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Gas-phase structures of sterically crowded disilanes studied by electron
diffraction and quantum chemical methods: 1,1,2,2-
tetrakis(trimethylsilyl)disilane and 1,1,2,2-
tetrakis(trimethylsilyl)dimethyldisilane

Jan Schwabedissen, Paul D. Lane, Sarah L. Masters, Karl Hassler and Derek A. Wann

Table S1 Experimental parameters from the GED analyses of 1 and 2.

1 2
Nozzle-to-film distance / mm  251.5 91.3 248.7 89.0
Thozze | K 431 464 466 480
Toample / K 412 443 431 448
As / nm! 1 2 1 2
Smin / N 20 80 20 80
swi /nm! 40 100 40 100
swy / nm! 129 310 129 310
Smax / M 150 340 150 360
Correlation parameter 0.432 0.364 0.479 0.472
Scale factor (k) 2.20(2) 2.403) 2.37(3) 3.09(4)
Electron wavelength / pm 6.18 6.18 6.18 6.18

Table S2 Least-squares correlation matrix (x100) for the GED refinement of 1.4
P Usi ko

Ps -50

P9 -50

Uiz 74
U133 50

@ Only values > 50% are included. k; is a scale factor.



Table S3 Least-squares correlation matrix (x100) for the GED refinement of 2.4

D3 Do P19 Uip7 Uaq7 Uess UgT4
Py -94 83 -62
py 100 -84 62
s -58
D7 -51 -58
Uiy 100 -51
Ues5 100 69

4 Only values > 50% are included.

Table S4 Calculated Cartesian coordinates [B3LYP/6-311G(2d,p); in pm] for all four
conformers of 1.7

la 1b
X y z X y z
Si(1) 109.61 52.67 47.57 Si(57) 110.45 46.43  -45.37
Si(2) -109.61 52.66  -47.57 Si(58)  -110.45 46.43 45.37
Si(3) -181.31 -144.70 -159.51 Si(59) -258.54 149.07 -109.96
Si(4) -266.59 14191 107.74 Si(60)  -200.92 -151.71 141.62
Si(5) 181.31 -144.70 159.51 Si(61) 258.54 149.07 109.96
Si(6) 266.59 141.91 -107.74 Si(62) 200.92 -151.71 -141.62
C(7) -49.25 -205.08 -280.71 C(63) -261.65 52.59 -272.58
H(8) 4497 -228.07 -230.64 H(64) -295.74 -50.14 -257.83
H(9) -83.27 -295.88 -331.45 H(65) -329.51 100.29 -343.94
H(10) -28.62 -130.04 -357.38 H(66) -162.58 48.84 -318.49
C(11)  -221.63 -284.61 -38.67 C(67) -434.49 156.79 -40.39
H(12) -258.90 -371.86 -93.19 H(68) -500.67 208.47 -110.58
H(13) -133.78 -316.26 17.96 H(69) -475.98 5723  -23.09
H(14)  -298.62 -255.07 33.01 H(70)  -437.55 211.24 54.30
C(15)  -337.07 -104.87 -259.34 C(71)  -200.61 325.73 -144.33
H(16)  -420.56 -75.78 -195.30 H(72) -200.75 38591 -53.14
H(17)  -319.20 -23.35 -329.84 H(73) -9943 327.36 -185.37
H(18)  -368.15 -192.59 -316.94 H(74) -266.95 37427 -216.57
C(19) -216.48 319.66 148.34 C(75) -69.21 -256.95 227.44
H(0) -116.02 324.13 190.92 H(76) 290 -297.60 156.24
H(21) -217.74 382.49 58.96 H(77) -13.90 -199.24 301.88
H((22) -285.80 363.26 220.94 H(78) -116.27 -341.33 278.84
C(23) -440.83 144.53 33.77 C(79) -327.15 -98.11 272.04
H(24) -443.27 197.70 -61.63 H(80) -279.72 -39.14 350.84
H(25) -479.15 43.64 16.86 H(81) -407.01 -37.51 228.69
H(26) -509.87 195.14 101.95 H(82) -373.26 -185.65 318.80
C(27) -271.05 41.42 267.78 C(83) -289.43 -258.82 13.18
H(28) -343.65 84.50 337.39 H(84) -330.43 -348.38 60.84
H(29) -299.95 -62.38 249.75 H(85) -372.50 -205.13 -33.22



H(30) -173.78 40.80 317.39 H(86) -222.30 -291.45 -66.52
C@31) 49.26 -205.06 280.72 C(87) 261.65 52.59 272.58
H(32) 83.28 -295.87 331.47 H(88) 329.51 100.29 343.94
H(33) 28.64 -130.02 357.39 H(89) 162.59 48.84 318.49
H(34) -4497 -228.05 230.66 H(90) 29574  -50.14 257.83
C(35) 221.62 -284.61 38.68 C91) 43449 156.80  40.39
H(36) 133.77 -316.26 -17.95 H(92) 475.98 57.24  23.08
H(37) 298.61 -255.08 -33.01 H(93) 437.55 211.24 -54.30
H(38) 258.89 -371.86 93.20 H(94) 500.67 208.47 110.58
C(39) 337.08 -104.86 259.33 C(95) 200.61 325.73 144.33
H(40) 368.16 -192.58 316.93 H(96) 26695 37427 216.57
H(41) 420.56  -75.77 195.28 H(97) 200.75 385.91 53.14
H(42) 319.21 -23.33 329.83 H(98) 99.43 327.36 185.37
C(43) 21648 319.66 -148.35 C(99) 69.21 -256.95 -227.44
H(44) 116.02 324.13 -190.93 H(100) -290 -297.60 -156.25
H(45) 217.74 38249 -58.97 H(101) 13.91 -199.23 -301.88
H(46) 285.79 363.26 -220.95 H(102) 116.27 -341.33 -278.84
C@47) 440.83 144.53 -33.78 C(103) 327.15 -98.11 -272.04
H(48) 44327 197.70 61.62 H(104) 279.73 -39.14 -350.84
H(49) 479.15 43.64 -16.86 H(105) 407.01 -37.52 -228.68
H(50) 509.87 195.14 -101.96 H(106) 373.26 -185.65 -318.80
C(51) 271.04 4141 -267.78 C(107) 289.43 -258.82 -13.18
H(52) 343.65 84.49 -337.39 H(108) 330.42 -348.39 -60.84
H(53) 29995 -62.38 -249.75 H(109) 372.49 -205.13 33.22
H(54) 173.78 40.79 -317.39 H(110) 222.30 -291.45 66.52
H(55) 103.86 155.01 156.92 H(111)  103.39 141.56 -160.90
H(56) -103.86 155.01 -156.93 H(112) -103.39 141.56 160.90
1c 1d
x ¥y z X y z
Si(113) 111.02 -43.63 -67.82 Si(169) 110.72 831 -45.15
Si(114) -111.02 43.63 -67.82 Si(170) -110.72 8.31 45.15
Si(115) -277.77 -124.59 -95.53 Si(171) -232.84 19399 -44.14
Si(116) -170.39  203.66 98.46 Si(172) -234.55 -195.46 43.23
Si(117)  277.77 12459 -95.53 Si(173) 232.85 193.98 44.14
Si(118)  170.39 -203.66 98.46 Si(174) 234.54 -195.47 -43.23
C(119) -329.06 -199.98 70.42 C(175) -183.08 228.39 -223.28
H(120) -373.39 -125.05 136.45 H(176) -199.43 140.81 -286.57
H(121) -403.62 -278.53 54.86 H(177) -243.27 310.34 -263.74
H(122) -244.44 -24473 123.03 H(178)  -77.96 256.33 -232.37
C(123) -430.60 -47.03 -175.85 C(179) -419.86 164.52 -42.02
H(124) -508.12 -122.90 -190.39 H(180) -471.05 253.66 -79.63
H(125) -473.04 32.80 -114.64 H(181) -449.02 80.57 -105.52



H(126) -406.46  -4.80 -273.66 H(182) -456.89 145.09  58.84
C(127) -215.82 -262.16 -209.40 C(183) -200.31 347.57  61.67
H(128) -185.24 -222.22 -306.38 H(184) -23537 332.14 164.01
H(129) -130.38 -315.17 -166.91 H(185) -94.41 37343  66.58
H(130) -295.37 -335.26 -226.88 H(186) -253.81 433.80  20.69
C(131)  -72.67 364.09  75.52 C(187) -144.64 -328.97 14282
H(132) 3456 349.89  90.22 H(188) -46.95 -354.16 101.46
H(133) -87.55 405.50 -24.48 H(189) -129.86 -296.65 246.16
H(134) -106.35 43893 147.92 H(190) -204.53 -420.55 144.94
C(135) -353.93 246.62  80.05 C(191) -401.16 -168.25 128.98
H(136) -377.15 281.94 -20.69 H(192) -388.10 -126.14 228.95
H(137) -41830 160.98 101.26 H(193) -466.43 -101.48  72.61
H(138) -380.66 32625 150.21 H(194) -452.79 -264.14 139.86
C(139) -142.08 14027 27432 C(195) -266.79 -257.29 -132.56
H(140) -176.08 214.81 346.85 H(196) -325.32 -349.70 -130.37
H(141) -19721 4791 293.50 H(197) -323.26 -183.81 -190.50
H(142) -36.43 120.82 293.80 H(198) -174.06 -277.82 -186.43
C(143) 329.06 199.98  70.42 C(199) 419.87 164.50  42.01
H(144) 403.62 278.53  54.86 H(200) 471.06 253.64  79.62
H(145) 24444 24473 123.03 H(201) 449.03  80.55 105.51
H(146) 373.39 125.05 136.45 H(202) 45690 14507 -58.85
C(147) 43060  47.02 -175.85 C(203) 200.33 347.56 -61.66
H(148) 473.04 -32.80 -114.64 H(204) 23538 332.13 -164.01
H(149) 40646  4.79 -273.66 H(205)  94.43 37343  -66.57
H(150) 508.12 122.90 -190.39 H(206) 253.83 433.79  -20.69
C(151) 215.82 262.16 -209.40 C(207) 183.10 228.38 223.28
H(152) 29537 33526 -226.88 H(208) 24329 31033 263.74
H(153) 18524 22222 -306.38 H(209)  77.98 25633 23237
H(154) 13038 315.17 -166.91 H(210) 199.44 140.80 286.57
C(155)  72.67 -364.09  75.52 CQ211) 144.62 -328.96 -142.83
H(156) -34.56 -349.88  90.22 HQ212)  46.92 -354.14 -101.49
H(157)  87.55 -405.50 -24.48 H(213) 129.86 -296.64 -246.18
H(158) 106.35 -438.93 147.92 H(214) 204.50 -420.55 -144.95
C(159) 353.93 -246.62  80.05 C(215) 401.15 -168.27 -128.96
H(160) 377.15 -281.94 -20.69 H(216) 388.11 -126.15 -228.93
H(161) 41830 -160.98 101.26 H(217) 466.44 -101.51 -72.59
H(162) 380.66 -326.25 150.21 H(218) 452.78 -264.17 -139.85
C(163) 142.08 -140.27 27432 C(219) 266.76 -257.31 132.56
H(164) 176.08 -214.81 346.85 H(220) 32529 -349.73 130.37
H(165) 19721 -47.91 293.50 H(221) 323.23 -183.83 190.51
H(166) 3643 -120.82 293.80 H(222) 174.03 -277.84 186.42
H(167) 11636 -121.13 -195.92 H(223) 94.62 37.06 -191.15
H(168) -116.36 121.13 -195.92 H(224) -94.62 37.06 191.15




