIT -100.65

HEYGAT 109 38

NADRIU 146.11

FMESIB 21238

QODYAJ -117.95

LEKMIX -104.75

MIJCUE -34.56

MAVBOB -130.17

DISQIG 84.76

OKATID 129.95

SITZOK 69 .41

GETLEX 17.86

WOIJLIQO1 —82 .49

MIHXAD ~58.09

DILDIL 8.12

MEBCAX ~94 .40

MIKYAG 113.64

VOHMAH 100.09

UFOTIS 168.79

REVPOY ~163.20

IHENIS 112.85

UFOTIS 107.10

PILLIG 36.41

TUGWUN 173.13

HIGLAL 140.84

JEKMAO ~55.84

BOVBIY -60.08

CECBAO 75.79

DAQLUD -110.17

COJRAV -175.22

DATKAL _74.18

ODOTOR 4676

PAHHUC 1.60

KEYNUX 26.63

LESJUP —63.54

QEYFOP -162.68

FURACLO1 0.49

JIKBUA 147.99

SOWQIE 126.39

QEGKAO -153.09

RAZLEK _89.58

UBEREY 536

UBEREY 39.99
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_ Table S2. Data used in Figure 1B.

UBEREY _
20.05 CCDC Dihedral
Refcode Angle

GIVLIH 10.70

JINFUH _88.86

REZCOP ~118.51

FOVVES 138.48

ICSALA _48.84

SAMBOY 173.50

KIKGOB 13.54

LIWJUX ~96.60

PONSOB 17991

JEKWUS -106.40

PIKMIF 6937

MURTAU 166.52

PIKMIF 784

SAQKUR 178.14

QELXUA ~152.76

WAMNOO 37.94

WALXIR 1333

AFIQIQ 30.86
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VOQZAD 9357

TIGXEN 20.70

VERZIB -163.46

DIWSIM ~127.28

POTCAD 2177

JEWTAG ~146.03

YICJAW _82.04

TORHAK 36.89

TORHAK —148.95

BUHQOK 24 .82

UCOGEZ 125.34

MIGVUU 133.96

ODATIX ~10.93

MIGTIG -153.19

FOFKER -169.25

FOCDEH -36.34

HOMXOW ~19.20

QAFVAU 174.03

XAPWUG 7075

KUCDAN 166.57

XEPRIU 1.19

EDEGIE 17175

WIZQIFO1 27 .60

MCHTEP17 32.03

OKOBEV -170.09

WEIJCAQ ~123.69

AVEHOY 58.89

HEVMOK -131.08

BICXUG 2955

MCHTEPO06 54.14

MOBDAIJ 7524

QAMFAL 117.59

CAXPOG 140.70

MCHTEPO8 53.98

MIBGIO -23.20

MCHTEPO3 53 .88

QOGYUH -89.00

MCHTEPO7 53.84

HODSUO 62.32

QAMFAL -48.28

WATQUD 38.63

EFOLUH -150.58

QUQDEL 32.55
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ZIKLEK 46.99

NAZMOR 157.18

GUKBUJ 31.64

VERKAE -129.73

BIKBAZ ~11.60

JESXIO —158.50

XODBEYO01 _81.05

NOQYUO 76.38

PARTORI10 ~179.39

OKOBEV 4628

QOWNAR 0.00

DACQOO 173.73

FACWEM —141.08

XEGWIP 128.19

WATREPO3 ~117.13

TEVJUZ 3925

PEZQAN -118.87

REXRUI 164.62

DCACON -167.38

YODFON -108.59

WATREPO2 ~117.51

ECECUL 16.49

NAFBUR —124.11

JUFDIX 80.22

ECHNYL 5945

RAGBAD —117.47

YAMTEM ~55.86

JUTFUZ10 150.84

ACUJEN -124.39

YITFEN 110.53

WOGXUM ~70.50

SIFKEX -178.31

REVLUA 80 44

VARGIF 117.49

REVLUA —42.52

DORXIS -3439

EFUFER 27.68

LETHIB 149.05

XAKSUX 56.61
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Table S3. Data used in Figure 1C.