@ Calculated sums of electronic and thermal free energies (ZPE corrected) using
B3LYP/6-311G(2d,p) =-2217.223362 (1a), -2217.220010 (1b), -2217.221171 (1c¢), and -
2217.216812 (1d) Hartrees.

Table S5 Calculated Cartesian coordinates [B3LYP-GD3/6-311G(2d,p); in pm] for all four
conformers of 1.4

la 1b
x ¥y z x ¥y z
Si(1) 59.01 103.01 62.52 Si(57) 107.71  -50.15 35.81
Si(2) -59.01 -103.01 62.52 Si(58) -107.71 50.15 35.81
Si(3) -171.77 -159.34 -137.91 Si(59) -91.37 245.04 168.80
Si(4) 86.44 -274.74 136.20 Si(60) -214.06 96.81 -170.26
Si(5) 171.77 159.34 -137.91 Si(61) 91.37 -245.04 168.80
Si(6) -86.44 27474 136.20 Si(62) 214.06 -96.81 -170.26
C(7) -282.01 -18.89 -199.55 C(63) 40.43 358.30 94.76
H(8) -225.98 73.12 -216.67 H(64) 14.46 388.46 -6.97
H(9) -329.80 -47.43 -293.77 H(65) 51.56 448.96 154.96
H(10)  -360.94 3.34 -12741 H(66) 137.36  308.06 91.23
C(11) -48.05 -204.99 -273.35 C(67) -25591 33799 174.76
H(12)  -100.93 -239.33 -362.75 H(68) -248.33 425.09 240.55
H(13) 13.95 -119.89 -302.04 H(69) -284.88 373.53 75.59
H(14) 18.43 -285.42 -240.92 H(70) -336.32 27432 212.38
C(15) -282.01 -309.14 -104.16 C(71) -40.43 197.36 344.29
H(16) -223.68 -395.98 -72.99 H(72) -115.11 132.81 391.09
H(17)  -354.45 -287.51 -25.28 H(73) 5471 143.72 344.08
H(18)  -337.63 -336.34 -194.38 H(74) -28.90 286.50 406.68
C(19) 130.37 -243.19 317.11 C(75) -199.63 -46.30 -292.79
H(20) 176.78 -145.07 329.44 H(76) -96.59  -62.58 -324.63
H(21) 41.38 -246.43 380.40 H(77) -236.24 -139.40 -248.83
H(22) 200.61 -318.77 353.51 H(78) -259.36 -25.60 -382.10
C(23) 5.84 -445.04 120.66 C(79) -397.56 125.37 -134.92
H(24) -90.55 -448.81 171.92 H(80)  -443.75 35.84 -92.65
H(25) -10.73 -471.43 15.95 H(81) -412.39 207.18 -64.13
H(26) 70.41 -521.70 164.55 H(82) -450.78 150.43 -227.19
C(27) 244.87 -273.68 33.46 C(83) -142.60 253.90 -247.34
H(28) 31243 -352.97 66.88 H(84) -187.47 272.27 -345.40
H(29) 22422 -289.70  -72.60 H(85) -163.54 340.69 -184.34
H(30) 297.34 -178.44 43.12 H(86) -3442  247.64 -260.54
C@3l1) 282.01 18.89 -199.55 C(87) -40.43 -358.30 94.76
H(32) 329.80 47.43 -293.77 H(88) -51.56 -448.96 154.96
H(33) 360.94 -3.34 -127.41 H(89) -137.36 -308.06 91.23
H(34) 22598 -73.12 -216.67 H(90) -14.46 -388.46 -6.97
C(3)5) 48.05 20499 -273.35 CO1) 25591 -337.99 174.76



H(36) -13.95 119.89 -302.04 H(92) 284.88 -373.53 75.59
H(37) -18.43 28542 -240.92 H(93) 336.32 -274.32 212.38
H(38) 100.93 239.33 -362.75 H(94) 248.33 -425.09 240.55
C(39) 282.01 309.14 -104.16 C(95) 4043 -197.36 344.29
H(40) 337.63 336.34 -194.38 H(96) 28.90 -286.50 406.68
H(41) 223.68 39598 -72.99 H(97) 115.11 -132.81 391.09
H(42) 354.45 287.51 -25.28 H(98) -54.71 -143.72 344.08
C(43) -130.37 243.19 317.11 C(99) 199.63 46.30 -292.79
H(44) -176.78 145.07 329.44 H(100) 96.59 62.58 -324.63
H(45) -41.38 24643 380.40 H(101) 236.24 139.40 -248.83
H(46) -200.61 318.77 353.51 H(102) 259.36 25.60 -382.10
C@47) -5.84 445.04 120.66 C(103) 397.56 -125.37 -134.92
H(48) 90.55 448.81 171.92 H(104) 44375 -35.84 -92.65
H(49) 10.73 471.43 15.95 H(105) 412.39 -207.18 -64.13
H(50) -70.41 521.70 164.55 H(106) 450.78 -150.43 -227.19
C(51)  -24487 273.68 33.46 C(107) 142.60 -253.90 -247.34
H(52) -312.43 352.97 66.88 H(108) 187.47 -272.27 -345.40
H(53) -224.22 289.70 -72.60 H(109) 163.54 -340.69 -184.34
H(54) -297.34 17844  43.12 H(110) 3442 -247.64 -260.54
H(55) 165.69 89.81 166.82 H(111) 198.14  45.60 106.95
H(56) -165.69 -89.81 166.82 H(112) -198.14 -45.60 106.95
1c 1d
x ¥y z X y z
Si(113)  -50.50 -107.43 -83.33 Si(169) -3.60 118.95 5.99
Si(114) 50.50 107.43 -83.33 Si(170) 3.60 -118.95 5.99
Si(115) -111.90 279.79 -81.01 Si(171) -117.43 -197.23 195.45
Si(116) 216.28 146.17 82.05 Si(172)  -62.62 -223.42 -196.32
Si(117)  111.90 -279.79  -81.01 Si(173) 117.43 197.23 195.45
Si(118) -216.28 -146.17 82.05 Si(174) 62.62 22342 -196.32
C(119) -174.48 304.30 95.83 C(175) -263.52 -82.55 229.68
H(120)  -93.56 337.54 161.34 H(176) -331.98 -80.25 144.50
H(121) -253.26 380.13 98.90 H(177) -319.59 -117.35 316.94
H(122) -215.22 212.08 137.70 H(178) -231.26 19.95 248.58
C(123) -36.10 442.06 -141.28 C(179) -186.18 -371.37 169.22
H(124) -111.36 521.50 -141.03 H(180) -234.95 -405.84 260.92
H(125) 46.83 47395 -77.88 H(181) -260.59 -373.25 89.29
H(126) 1.67 431.92 -243.30 H(182) -107.63 -442.87 143.96
C(127) -256.03 23597 -194.84 C(183) -3.60 -203.08 346.27
H(128) -221.89 227.47 -298.30 H(184) 7828 -273.59 329.99
H(129) -302.25 141.08 -167.29 H(185) 40.38 -105.85 368.86
H(130) -333.02 313.64 -191.06 H(186)  -59.39 -236.02 434.45
C(131) 375.82 53.00 4242 C(187) 61.39 -186.30 -334.16



H(132) 362.12 -55.15  46.46 H(188)  71.97 -79.83 -354.68

H(133) 412,70 7841 -57.23 H(189) 160.05 -225.11 -307.60
H(134) 45343  79.62 114.83 H(190)  30.01 -235.44 -426.76
C(135) 256.03 331.08 85.36 C(191)  -64.89 -411.37 -175.93
H(136) 28642 367.52 -13.04 H(192)  31.24 -44839 -139.47
H(137) 169.62 389.59 117.61 H(193) -142.12 -444.19 -106.32
H(138) 337.80 350.80 155.34 H(194) -84.31 -458.66 -272.70
C(139) 157.72 9625 254.43 C(195) -235.65 -165.64 -245.40
H(140) 23551 11847 328.09 H(196) -266.13 -210.62 -340.33
H(141)  67.72 15094 283.36 H(197) -308.84 -194.81 -169.62
H(142) 13520 -10.33  260.51 H(198) -240.63 -57.14 -256.28
C(143) 174.48 -304.30  95.83 C(199) 186.18 37137 169.22
H(144) 25326 -380.13  98.90 H(200) 234.95 405.84 260.92
H(145) 21522 -212.08 137.70 H(201) 260.59 373.25  89.29
H(146)  93.56 -337.54 161.34 H(202) 107.63 442.87 143.96
C(147)  36.10 -442.06 -141.28 C(203) 3.60 203.08 346.27
H(148) -46.83 -473.95 -77.88 H(204) -78.28 273.59 329.99
H(149)  -1.67 -431.92 -243.30 H(205) -40.38 105.85 368.86
H(150) 111.36 -521.50 -141.03 H(206)  59.39 236.02 434.45
C(151)  256.03 -235.97 -194.84 C(207) 263.52  82.55 229.68
H(152) 333.02 -313.64 -191.06 H(208) 319.59 117.35 316.94
H(153) 221.89 -227.47 -298.30 H(209) 23126 -19.95 248.58
H(154) 302.25 -141.08 -167.29 H(210) 331.98 8025 144.50
C(155) -375.82 -53.00 42.42 C211) -61.39 18630 -334.16
H(156) -362.12  55.15  46.46 H(212) -71.97  79.83 -354.68
H(157) -412.70 -7841 -57.23 H(213) -160.05 225.11 -307.60
H(158) -453.43 -79.62 114.83 H(214) -30.01 23544 -426.76
C(159) -256.03 -331.08  85.36 C(215)  64.89 41137 -175.93
H(160) -286.42 -367.52 -13.04 H(216) -31.24 44839 -139.47
H(161) -169.62 -389.59 117.61 HQ217) 142.12 444.19 -106.32
H(162) -337.80 -350.80 155.34 H(218) 8431 458.66 -272.70
C(163) -157.72 -9625 254.43 C(219) 235.65 165.64 -245.40
H(164) -235.51 -118.47 328.09 H(220) 266.13 210.62 -340.33
H(165) -67.72 -150.94 283.36 H(221) 308.84 194.81 -169.62
H(166) -13520 1033  260.51 H(222) 240.63  57.14 -256.28
H(167) -121.81 -116.98 -214.58 H(223) -146.76 157.11  26.55
H(168) 121.81 11698 -214.58 H(224) 14676 -157.11  26.55

@ Calculated sums of electronic and thermal free energies (ZPE corrected) using
B3LYP/6-311G(2d,p) =-2217.277067 (1a), -2217.276579 (1b), -2217.274961 (1¢), and -
2217.273514 (1d) Hartrees.



Table S6 Calculated Cartesian coordinates [B3LYP/6-311G(2d,p); in pm] for all four
conformers of 2.

2a 2b
x y z x y z
Si(1) -112.65 41.55 -62.96 Si(63) -110.53 4414 -52.24
Si(2) 112.65 -41.55 -62.96 Si(64) 110.37 -51.12  -46.68
Si(3) 275.65 13341 -58.50 Si(65) 273.48 106.52 -122.86
Si(4) 165.68 -205.73 102.63 Si(66) 177.44 -147.78 161.14
Si(5) -275.64 -133.41 -58.51 Si(67) -273.94 -121.76 -107.46
Si(6) -165.69 205.73 102.62 Si(68) -176.77 167.67 141.27
C(7) 302.17 203.87 115.33 C(69) 261.48 27430 -36.38
H(8) 339.52 127.61 184.10 H(70) 274.81 265.54 71.66
H(9) 376.03 284.56 112.45 H(71) 339.20 34143 -74.13
H(10) 210.37 244.82 157.98 H(72) 164.89 322.00 -54.01
C(11) 441.78 65.56 -119.68 C(73) 449.18 40.52  -95.87
H(12) 51641 145.62 -120.73 H(74) 521.58 108.49 -141.91
H(13) 479.75 -1449 -55.97 H(75) 474.16 32.84 10.18
H(14) 433.99 26.55 -221.45 H(76) 463.23 -58.01 -140.91
C(15) 229.36  275.24 -175.30 C(77) 25248 133.83 -309.20
H(16) 216.17 239.61 -277.77 H(78) 262.08 40.24 -364.77
H(17) 137.34 325.61 -145.28 H(79) 155.35 177.35 -333.43
H(18) 309.29 350.00 -176.52 H(80) 329.73  202.11 -345.92
C(19) 89.29 -373.32 57.87 C(81) 4410 -260.61 234.10
H(20) -19.79 -371.87 61.21 H(82) -49.15 -207.27 253.21
H(21) 119.29 -405.58 -42.12 H(83) 21.46 -344.15 167.46
H(22) 123.40 -44945 128.72 H(84) 78.70 -302.62 329.06
C(23) 353.25 -23291 109.71 C(85) 330.19 -255.84 130.77
H(24) 390448 -259.36 12.05 H(86) 309.66 -334.10 57.33
H(25) 406.47 -144.63 145.78 H(87) 415.39 -197.83 94.85
H(26) 375.68 -315.20 178.31 H(88) 360.15 -304.93 223.88
C(27) 108.15 -158.42 276.40 C(89) 222,55 -17.65 291.08
H(28) 137.44 -23598 347.81 H(90) 25748 -66.68 382.47
H(29) 152.63 -64.35 309.63 H(1) 302.46 48.28 256.42
H(30) -0.33 -147.49 281.78 H(92) 137.08 4477 317.94
C@31) -302.17 -203.87 115.33 C(93) -260.24 -279.68 -4.14
H(32) -376.03 -284.55 112.45 H(94) -338.19 -350.43 -34.04
H@33) -210.37 -244.81 15798 H@O5) -163.79 -329.03 -17.65
H(34) -339.53 -127.61 184.10 H(96) -272.66 -259.94 102.57
C(35) -441.77 -65.57 -119.69 C(97) -449.75 -5434 -85.08
H(36) -479.75 14.48 -55.99 H(98) -473.07 -34.83 19.82
H@37) -433.97 -26.57 -221.46 H(99) -465.50 38.31 -140.76
H(38) -516.40 -145.64 -120.75 H(100) -522.17 -127.70 -121.87
C(39) -22933 -275.24 -175.29 C(101) -255.73 -168.48 -290.29



H(40) -309.26 -350.01 -176.51 H(102) -334.68 -238.63 -319.00
H(41) -216.14 -239.62 -277.77 H(103) -264.33 -80.88 -355.04
H(42) -137.32 -325.61 -145.26 H(104) -159.75 -216.15 -311.10
C(43) -89.32 373.34 57.85 C(105) -4546 29394 192.84
H(44) 19.76  371.90 61.18 H(106) 49.70 247.00 218.26
H(45) -119.34 405.58 -42.13 H(107) -26.42 366.31 113.28
H(46) -123.45 44946 128.70 H(108) -79.86 349.60 280.57
C@7) -35326 232.89 109.73 C(109) -333.51 265.90 99.98
H(48) -394.51 259.32 12.06 H(110) -316.96 334.34 16.42
H(49) -406.46 144.60 145.81 H(111) -417.33 201.05 73.93
H(50) -375.69 315.18 178.32 H(112) -363.41 326.05 186.38
C(51) -108.13 158.44 276.39 C(113) -214.48 57.02 290.18
H(52) -137.43 236.00 347.81 H(114) -249.27 118.10 374.04
H(53) -152.59 64.37 309.63 H(115) -292.62 -16.07 267.99
H(54) 0.35 147.52 281.76 H(116) -126.19 2.32 323.81
C(55) -137.31 127.33 -233.04 C(117) -118.89 169.30 -197.86
C(56) 137.31 -127.33 -233.04 C(118) 118.11 -194.45 -174.45
H(57) -67.58 210.12 -247.03 H(119)  -52.82 254.78 -181.89
H(58) -122.29 56.92 -315.21 H(120)  -90.47 122.36 -292.26
H(59) -238.71 167.11 -241.72 H(121) -220.49 207.88 -209.41
H(60) 67.57 -210.12 -247.02 H(122) 52.24 -276.96 -146.67
H(61) 12230 -56.93 -315.20 H(123) 89.17 -160.67 -274.17
H(62) 238.71 -167.11 -241.71 H(124) 219.74 -234.12 -180.96
2¢ 2d
x ¥y z X y z
Si(125) -246.61 42.69 0.17 Si(187) -112.19 -24.09 -45.64
Si(126) -149.85 144.82 -194.46 Si(188) 112.19  -24.09 45.64
Si(127) -195.85 380.01 -205.79 Si(189) 253.34 -166.81 -84.77
Si(128) 88.03 124.06 -212.85 Si(190) 221.02 186.57 77.56
Si(129) -480.33 -3.92  -29.19 Si(191) -253.34 -166.81 84.77
Si(130) -147.45 -164.66 67.15 Si(192) -221.02 186.56 -77.56
C(131) -70.93 47843 -102.75 C(193) 264.81 -113.35 -266.03
H(132) 31.26 466.62 -139.27 H(194) 296.39 -9.19 -275.49
H(133) -95.39 585.01 -106.89 H(195) 33844 -175.12 -318.37
H(134) -72.56 448.28 2.26 H(196) 169.48 -124.22 -317.99
C(135) -182.93 43594 -386.45 C(197) 429.66 -167.05 -14.91
H(136) -201.72 543.50 -393.86 H(198) 489.99 -241.56 -67.71
H(137) -84.34 416.40 -429.01 H(199) 47846 -70.19 -27.64
H(138) -256.84 385.19 -448.94 H(200) 431.90 -192.10 91.40
C(139) -367.89 430.69 -145.24 C(201) 191.33 -345.68 -77.52
H(140) -447.31 386.91 -205.89 H(202) 191.88 -383.53 24.99
H(141) -385.27 402.07 -41.30 H(203) 89.77 -35596 -116.13



H(142)
C(143)
H(144)
H(145)
H(146)
C(147)
H(148)
H(149)
H(150)
C(151)
H(152)
H(153)
H(154)
C(155)
H(156)
H(157)
H(158)
C(159)
H(160)
H(161)
H(162)
C(163)
H(164)
H(165)
H(166)
C(167)
H(168)
H(169)
H(170)
C(171)
H(172)
H(173)
H(174)
C(175)
H(176)
H(177)
H(178)
C(179)
C(180)
H(181)
H(182)
H(183)
H(184)

-377.45
139.90
116.77

90.93
247.93
151.30
103.42
135.07
258.98
178.78
286.80
159.06
150.21

-506.26

-613.30

-459.48

-465.94

-563.13

-519.30

-555.25

-669.61

-574.87

-679.32

-573.97

-534.36

24.98

97.09

22.47

62.81

-252.47

-262.99

-352.68

-204.45

-135.21
-88.64

-233.72
-75.07

-226.70

-222.98

-121.38

-278.46

-267.52

-203.06

539.55
-53.43
-123.73
-89.07
-57.21
231.56
205.49
338.08
216.25
178.62
167.55
283.37
119.07
-170.01
-188.04
-171.66
-253.59
-12.19
-89.20
83.20
-34.87
125.69
94.46
223.50
137.55
-139.46
-102.55
-68.71
-234.56
-243.74
-177.57
-269.84
-335.75
-288.81
-381.50
-314.21
-250.64
162.14
60.58
184.69
256.79
117.93
-46.84