CCDC Dihedral
Refcode Angle

RALTII 1548

HAGKUV -84.39

CILJIQO1 -59.63

TUDQUE 59.27

YIRNUI -177.20

IZOPAO 164.10

NELXOS -107.95

MAVMAY —78.90

HOFMUK -13.42

ACIQIM —24.23

QOQQIW 132.03

VUKTEA 164.13

ZUKPUQ 152.13

VOQRAV 20.77

CARIJIP —82.65

ZUKKUL -112.58

HOTBIB 25.83

TIWYII -97.54

PEFZAC 4593

JARHUG —145.89

RAKHER 143.22

RAPVAG -170.09

EFAXEO -170.23

IXOJAG 18.74

CEFYIW —70.64

QERVOY 134.61

GAYYUA 177.99

IBUPIE 125.57

BIWBUF -157.76

XAGFOB -179.45

JESTEH -176.72

TEWFUW 19.29

YIBDES10 -156.92

CIPWUU -95.06

ABAXES —4.83

LICJIR -87.97

TUZWOA -8.91

DEMGUY 142.61

BENBCL -176.63

CILLIS -23.38

GULFIC -165.46
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COPCALI10 9.11

PEHWAB -173.12

XEHCIW —65.88

PEQHEY -53.64

CEGNIL —84.14

KOMREK 144 .87

LAMWUS 14517

EGIYIC 10.30

QELFET 175.37

NASGOE -139.23

OLASOJ -0.15

OLASOJ 8.11

OLASID 137.02

DPHPZL —-161.80

OLASOJ -2.00

OLASOJ —7.40

Table S4. Data used in Figure 1D.

CCDC Dihedral
Refcode Angle

BAQVIZ 166.76

CIJSIX ~11.68

GIVLIH 175.16

HOKXOV —478

IHXNAQ 120.90

IOBNZAO1 14974

JEWYIU ~174.43

MOFSUW -59.17

POBREE -53 .44

QETWOB -3.90

QIFFER -158.51

ROGNAD 367

TATDEX 122 .25

VEJLEC ~168.06
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Table S5. Data used in Figures 3A and 4A.

CCDC Refcode d(A) 6(°) ARA) 6O (°)
GEMPEU 293 9029 0.000 0.00
RIGGAQ 287 90.82 -0006 -0.33
WIHQUA 284 8996 0016 094
WURCER 306 9727 0040 229
WURCER 291 8796 0043 248

Table S6. Data used in Figures 3B and 4B.

CCDC Refcode d(A) 6 (°) A4A) 6O
AREWID 342 10273 0004 024
AZGUCMI10 343 10453 0007 042
BEKSEP 338 10028 0063  3.59
BERVOJ 332 11498 0076 433
BIYZAL 329 86.11 0042 241
BIYZEP 329 8474 0038  2.17
BIZJUQ 333 8944 0041 235
CAGLCL10 339 9248 0016 091
CAWCAE 328 8675 0033  1.87
CERGUC 322 11097 0.101  5.79
COBYEX 332 9949 0005 -0.28
COBYOH 333 10069 0015 085
COKCIO 324 9287 -0035 -2.02
CYTOSC 340 10224 0035 201
CYTOSC02 335 10143 0034 196
DASQEU 328 9755 0023 130
DEJYIB 334 7166 0016  0.89
DETZOS 340 8469 0022 126
DGLYHCO02 345 9725 0029  1.65
DIWQUW 337 9755 0039 222
DOCYTC 335 9179 0016 094
ECECIY 336 8753 0044 249
ELIYIH 325 10105 0000 0.0
ENANLC 334 10194 0069 395
ENCOCT 341 10105 0033 192
ENCOCTO1 341 9594 0030 1.71
ETCYTC 330 101.81 0026 147
FAXFUF10 338 10323  0.000  0.00
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FAYQOL 332 9541 0.030 1.73