-151.60
-254.27
-174.16
-345.24
-271.39
-355.84
-450.54
-338.27
-368.20
-55.88
-69.51
-32.26
31.01
-116.63
-130.51
-215.36
-59.15
141.16
204.93
193.89
129.89
-129.63
-139.46
-81.34
-230.34
141.47
68.45
224.73
180.23
203.94
290.26
169.37
238.69
-75.22
-40.35
-114.84
-157.91
148.87
-350.48
167.16
132.00
240.04
-349.94
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H(204)
C(205)
H(206)
H(207)
H(208)
C(209)
H(210)
H211)
H(212)
C(213)
H(214)
H(215)
H(216)
C(217)
H(218)
H(219)
H(220)
C(221)
H(222)
H(223)
H(224)
C(225)
H(226)
H(227)
H(228)
C(229)
H(230)
H(231)
H(232)
C(233)
H(234)
H(235)
H(236)
C(237)
H(238)
H(239)
H(240)
C(241)
C(242)
H(243)
H(244)
H(245)
H(246)

256.44
110.45
22.63
75.76
167.08
371.75
342.73
445.52
421.10
281.95
325.60
359.37
201.84
-264.79
-338.43
-169.46
-296.37
-429.66
-478.46
-431.91
-489.99
-191.34
-256.44
-191.89
-89.78
-110.46
-22.63
-75.777
-167.09
-371.76
-342.75
-445.53
-421.12
-281.94
-325.59
-359.36
-201.82
-109.78
109.78
-51.73
-67.53
-211.54
51.73

-410.52
310.18
339.21
268.74
401.09
159.81
118.39

92.68
255.69
263.99
362.47
202.16
276.86

-113.36

-175.13

-124.23

-9.20

-167.04
-70.18

-192.08

-241.55

-345.68

-410.53

-383.53

-355.97
310.18
339.21
268.73
401.09
159.81
118.38

92.67
255.69
264.00
362.47
202.17
276.87

-99.61
-99.61
-37.96

-200.23

-105.87
-37.96

-136.95
169.19
111.52
264.19
191.69
189.51
286.38
145.27
208.27
-84.05
-64.81
-130.13
-157.06
266.04
318.37
317.99
275.51
14.92
27.66
-91.39
67.72
77.50
136.94
-25.00
116.11
-169.20
-111.54
-264.21
-191.70
-189.50
-286.37
-145.25
-208.26
84.05
64.81
130.14
157.05
-222.20
222.19
-291.15
-223.77
-261.50
291.15



H(185) -331.13  74.24 -356.79 H(247)  67.53 -200.23 223.77
H(186) -179.10 101.98 -441.57 H(248) 211.54 -105.87 261.50

@ Calculated sums of electronic and thermal free energies (ZPE corrected) using
B3LYP/6-311G(2d,p) =-2295.830238 (2a), -2295.828696 (2b), -2295.827580 (2¢), and
-2295.826384 (2d) Hartrees.

11



Table S7 Calculated Cartesian coordinates [B3LYP-GD3/6-311G(2d,p); in pm] for all four
conformers of 2.

2a 2b
x y z x y z
Si(1) -43.44 -110.60 -67.05 Si(63) -111.52 -41.33 -41.33
Si(2) 4344 110.60 -67.05 Si(64) 111.52 41.33 41.33
Si(3) -130.52  271.17 -56.87 Si(65) 111.52 27124 271.24
Si(4) 203.73 160.41 100.73 Si(66) 232.00 10.42 10.42
Si(5) 130.52 -271.17 -56.87 Si(67) -111.52 -271.24 -271.24
Si(6) -203.73 -160.41 100.73 Si(68)  -232.00 -10.42 -10.42
C(7) -192.02 291.78 120.84 C(69) -16.36 370.88 370.88
H(8) -111.93 32825 185.63 H(70) 1.72 365.64 365.64
H(9) -274.16 363.88 125.39 H(71) -12.29 476.13 476.13
H(10)  -22798 197.51 162.56 H(72) -117.75 334.82 334.82
C(11) -65.87 438.05 -118.35 C(73) 281.26 349.02 349.02
H(12) -145.66 51290 -116.15 H(74) 283.31 451.57 451.57
H(13) 16.61 47485 -57.10 H(75) 304.17 352.69 352.69
H(14) -30.23  430.40 -221.38 H(76) 361.12 293.31 293.31
C(15) -275.25 222.61 -168.55 C(77) 73.37 286.41 286.41
H(16) -242.17 211.05 -272.07 H(78) 146.26 231.32 231.32
H(17) -321.17 128.72 -137.41 H(79) -25.80 247.28 247.28
H(18)  -352.47 300.11 -166.66 H(80) 76.67 391.20 391.20
C(19) 369.99 78.71 62.23 C(81) 22391 -167.17 -167.17
H(20) 365.10 -29.98 70.49 H(82) 121.65 -199.43 -199.43
H(21) 404.03 103.23  -38.67 H(83) 267.31 -237.01 -237.01
H(22) 44594 114.10 132.60 H(84) 280.71 -175.64 -175.64
C(23) 232.33  347.57 104.04 C(85) 414.12 48.69 48.69
H(24) 260.30 386.05 5.69 H(86) 453.65 -16.59 -16.59
H(25) 142.75 400.88 136.64 H(87) 428.68 151.95 151.95
H(26) 313.02 372.04 173.77 H(88) 473.88 32.56 32.56
C(27) 149.13 107.50 273.50 C(89) 170.51 127.00 127.00
H(28) 225.71  134.62 346.79 H(90) 235.10 120.11 120.11
H(29) 56.07 156.62 302.71 H(1) 170.71  230.97 230.97
H(30) 133.18 -0.23  279.83 H(92) 68.95 102.19 102.19
C@3l1) 192.02 -291.78 120.84 C(93) 16.36 -370.88 -370.88
H(32) 274.16 -363.88 125.39 H(94) 12.29 -476.13 -476.13
H(33) 22798 -197.51 162.56 H(95) 117.75 -334.82 -334.82
H(34) 111.93 -328.25 185.63 H(96) -1.72 -365.64 -365.64
C(3)5) 65.87 -438.05 -118.35 C(97) -281.26 -349.02 -349.02
H(36) -16.61 -474.85 -57.10 HO8) -304.17 -352.69 -352.69
H(37) 30.23 -430.40 -221.38 H©99) -361.12 -293.31 -293.31
H(38) 145.66 -512.90 -116.15 H(100) -283.31 -451.57 -451.57
C39) 275.25 -222.61 -168.55 C(101)  -73.37 -286.41 -286.41
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H(40) 352.47 -300.11 -166.66 H(102) -76.67 -391.20 -391.20
H(41) 242.17 -211.05 -272.07 H(103) -146.26 -231.32 -231.32
H(42) 321.17 -128.72 -137.41 H(104) 25.80 -247.28 -247.28
C43) -369.99 -78.71 62.23 C(105) -22391 167.17 167.17
H(44) -365.10  29.98 70.49 H(106) -121.65 199.43 199.43
H(45) -404.03 -103.23 -38.67 H(107) -267.31 237.01 237.01
H(46) -44594 -114.10 132.60 H(108) -280.71 175.64 175.64
C@47) -232.33 -347.57 104.04 C(109) -414.12 -48.69 -48.69
H(48) -260.30 -386.05 5.69 H(110) -453.65 16.59 16.59
H(49) -142.75 -400.88 136.64 H(111) -428.68 -151.95 -151.95
H(50) -313.02 -372.04 173.77 H(112) -473.88 -32.56 -32.56
C(51)  -149.13 -107.50 273.50 C(113) -170.51 -127.00 -127.00
H(52) -225.71 -134.62 346.79 H(114) -235.10 -120.11 -120.11
H(53) -56.07 -156.62 302.71 H(115) -170.71 -230.97 -230.97
H(54) -133.18 0.23 279.83 H(116)  -68.95 -102.19 -102.19
C(55) -130.52 -133.99 -236.27 C(117) -210.30  47.87 47.87
C(56) 130.52 133.99 -236.27 C(118) 21030 -47.87 -47.87
H(57) -212.74 -63.28 -248.65 H(119) -218.80 154.93 154.93
H(58) -60.40 -118.61 -318.61 H(120) -162.04 35.25 35.25
H(59) -171.01 -235.08 -245.28 H(121) -311.39 7.00 7.00
H(60) 212.74 63.28 -248.65 H(122) 218.80 -154.93 -154.93
H(61) 60.40 118.61 -318.61 H(123) 162.04 -3525 -35.25
H(62) 171.01 235.08 -245.28 H(124) 311.39 -7.00 -7.00
2¢ 2d
x ¥y z X y z
Si(125) 536 118.66 -13.72 Si(187) -108.30 -50.88  -20.58
Si(126) -5.36 -118.66 -13.72 Si(188) 108.30 50.88  -20.58
Si(127) 134.09 -211.93 -182.48 Si(189) 108.30 23398 -172.07
Si(128) 70.18 -215.24 189.82 Si(190) 192.74 123.71 188.88
Si(129) -134.09 21193 -182.48 Si(191) -108.30 -233.98 -172.07
Si(130) -70.18 21524 189.82 Si(192) -192.74 -123.71 188.88
C(131) 31342 -217.39 -122.31 C(193) -11.35 370.13 -118.47
H(132) 32549 -282.87 -35.83 H(194) 10.22 404.77 -17.17
H(133) 37835 -254.95 -201.96 H(195) -2.87 456.01 -185.73
H(134) 348.97 -117.93 -94.32 H(196) -114.92 335.88 -120.75
C(135) 75.56 -388.25 -218.58 C(197) 281.57 309.56 -182.69
H(136) 140.21 -435.43 -293.18 H(198) 285.74 381.79 -264.78
H(137) 76.56 -450.45 -128.88 H(199) 307.80 362.26 -90.75
H(138) -26.36 -388.14 -258.05 H(200) 358.07 233.74 -200.93
C(139) 134.09 -117.59 -346.18 C(201) 61.14 176.80 -346.07
H(140) 35.68 -117.55 -393.19 H(202) 131.27 101.89 -383.55
H(141) 16524 -13.73 -333.30 H(203) -38.74 133.02 -349.18
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H(142)
C(143)
H(144)
H(145)
H(146)
C(147)
H(148)
H(149)
H(150)
C(151)
H(152)
H(153)
H(154)
C(155)
H(156)
H(157)
H(158)
C(159)
H(160)
H(161)
H(162)
C(163)
H(164)
H(165)
H(166)
C(167)
H(168)
H(169)
H(170)
C(171)
H(172)
H(173)
H(174)
C(175)
H(176)
H(177)
H(178)
C(179)
C(180)
H(181)
H(182)
H(183)
H(184)

204.31
-55.94
-69.18

-153.68
-22.81
95.13
3.45

173.69
123.73

235.27

266.34
313.74

229.11

-313.42
-378.35
-348.97
-325.49
-75.56
-76.56
26.36
-140.21
-134.09
-204.31
-35.68
-165.24
55.94
69.18
153.68
22.81
-95.13
-3.45
-173.69
-123.73
-235.27
-266.34
-313.74
-229.11
186.71
-186.71

251.75

223.98
195.85

-251.75

-165.25
-194.47
-90.30
-233.73
-250.01
-401.69
-450.46
-423.76
-447.36
-139.72
-179.73
-162.58
-31.17
217.39
254.95
117.93
282.87
388.25
450.45
388.14
435.43
117.59
165.25
117.55
13.73
194.47
90.30
233.73
250.01
401.69
450.46
423.76
447.36
139.72
179.73
162.58
31.17
172.37
-172.37
132.62
136.05
281.23
-132.62

-415.27
329.35
358.62
300.17
417.62
167.33
133.27

94.82
262.56
242.70
339.67
170.34
251.72

-122.31

-201.96
-94.32
-35.83

-218.58

-128.88

-258.05

-293.18

-346.18

-415.27

-393.19

-333.30
329.35
358.62
300.17
417.62
167.33
133.27

94.82
262.56
242.70
339.67
170.34
251.72
-42.46
-42.46

35.80

-138.47
-41.88

35.80
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H(204)
C(205)
H(206)
H(207)
H(208)
C(209)
H(210)
H211)
H(212)
C(213)
H(214)
H(215)
H(216)
C(217)
H(218)
H(219)
H(220)
C(221)
H(222)
H(223)
H(224)
C(225)
H(226)
H(227)
H(228)
C(229)
H(230)
H(231)
H(232)
C(233)
H(234)
H(235)
H(236)
C(237)
H(238)
H(239)
H(240)
C(241)
C(242)
H(243)
H(244)
H(245)
H(246)

62.97
196.09
96.62
250.85
247.42
373.00
433.23
382.52
416.18
96.30
129.21
113.12
-11.19
11.35
2.87
114.92
-10.22
-281.57
-307.80
-358.07
-285.74
-61.14
-62.97
-131.27
38.74
-196.09
-96.62
-250.85
-247.42
-373.00
-433.23
-382.52
-416.18
-96.30
-129.21
-113.12
11.19
-238.80
238.80
-246.75
-214.42
-337.03
246.75

261.66
-16.92
-50.97

-102.94
16.21
176.70
94.79

261.44

205.74

270.96

294.34
359.66

252.34

-370.13
-456.01
-335.88
-404.77
-309.56
-362.26
-233.74
-381.79
-176.80
-261.66
-101.89
-133.02

16.92

50.97

102.94

-16.21

-176.70
-94.79
-261.44
-205.74
-270.96
-294.34
-359.66
-252.34
74.36

-74.36
160.45
111.33

26.76
-160.45

-415.14
315.47
343.93
276.06
406.25
165.39
125.34

97.37
261.65
257.80
359.47
196.25
260.72

-118.47

-185.73

-120.75
-17.17

-182.69
-90.75

-200.93

-264.78

-346.07

-415.14

-383.55

-349.18
315.47
343.93
276.06
406.25
165.39
125.34

97.37
261.65
257.80
359.47
196.25
260.72
-84.10
-84.10
-17.39

-183.84
-88.97
-17.39



H(185) -223.98 -136.05 -138.47 H(247) 21442 -111.33 -183.84

H(186) -195.85 -281.23 -41.88 H(248) 337.03 -26.76  -88.97
@ Calculated sums of electronic and thermal free energies (ZPE corrected) using
B3LYP/6-311G(2d,p) = -2295.89809 (2a), -2295.897428 (2b), -2295.896297 (2¢), and
-2295.895136 (2d) Hartrees.

Model descriptions for use in GED refinements

Similar models were used to describe both 1 and 2, with all conformers constructed
assuming C, symmetry in accordance with the calculations. For simplicity this description
details the model for the most abundant conformer (a) of each molecule, and hence the
atom numbering describes this conformer (see Figure 1). The numbering of subsequent
conformers can be obtained by adding multiples of 56 for 1, and 62 for 2. All methyl
groups are constructed assuming local C; symmetry

The model consists of 31 parameters for 1 and 32 parameters for 2, with the additional
parameter being used to describe the methyl group in 2. All parameters apply to each
conformer, except for the gJRSiSiR dihedral angle, which is unique to a given conformer.
The silicon backbone was modelled using an 7Si—Si mean distance and the
ZSi(1)Si(2)Si(5) and £Si(1)Si(2)Si(6) angles. The differences in Si—Si distances were

accounted for by using fixed (non-refinable) differences as follows.

Distance corrections for 1a applied to parameter 1 in Table S6:

rSi(1)-Si(2) = rSi—Si mean + 0.5 pm
rSi(1)-Si(5) = rSi—Si mean — 0.1 pm
rSi(1)-Si(6) = rSi—Si mean — 0.1 pm

Distance corrections for 2a applied to parameters in Table S7:

rSi(1)-Si(2) = rSi—Si mean + 0.4 pm

rSi(1)-Si(5) = rSi—Si mean — 0.3 pm

rSi(1)-Si(6) = rSi—Si mean

These differences were determined from calculations at the B3LYP/6-311G(2d,p) level of
theory. The central hydrogen atoms (1) or carbon atoms for the methyl groups (2) were
positioned using the »Si(1)-R(55) distance and the ¥R(55)Si(1)Si(2) angle. For 2 the methyl
groups are constructed using the »C—H mean distance and the #Si(2)Si(1)C(55)H(59)
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dihedral angle. The C—H distance was found to be shorter than for the C—H distances in the
trimethylsilyl groups, and so a fixed difference of —0.1 pm was applied.

The trimethylsilyl branch on Si(5) was constructed using the parameters »Si—C mean, »C—H
mean, /SiCH mean, and the dihedral angles  #Si(1)Si(5)C(31)H(32),
#Si(1)Si(5)C(35)H(36), #Si(1)Si(5)C(39)H(40), for the methyl groups based on C(31),
C(35), and C(39), respectively.

The methyl groups were oriented with respect to the backbone using angles
ZSi(DSiI(5)C(31), £Si(1)Si(5)C(35), and £Si(1)Si(5)C(39), and were positioned with
respect to each other using angles ZC(31)Si(5)C(35) and ZC(31)Si(5)C(39). The group
was then oriented to the central Si—Si bond using the dihedral angle ¢Si(2)Si(1)Si(5)C(31).
The same method was used to construct the trimethylsilyl branch on Si(6), again using »Si—
C mean, »C-H mean, ZSiCH mean, and the dihedral angles ¢#Si(1)Si(6)C(43)H(44),
#Si(1)Si(6)C(47)H(48), and ¢Si(1)Si(6)C(51)H(52) for the methyl groups based on C(43),
C(47) and C(51), respectively. The methyl groups were oriented with respect to the
backbone using angles £Si(1)Si(6)C(43), £Si(1)Si(6)C(47), and £Si(1)Si(6)C(51), and
were positioned with respect to each other using angles ZC(43)Si(5)C(47) and
ZC(43)Si(5)C(51). The group was then oriented to the central Si—Si bond using the
dihedral angle ¢Si(2)Si(1)Si(6)C(43). The differences in Si—C distances observed in the
calculations [B3LYP/6-311G(2d,p)] are accounted for using the fixed (non-refinable)

differences listed below.

Distance corrections for 1a applied to parameter 2 in Table S6:

rSi(5)—-C(35) = rSi—C mean + 0.1 pm
rSi(5)-C(35) = rSi—C mean + 0.1 pm
rSi(5)—-C(39) = rSi—C mean + 0.1 pm
rSi(6)—C(43) = rSi—C mean — 0.1 pm
rSi(6)—-C(47) = rSi—C mean + 0.2 pm
rSi(6)—C(51) = rSi—C mean — 0.1 pm

Distance corrections for 2a applied to parameters in Table S7:

rSi(6)—C(47) = rSi—C mean + 0.2 pm
rSi(6)—-C(51) = rSi—C mean — 0.4 pm
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The two halves of the molecule separated by the Si(1)-Si(2) bond are identical, and are
related by C, symmetry. They are oriented with respect to one another using dihedral
angles specific to each conformer [@R(55)Si(2)Si(1)R(56) for the most abundant
conformer].