GIFFUX 343 101.65 0.042 242

GOLSEG 342 9439 0.028 1.61

HAZGIZ 327 87.24 0.043 247

HISTDC10 339 100.21 0.029 1.68

HVALAC 340 86.29 0.030 1.74

IBAZIV 329 9975  -0.008 047

IBAZIV 342 9745  -0.007 -042

JAXKOI 341 9496 0.046 2.62

JUBJOF 3.17  95.39 0.040 2.32

KABJUS 334 100.19  0.033 1.87

LAPVIH 325 86.50 0.004 0.23

LEPLUN 321 9746 0.050 2.89

LOBZOS 338 8460 -0.017 -1.00

MAWGEX 346 10386 0.014 0.79

NAVSAF 323 9983 0.008 0.47

NAWGIB 340 9568 -0.007 -0.37

NILXUB 341 8182 0.020 1.14

NUMIJUA 338 85.01 0.043 248

PASKOK 330 9453 0.059 3.39

PMABUO 343 9256 0.039 2.22
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POFHEX 326 8656 -0.003 -0.18

POSTAS 342 81.77 0.010 0.56

PYMOCL 328 96.78 0.016 0.90

QENMAX 334 100.50  0.002 0.14

QETBIB 336 95.20 0.006 0.33

QOBYAI 373 103.63 0.005 0.29

QOFMAA 340 10451 0.015 0.86

RAVMAC 3.66 89.19 -0.032 -1.82

SISWIB 342 9397 0.027 1.57

SISWIB 327 9277 0.013 0.75

TEZZUU 337 9488 0.019 1.09

TRGLCO10 336 88.03 -0.009 -0.51

UKAZOV 325 9358 0.023 1.33

UKEMAY 338 87.98 0.010 0.58

VABFIN 339  98.30 0.047 2.67

WABTOI 338 88.37 0.041 237

WIKTUF 329 9427 0.060 342

WUGNIV 337 107.68 0.013 0.73

XIKXUL 330 93.70 0.016 0.90

XIKXUL 344 9454 0.017 098

XIWBEK 349 9346 0.006 0.33

YAZNES 328 9771 -0.129 -7.40
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YICJOJ 319 9794 0.017 095

YUKLAR 342 8794 0.032 1.85

SITBIH 339 111.16 0.000 0.00

TASPUZ 3.10 88.52 0.009 0.52

TASPUZ 329 109.04 -0.004 -0.24

RIFJAS 345 6357 0.007 0.38

NEYHOP 332 9757 0.007 042

NEYHOP 323 99.15 0.005 0.28
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Table S7. Data used in Figures 3C and 4C.

CCDC d(A) 0C°) A4A) 0O
Refcode

MEGGAH 343 90.86 0.005 0.28

VAGYEI 3.38 110.11 0.000 0.00

DIBHET 348 86.13 -0.014 -0.79

RANYUB 3.33 95.48 0.028 1.60

LAXTUA 3.54 108.46 -0.013 -0.76

CPYRZD 349 88.48 0.008 0.43

DEFLOP 3.50 85.58 -0.002 -0.09

OXENCOO01 347 92.85 0.040 2.28

VOWSOP 348 103.01 0.016 0.90

GIDROB 3.46 98.25 -0.026 -1.50

EGEZEW 348 100.81 -0.007 -042

TASPOT 3.20 91.89 0.005 0.29

TASPOT 3.40 100.23 0.002 0.14
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Table S8. Data used in Figures 3D and 4D.

CCDC d(A) 00°) A4QA) 6O
Refcode

LAXVAI 3.55 98.70 0.011 0.61

UGUBIH 3.65 99.88 0.035 2.02

TENCOG10 3.68 95.62 0.009 0.53

Table S9. Data used in Figure 5.