The less abundant conformers are modeled using the same method; the only parameter that
is different for each conformer is the central dihedral angle [¢#RSiSiR]. Fixed (non-
refinable) differences are applied to account for slight differences in bond lengths and
angles between individual conformers and the most abundant conformer. These values are
found by comparing the calculated structure of the conformers using B3LYP/6-311G(2d,p)
level of theory (coordinates in Tables S4 and S5).
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Table S8 Refined (7,;) and calculated (7.) parameters values and their SARACEN restraints
used in the three-conformer least-squares refinement of 1.4

Parameter T b 7o © Restraint
2 rSi—Si mean 236.7(1) 237.4 —
P2 rSi—C mean 188.8(1) 188.9 —
D3 rSi(1)-H(55) 150.1(17) 149.8 2.2
)2 rC—H mean 109.1(2) 109.3 0.9
Ds Z8Si(2)Si(1)Si(6) 110.6(8) 108.9 0.9
)25 ZSi(2)Si(1)Si(5) 117.1(5) 116.3 0.5
D7 ZH(55)Si(1)Si(2) 106.0(6) 106.4 0.6
s /SiCH mean 111.8(3) 111.1 0.6
Po ZSi(1)Si(5)C(31) 112.4(4) 112.2 0.4
Pio ZSi(1)Si(5)C(35) 112.5(6) 112.2 0.6
P ZSi(1)Si(5)C(39) 108.5(5) 108.4 0.5
P12 ZC(31)Si(5)C(35) 109.1(2) 109.1 0.2
P13 ZC@B1)Si(5)C(39) 108.4(2) 108.4 0.2
Dia ZSi(1)Si(6)C(43) 108.8(5) 108.7 0.2
Pis ZSi(1)Si(6)C(47) 111.4(5) 111.5 0.6
Pis ZSi(1)Si(6)C(51) 110.2(4) 110.0 0.4
P17 ZC(43)Si(6)C(47) 111.5(3) 109.2 0.3
Pis ZC(43)Si(6)C(51) 109.0(1) 109.0 0.1
P19 ZH(55)Si(1)Si(5) 103.9(10) 105.7 1.2
P20 ZH(55)Si(1)Si(6) 104.3(9) 106.5 1.3
P21 #Si(2)Si(1)Si(5)C(31) -51.2(12) -51.0 1.2
y25) #Si(2)Si(1)Si(6)C(43) 69.6(19) 66.0 5.4
P23 gH(56)Si(2)Si(1)H(55) 87.4(17) 87.1 1.7
D2 gH(112)Si(58)Si(57)H(111) -116.2(44)  -120.7 5.0
DPas gH(168)Si(114)Si(113)H(167) -53.8(42) -49.5 4.0
P26 #Si(1)Si(5)C(31)H(32) 178.1(9) 178.2 0.9
D27 #Si(1)Si(5)C(35)H(36) -65.2(7) -65.2 0.7
D23 #Si(1)Si(5)C(39)H(40) 178.5(16) 178.6 1.6
P29 #Si(1)Si(6)C(43)H(44) -58.0(7) -58.0 0.7
P30 #Si(1)Si(6)C(47)H(48) -54.2(7) -54.2 0.7
D3 #Si(1)Si(6)C(51)H(52) -179.98) -179.9 0.8
f Amount of conformer 1a 0.592(100)% 0.527 —
1 Amount of conformer 1b 0.300(100)% 0.365 —
f Amount of conformer 1¢ 0.108(fixed)% 0.108 —

4 Distances (r) are in pm, angles (£) and dihedral angles () are in degrees. See Figure 1 for
atom numbering. ® Uncertainties for parameters p;—ps; represent 1o. ¢ Calculated using
B3LYP-GD3/6-311G(2d,p). ¢ Uncertainties in conformer amounts obtained from Figure
S1, and values in parentheses are approximately equal to 2c.
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Table S9 Refined (r,;) and calculated (7.) parameters values and their SARACEN restraints
used in the three-conformer least-squares refinement of 2.4

Parameter Thy b e © Restraint
)2 rSi—Si mean 236.5(1) 237.7 —
P2 rSi—C mean 188.0(2) 189.2 —
D3 rSi(1)-C(55) 193.3(19) 191.7 —
)2 rC—H mean 109.9(2) 109.3 0.3
Ds ZSi(1)Si(2)Si(6) 117.9(4) 116.3 0.5
Do ZSi(1)Si(2)Si(5) 113.5(8) 111.3 —
P7 ZC(55)Si(1)Si(2) 103.8(6) 106.2 1.0
Ps ZSiCH mean 112.0(4) 111.1 —
Do ZSi(1)Si(5)C(31) 111.7(8) 110.7 0.8
P1o ZSi(1)Si(5)C(35) 109.7(7) 109.4 0.8
P ZSi(1)Si(5)C(39) 112.2(7) 111.3 0.7
P12 ZC(31)Si(5)C(35) 107.8(4) 108.7 0.4
P13 ZC@B1)Si(5)C(39) 109.6(4) 109.5 0.4
P14 ZSi(1)Si(6)C(43) 112.3(7) 111.0 0.8
P1s ZSi(1)S1(6)C(47) 108.9(3) 108.8 0.3
Plé ZSi(1)Si(6)C(51) 113.4(4) 113.1 0.4
P17 ZC(43)Si(6)C(47) 107.4(5) 107.3 0.5
P18 ZC(43)Si(6)C(51) 108.6(1) 108.6 0.1
P19 ZC(55)S1(1)Si(5) 106.2(7) 104.8 0.7
P20 ZC(55)Si(1)Si(6) 107.0(2) 107.0 0.2
P21 #Si(2)Si(1)Si(5)C(31) 79.0(19) 80.4 2.0
)23 #Si(2)Si(1)Si(6)C(43) 65.9(32) 73.4 3.9
J2%) #C(56)Si(2)Si(1)C(55) -47.0(6) -46.4 0.6
Do #C(118)Si(64)Si(63)C(117) -73.3(26) -81.0 3.0
P25 #C(180)Si(126)Si(125)C(179) -161.9(15)  -151.7 1.5
P26 #Si(1)Si(5)C(31)H(32) -178.4(20)  -178.5 2.0
P27 #Si(1)Si(5)C(35)H(36) -60.9(22) -60.8 2.2
P2s #Si(1)Si(5)C(39)H(40) 177.0(10) 177.1 1.0
P29 #Si(1)Si(6)C(43)H(44) -68.2(8) -68.3 0.8
P30 #Si(1)Si(6)C(47)H(48) -54.6(3) -54.6 0.3
P31 #Si(1)Si(6)C(51)H(52) -179.020)  -178.9 2.0
P32 #Si(2)Si(1)C(55)H(57) -61.3(20) -61.3 2.0
N Amount of conformer 2a 0.411(150)4 0.535 —
H Amount of conformer 2b 0.450(150)¢ 0.326 —
13 Amount of conformer 2¢ 0.139(fixed) 0.139 —

@ Distances () are in pm, angles (£) and dihedral angles (¢) are in degrees. See Figure 1 for
atom numbering. # Uncertainties for parameters p;—ps, represent 1c. ¢ Calculated using
B3LYP-GD3/6-311G(2d,p). ¢ Uncertainties in conformer amounts obtained from Figure
S1, and values in parentheses are approximately equal to 26.
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Table S10 Interatomic distances (r,/ pm), refined and calculated amplitudes of vibration
(un; / pm) and perpendicular corrections (k,; / pm) for the SARACEN-restrained GED

structure of 1.

Atom pair Ta un(GED) Restraint ki1 up (calc.)
uig  C(23)-H(24) 108.7(2) 9.5(2) 8.2(8) 04 8.2
ug C(27)-H(30) 108.7(2) 9.5(tied to ul8) —_— 0.4 8.2
e  C(19)-H(21) 108.7(2) 9.5(tied to ul8) —_— 04 8.2
uis  C(23)-H(25) 108.7(2) 9.4(tied to ulg) —_— 0.4 8.1
uyp  C(19)-H(20) 108.7(2) 9.4(tied to ulg) —_— 04 8.0
uy  C(47)-H(48) 108.8(2) 9.0(tied to ul8) —_— 0.4 7.8
ury  C(135)-H(136) 108.8(2) 9.0(tied to ulg) —_— 0.4 7.7
uy  C(131)-H(133) 108.8(2) 9.0(tied to ul8) —_ 0.4 7.7
u;z  C(135)-H(137) 108.8(2) 9.0(tied to ul8) —_— 0.4 7.7
uy;  C(127)-H(128) 108.8(2) 8.9(tied to ul8) —_ 0.4 7.7
g  C(71)-H(72) 108.8(2) 8.9(tied to ulg) —_— 0.4 7.7
uyy  C(67)-H(69) 108.8(2) 8.9(tied to ul8) —_ 0.4 7.7
urs  C(7)-H(10) 108.8(2) 8.9(tied to ulg) —_— 04 7.7
us  C(123)-H(126) 108.8(2) 8.9(tied to ul8) —_ 0.4 7.7
Uy C(15)-H(16) 108.8(2) 8.9(tied to ulg) —_— 04 7.7
uy  C(79)-H(80) 108.8(2) 8.9(tied to ulg) —_ 0.4 7.7
uys  C(11)-H(14) 108.8(2) 8.9(tied to ulg) —_— 04 7.7
u;  C(11)-H(13) 108.8(2) 8.9(tied to ulg) —_ 0.4 7.7
uy;  C(119)-H(122) 108.8(2) 8.9(tied to ulg) —_— 04 7.7
uy;  C(71)-H(73) 108.8(2) 8.9(tied to ul8) —_ 0.4 7.7
Us C(75)-H(76) 108.8(2) 8.9(tied to ulg) —_— 0.4 7.7
Ug C(123)-H(125) 108.8(2) 8.9(tied to ulg) —_ 0.4 7.7
U3 C(131)-H(132) 108.8(2) 8.9(tied to ulg) —_— 0.4 7.7
uy  C(79)-H(81) 108.8(2) 8.9(tied to ul8) —_ 0.4 7.7
U C(7)-H(8) 108.8(2) 8.9(tied to ulg) —_— 0.4 7.7
Uy C(83)-H(86) 108.8(2) 8.9(tied to ulg) —_ 0.4 7.7
U C(127)-H(129) 108.8(2) 8.9(tied to ulg) —_— 0.4 7.7
u; C(139)-H(142) 108.8(2) 8.9(tied to ulg) —_ 0.4 7.7
uso  C(127)-H(130) 108.8(2) 9.0(tied to ul8) —_— 0.4 7.7
uy;  C(71)-H(74) 108.8(2) 9.0(tied to ulg) —_ 0.4 7.7
uys  C(67)-H(68) 108.8(2) 9.0(tied to ul8) —_— 0.4 7.7
uss  C(131)-H(134) 108.8(2) 9.0(tied to ulg) —_ 0.4 7.7
usy  C(135)-H(138) 108.8(2) 9.0(tied to ul8) —_— 0.4 7.7
usy  C(123)-H(124) 108.8(2) 9.0(tied to ul8) —_ 0.4 7.7
uyp  C(139)-H(140) 108.8(2) 9.0(tied to ul8) —_— 0.4 7.7
us;  C(15)-H(18) 108.8(2) 9.0(tied to ul8) —_ 0.4 7.7
us  C(35)-H(38) 108.8(2) 9.0(tied to ul8) —_— 0.4 7.7
uy  C(119)-H(121) 108.8(2) 9.0(tied to ulg) —_ 0.4 7.7
uy;  C(11)-H(12) 108.8(2) 9.0(tied to ul8) —_— 0.4 7.7
uyz  C(7)-H(9) 108.8(2) 9.0(tied to ul8) —_ 0.4 7.7
uyy  C(23)-H(26) 108.8(2) 9.0(tied to ul8) —_— 0.4 7.7
ug  C(79)-H(82) 108.8(2) 9.0(tied to ul8) —_ 0.4 7.7
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U
Uys
Usg
Uqg
Use
Ule
U3g
U0
Uzy
Usp
Uss
Uzg
Uss
Use
Us7
U74
Ugg
Ugy
Ugs
Ugz
Uge
Ugj
Ug]
U3
Ugg
U3
Ues
Uo4
Uio2
U100
Ue)
Ues
Z40)
Uogg
Ugo
U
Ue4
Ui04
Uiio
U7e
Uy
Uge
Ueo
U
Uio1
Ui03

C(83)-H(84)
C(43)-H(46)
C(63)-H(65)
C(75)-H(78)
C(119)-H(120)
C(75)-H(77)
C(67)-H(70)
C(63)-H(64)
C(39)-H(42)
C(83)-H(85)
C(139)-H(141)
C(63)-H(66)
Si(113)-H(167)
Si(57)-H(111)
Si(1)-H(55)
H(29)...H(30)
H(24)..H(25)
H(20)..H(21)
H(44)...H(45)
H(141)...H(142)
H(136)...H(137)
H(132)...H(133)
H(69)...H(70)
H(16)..H(17)
H(17)...H(18)
H(13)..H(14)
H(120)...H(122)
H(16)..H(18)
H(64)...H(66)
H(81)...H(82)
H(132)...H(134)
H(120)...H(121)
H(125)...H(126)
H(77)...H(78)
H(65)...H(66)
H(68)...H(69)
H(80)...H(81)
H(124)...H(126)
H(80)...H(82)
H(76)...H(78)
H(84)...H(86)
H(76)...H(77)
H(121)...H(122)
H(84)...H(85)
H(8)...H(9)
H(124)...H(125)

108.8(2)
108.8(2)
108.8(2)
108.8(2)
108.8(2)
108.8(2)
108.8(2)
108.8(2)
108.8(2)
108.8(2)
108.8(2)
108.8(2)
150.0(17)
150.0(17)
150.1(17)
174.0(6)
174.1(6)
174.1(6)
174.2(6)
174.3(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)

9.0(tied to ulg)
9.0(tied to ul8)
9.0(tied to ulg)
9.0(tied to ul8)
8.9(tied to ulg)
8.9(tied to ul8)
8.9(tied to ulg)
8.9(tied to ul8)
8.9(tied to ulg)
8.9(tied to ul8)
8.9(tied to ulg)
8.9(tied to ul8)
9.0(tied to u57)
8.9(tied to us7)
8.9(9)
13.3(fixed)
13.2(fixed)
13.1(fixed)
12.7(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.5(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.5(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
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0.4
0.4
0.4
0.4
0.4
0.4
0.4
0.4
0.4
0.4
0.4
0.4
0.4
0.4
0.4
-0.5
-0.4
-0.4
-0.4
-0.3
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2

7.7
7.7
7.7
7.7
7.7
7.7
7.7
7.7
7.7
7.7
7.7
7.7
9.0
9.0
9.0
13.3
13.2
13.1
12.7
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.5
12.6
12.6
12.6
12.6
12.6
12.5
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6



Usg
Uep
Ueo
Ugg
Uy
Ug3
Ugy
U106
U7
Ugg
Uip9
Uj05
Uio7
Uzs
Urg
Usg
Ugs
Ug3
Ue7
Ui
U108
Uy
Ug7
U204
Ui3o
Uiz
Uiz
Uiis
Uizl
Ulie
Ui14
Ui
Uiy
Ui2s
Ui
Uiz4
Ui20
Ui26
U3
Uj2g
Uirg
Uiz7
Uiz9
Ugys
Uz12
Uiz

H(8)...H(10)
H(85)...H(86)
H(128)...H(129)
H(72)..H(73)
H(64)...H(65)
H(32)..H(33)
H(9)...H(10)
H(128)...H(130)
H(140)...H(142)
H(68)...H(70)
H(73)...H(74)
H(129)...H(130)
H(72)...H(74)
H(12)..H(14)
H(140)...H(141)
H(12)..H(13)
H(133)...H(134)
H(136)...H(138)
H(137)...H(138)
H(20)...H(22)
H(21)..H(22)
H(25)...H(26)
H(24)...H(26)
H(69)...H(81)
H(122)...H(156)
Si(4)-C(27)
Si(115)-C(127)
Si(116)-C(139)
Si(60)-C(83)
Si(4)-C(19)
Si(59)-C(71)
Si(3)-C(7)
Si(59)-C(63)
Si(115)-C(123)
Si(3)-C(15)
Si(60)-C(79)
Si(3)-C(11)
Si(4)-C(23)
Si(116)-C(131)
8i(59)-C(67)
Si(60)-C(75)
Si(115)-C(119)
Si(116)-C(135)
H(86)...H(110)
H(120)...H(141)
Si(57)-Si(61)

174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.4(6)
174.5(6)
174.9(6)
174.9(6)
174.9(6)
175.0(6)
182.2(65)
182.4(84)
188.5(1)
188.6(1)
188.6(1)
188.6(1)
188.7(1)
188.7(1)
188.7(1)
188.7(1)
188.8(1)
188.8(1)
188.8(1)
188.8(1)
188.9(1)
188.9(1)
188.9(1)
188.9(1)
189.0(1)
189.0(1)
199.8(327)
212.6(70)
236.2(1)

12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.5(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
12.6(fixed)
13.0(fixed)
13.2(fixed)
13.1(fixed)
13.3(fixed)
76.2(fixed)
65.8(fixed)
7.5(1)

6.0(tied toul12)
6.0(tied toul12)
6.0(tied toul12)
7.1(tied to ul12)
6.0(tied toul12)
6.0(tied toul12)
6.0(tied toul12)
6.0(tied toul12)
6.0(tied toul12)
6.0(tied toul12)
6.0(tied toul12)
7.2(tied to ul12)
6.0(tied toul12)
6.0(tied to ul12)
6.0(tied toul12)
6.0(tied to ul12)
6.0(tied toul12)
74.3(fixed)
88.7(fixed)
7.6(tied to ul33)
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-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.2
-0.1
0.3
0.4
0.4
0.5
25.9
50.4
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
0.2
16.3
24.3
0.3

12.6
12.6
12.6
12.6
12.5
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
12.6
13.0
13.2
13.1
13.3
76.2
65.8
7.2
5.7
5.8
5.7
6.8
5.7
5.8
5.7
5.8
5.8
5.8
5.8
6.9
5.8
5.8
5.7
5.8
5.8
74.3
88.7
7.0



Uis4
U133
Uyz7
Uj3s
Uize
U138
Ui40
U139
Uzoo
Uig1
Ui
Ui70
Uige
Uj61
Uigo
U4
U160
Uigy
[ZAVE]
Ujgs
Ui
Ui9g
U148
U7
Uies
Uig9
Uies
Ujsy
U176
Ujsg
Uin
Uj68
U188
Ujisy
Uigs
Ui62
Ui63
U9
U169
Ujs9
Ujs3
Ui92
Ujso
Uj91
Uig9
Uie7

Si(57)-Si(62)
Si(1)-Si(5)
Si(113)-Si(117)
Si(1)-Si(6)
Si(113)-Si(118)
Si(113)-Si(114)
Si(1)-Si(2)
Si(57)-Si(58)
H(16)...H(24)
Si(4)...H(29)
Si(4)...H(30)
Si(4)...H(20)
Si(4)...H(25)
Si(4)...H(21)
Si(4)...H(24)
Si(116)...H(140)
Si(115)...H(128)
Si(115)...H(129)
3i(60)...H(85)
Si(115)...H(130)
Si(116)...H(141)
3i(60)...H(86)
Si(60)...H(84)
Si(116)...H(142)
Si(3)...H(10)
Si(3)...H(8)
Si(59)...H(72)
Si(3)...H(9)
Si(59)...H(64)
Si(59)...H(74)
Si(59)...H(73)
Si(59)...H(66)
Si(3)...H(13)
Si(59)...H(65)
Si(60)...H(81)
Si(115)...H(126)
3i(60)...H(80)
Si(3)...H(14)
Si(3)...H(17)
Si(60)...H(82)
Si(115)...H(124)
Si(115)...H(125)
Si(3)...H(12)
Si(3)...H(16)
Si(3)...H(18)
Si(116)...H(133)

236.4(1)
236.5(1)
236.5(1)
236.7(1)
237.3(1)
237.5(1)
237.5(1)
237.7(1)
239.6(87)
248.8(4)
248.9(4)
249.0(4)
249.2(4)
249.3(4)
249.3(4)
249.5(4)
249.5(4)
249.5(4)
249.5(4)
249.5(4)
249.5(4)
249.5(4)
249.5(4)
249.5(4)
249.5(4)
249.6(4)
249.6(4)
249.6(4)
249.6(4)
249.6(4)
249.6(4)
249.6(4)
249.6(4)
249.7(4)
249.7(4)
249.7(4)
249.7(4)
249.7(4)
249.7(4)
249.7(4)
249.7(4)
249.7(4)
249.7(4)
249.7(4)
249.7(4)
249.7(4)

7.6(tied to ul33)
7.6(1)

7.6(tied to ul33)
7.6(tied to ul33)
7.7(tied to ul33)
7.8(tied to ul33)
7.8(tied to ul33)
7.8(tied to ul33)
129.0(fixed)
13.8(fixed)
14.0(fixed)
13.5(fixed)
13.7(fixed)
13.9(fixed)
14.0(fixed)
12.9(fixed)
13.0(fixed)
12.9(fixed)
12.8(fixed)
12.9(fixed)
12.9(fixed)
12.7(fixed)
12.8(fixed)
12.8(fixed)
13.1(fixed)
12.8(fixed)
12.8(fixed)
13.0(fixed)
12.7(fixed)
12.8(fixed)
12.7(fixed)
12.7(fixed)
13.1(fixed)
12.8(fixed)
12.9(fixed)
13.1(fixed)
12.8(fixed)
13.0(fixed)
13.0(fixed)
12.8(fixed)
13.0(fixed)
12.8(fixed)
13.0(fixed)
12.9(fixed)
13.0(fixed)
13.1(fixed)
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0.3