CCDC d(A) 0°) A4 (A) 0 (°
Refcode

ACAMNI 4.39 91.11 0.005 0.23

ALUNIE 442 5205 -0.021 -0.99

BAQTUJ 435 15733 0.007 0.33

BEFYOB 4.40 5243 0.023 1.08

BETANCO1 441 126.67 0.005 0.24

BIYZEP 443 15133  -0.047 -2.17

BUTPIP 439 11243 0.017 0.79

CBMCHLO1 437  159.29 0.000 0.00

CEJTIV 441 89.83 0.009 0.42

CEYVIL 4.44 50.18 0.000 0.00

CYSTCLO3 4.43 58.54 0.012 0.57
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DESKUI 442 61.10 -0.002 -0.09

DIGMAI 4.39 6145  -0.009 041

DIYJUQI11 4.43 90.17 0.048 2.28

EKAMIM 4.44 75.36 0.030 1.38

FAXFUF10 442 4491 0.000 0.00

FEVFES 442 16594  -0.006 -0.29

FIMKAO 435 158.27 0.026 1.21

FUQHEE 4.43 91.69 0.017 0.81

GIWRIN 437 10278 -0.056 -2.52

GLYHCL 439 11580 -0.008 -0.38

GOMDER 442 99.20 0.035 1.63

GOMDER 4.40 7293 0032 -1.48

GUYRIB 439 10151 0.017 0.79

HIBZOH 4.39 82.64 0.018 0.86

HISTCM12 4.38 59.70  -0.023 -1.07

IKALOV 436  147.55 0.032 1.53

JOQSOX 444  163.04 -0.026 -1.22

KAGLUA 4.37 86.54  -0.008 -0.37

KISSAH 4.44 58.42 0.003 0.14

KUGREJ 4.38 46 .45 0.102 4.78

LEPLUN 435 14380 -0.026 -1.23
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LGLUTAO2 4.38 6240  -0.046 -2.16

LYSCLHI1 439 15327 -0.036 —-1.66

MAIJJAJ 436 16187 0.083 3.99

MAVDUJ 442 67.92 0.027 1.25

NABJAB 4.40 72.18  -0.042 -1.95

NAFZIE 4.45 84.50 0.026 1.21

NILFUJ 440 10328 -0.076 -3.60

NUQZEE 4.43 75.38  -0.023 -1.08

PENICS10 4.40 49.25 0.020 0.96

PUHNIP 4.44 84.56 0.008 0.38

QESFOJ 438 125.64 -0.037 -1.74

QQQAQSO01 439 13870  0.024 1.12

ROBYEM 4.44 89.94 0.018 0.85

SARCACO1 441 5757 -0.010 -0.46

SETMOT 443 15584 -0.092 -4 .40

SOPVOI 4.43 99.97 0.057 2.66

STIZOL 4.44 4143  -0.020 -0.93

TICLOG 442 50.98 0.047 2.19

VALHCL11 4.43 53.11  -0.011 -0.53

VITKUE 435 14658  -0.029 -1.31
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VIWNIZ 4.38 13.87  -0.002 -0.09

VUSRUW 4.37 59.67 -0.046 -2.13

WEZVUS 441 116.30 0.012 0.57

WIWZOS 438 15093 0.042 1.96

WIYMEW 435 54.88 0.047 2.12

WUQHIZ 4.38 64.12 0.012 0.58

XAMFOG 442 46.59 0.064 2.99

XECDAL 437 15781 0011 -0.51

XIKXUL 442 40.73  -0.019 -0.90

XUQCOB 437 11749 0.044 2.10

YAMSIP 436 156.10 -0.021 -0.97

YEFTUZ 4.40 4932  -0.003 -0.14

YICHUN 4.43 51.40 0.026 1.27

7Z0ZVOZ 437 156.28 0.019 0.90

JOBHEO 441 82.45 0.044 207

QOCWAH 436 135778  -0.004 -0.19
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