0.3

0.3

0.3

0.3

0.3

0.3

0.3
479
-0.9
-0.8
-0.9
-0.9
-0.6
-0.7
-0.4
-0.4
-0.4
-0.4
-0.4
-0.4
-0.4
-0.3
-0.3
-0.4
-0.4
-0.4
-0.3
-0.4
-0.4
-0.4
-0.4
-0.4
-0.3
-0.4
-0.4
-0.4
-0.4
-0.4
-0.4
-0.3
-0.4
-0.3
-0.3
-0.3
-0.4

7.0
7.0
7.0
7.0
7.0
7.2
7.2
7.1
129.0
13.8
14.0
13.5
13.7
13.9
14.0
12.9
13.0
12.9
12.8
12.9
12.9
12.7
12.8
12.8
13.1
12.8
12.8
13.0
12.7
12.8
12.7
12.7
13.1
12.8
12.9
13.1
12.8
13.0
13.0
12.8
13.0
12.8
13.0
12.9
13.0
13.1



U196
U174
U190
Ui46
Up7s
Ujs6
Uigs
Uj93
Ui43
Uigs
Ujgs
Uiy
Ujg4
Ujss
Ujsg
Uig7
Uis
U200
U747
Ujog
U01
U403
Uz77
Uz97
Usgo
U1790
Us40
Uiq
U364
U360
Us60
U3y
Ui66
Uea7
Uig7
U39
Ue41
Uz
U1003
U326
U330
Uz
U268
U337
Upog
Up3q

Si(116)...H(132)
Si(59)...H(70)
3i(59)...H(69)
Si(60)...H(78)
Si(60)...H(77)
Si(59)...H(68)
Si(60)...H(76)
Si(116)...H(137)
Si(116)...H(134)
Si(116)...H(136)
Si(115)...H(122)
Si(115)...H(120)
Si(116)...H(138)
Si(115)...H(121)
Si(4)...H(22)
Si(4)...H(28)
Si(4)...H(26)
H(13)...H(36)
H(92)...H(104)
H(125)...H(137)
H(129)...H(157)
H(10)...H(53)
H(54)...H(56)
H(66)...H(111)
H(122)...C(155)
H(72)...H(98)
H(72)...H(98)
H(8)...H(36)
C(67)..H(81)
C(119)...H(156)
H(122)...H(157)
H(76)...H(110)
H(41)...H(49)
H(73)...H(98)
H(142)...H(166)
H(14)...H(25)
H(70)...H(80)
H(8)...H(53)
C(83)...H(110)
H(73)...H(98)
C(135)...C(139)
H(137)..H(141)
H(81)...H(85)
C(11)...C(15)
C(123)...C(127)
C(23)...C(27)

249.7(4)
249.8(4)
249.8(4)
249.8(4)
249.8(4)
249.8(4)
249.8(4)
249.8(4)
249.8(4)
249.8(4)
249.9(4)
249.9(4)
249.9(4)
249.9(4)
250.3(4)
250.4(4)
250.5(4)
251.7(174)
257.8(87)
259.3(64)
260.7(228)
268.7(123)
269.9(92)
272.5(80)
274.8(85)
276.9(246)
280.1(271)
283.0(162)
285.6(59)
286.7(79)
287.2(174)
288.0(226)
288.9(85)
288.9(320)
289.5(164)
289.9(98)
290.1(74)
297.6(151)
298.5(241)
299.2(302)
299.4(17)
299.7(35)
299.7(35)
300.0(16)
300.0(16)
300.1(17)

13.0(fixed)
12.8(fixed)
12.8(fixed)
12.8(fixed)
12.8(fixed)
12.9(fixed)
12.8(fixed)
13.1(fixed)
13.0(fixed)
13.2(fixed)
12.9(fixed)
12.9(fixed)
12.9(fixed)
12.9(fixed)
13.7(fixed)
14.5(fixed)
13.9(fixed)
82.1(fixed)
77.0(fixed)
63.1(fixed)
74.1(fixed)
180.0(fixed)
146.4(fixed)
70.1(fixed)
53.7(fixed)
53.9(fixed)
110.5(fixed)
67.8(fixed)
55.9(fixed)
58.0(fixed)
70.0(fixed)
56.7(fixed)
109.2(fixed)
102.9(fixed)
70.6(fixed)
125.7(fixed)
82.2(fixed)
129.5(fixed)
59.2(fixed)
65.1(fixed)
12.9(tied to u237)
42.6(fixed)
42 .8(fixed)
12.7(4)
12.4(tied to u237)
14.1(tied to u237)
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-0.4
-0.4
-0.4
-0.4
-0.4
-0.3
-0.4
-0.4
-0.3
-0.4
-0.4
-0.4
-0.3
-0.3
0.4
0.7
0.5
28.4
1.0
34.6
33.7
46.8
20.3
13.2
22.1
-12.3
22.1
38.0
18.3
34.7
8.1
43.5
96.3
10.1
53.7
36.3
7.1
93.2
11.3
0.1
-0.3
6.5
6.6
-0.3
-0.2
-0.7

13.0
12.8
12.8
12.8
12.8
12.9
12.8
13.1
13.0
13.2
12.9
12.9
12.9
12.9
13.7
14.5
13.9
82.1
77.0
63.1
74.1
180.0
146.4
70.1
53.7
53.9
110.5
67.8
55.9
58.0
70.0
56.7
109.2
102.9
70.6
125.7
82.2
129.5
59.2
65.1
12.4
42.6
42.8
12.3
11.9
13.6



Us3s
U264
Uz31
Uzs7
Uz32
Uz61
Uz2s
Usz10
Un24
Una4
Uj3g
U40
Uz14
Usss
Uz43
[257Y]
Usse
U6
Us4
U339
U308
Uz7s
U260
U0
Uz19
U24s
Uz9
Uz02
U6
Upsg
Usie
U333
Upso
U43g
U263
Uz13
U378
Uzsp
Uz70
Uz67
Uz62
U336
U4y
Ussy
Uzis
Uz16

C(79)...C(83)
H(25)...H(29)
C(67)...C(71)
H(30)...H(34)
H(12)...H(18)
H(126)...H(128)
H(68)...H(74)
H(14)...H(29)
C(7)...C(15)
C(19)...C(27)
C(119)...C(123)
C(131)...C(139)
H(124)...H(130)
Si(60)...H(112)
C(63)...C(67)
C(7)..C(11)
Si(116)...H(168)
C(63)...C(71)
Si(3)...H(56)
C(75)...C(83)
H(64)...H(85)
H(14)..H(16)
Si(4)...H(56)
H(138)...H(140)
C(131)...C(135)
C(119)...C(127)
C(75)...C(79)
H(73)..H(111)
H(9)...H(12)
Si(115)...H(168)
H(120)...C(139)
C(19)...C(23)
Si(113)...H(168)
C(119)..H(141)
Si(59)...H(112)
H(134)...H(138)
H(129)...H(167)
H(26)...H(28)
H(70)...H(72)
Si(1)...H(56)
Si(57)...H(112)
H(121)...H(130)
H(82)...H(84)
H(121)...H(124)
H(78)...H(82)
H(9)...H(18)

300.6(17)
300.8(34)
302.1(15)
303.9(196)
304.5(34)
304.8(33)
305.2(32)
305.3(95)
305.5(4)
305.8(2)
305.9(4)
306.3(2)
306.5(32)
306.6(22)
306.7(4)
306.8(4)
307.2(22)
307.5(4)
307.7(22)
307.7(2)
307.9(74)
308.3(34)
308.6(22)
308.7(31)
309.3(6)
309.3(4)
309.4(6)
309.7(93)
309.8(19)
309.9(22)
310.1(63)
310.5(6)
310.7(16)
310.9(58)
310.9(22)
311.2(19)
312.0(95)
312.2(30)
312.6(33)
312.8(16)
312.9(16)
313.5(22)
313.6(31)
313.6(19)
313.7(20)
313.8(22)

12.7(tied to u237)
42.0(fixed)
12.6(tied to u237)
146.2(fixed)
40.0(fixed)
41.3(fixed)
39.7(fixed)
136.5(fixed)
12.4(tied to u237)
14.1(tied to u237)
12.8(tied to u237)
12.9(tied to u237)
39.1(fixed)
16.9(fixed)
12.7(tied to u237)
12.8(tied to u237)
17.4(fixed)
12.7(tied to u237)
17.6(fixed)
12.7(tied to u237)
64.9(fixed)
42.1(fixed)
17.4(fixed)
40.5(fixed)
12.8(tied to u237)
12.7(tied to u237)
12.8(tied to u237)
54.3(fixed)
41.2(fixed)
17.2(fixed)
75.0(fixed)
13.5(tied to u237)
16.9(fixed)
76.9(fixed)
17.5(fixed)
40.7(fixed)
52.7(fixed)
41.6(fixed)
41.2(fixed)
16.3(fixed)
16.1(fixed)
38.3(fixed)
40.3(fixed)
39.0(fixed)
39.3(fixed)
39.8(fixed)
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-0.3
6.2
-0.3
68.1
7.8
6.4
7.2
68.1
-0.3
-0.7
-0.3
-0.3
7.2
-0.4
-0.3
-0.3
-0.4
-0.3
-0.4
-0.3
23.4
7.4
-0.4
6.7
-0.4
-0.3
-0.3
23.0
6.9
-0.3
9.8
-1.2
-0.3
16.3
-0.5
8.3
11.4
7.4
6.6
-0.3
-0.3
6.4
6.9
6.1
6.0
7.6

12.3
42.0
12.1
146.2
40.0
41.3
39.7
136.5
11.9
13.6
12.3
12.4
39.1
16.9
12.2
12.3
17.4
12.2
17.6
12.2
64.9
42.1
17.4
40.5
12.3
12.2
12.3
543
41.2
17.2
75.0
13.0
16.9
76.9
17.5
40.7
52.7
41.6
41.2
16.3
16.1
38.3
40.3
39.0
39.3
39.8



Usig
U4
U269
Uzo7
Uz
Us80
Uz4s
Uss3
Usig
Uz23
Ussg
U49
Uz17
Uz73
Uz74
U301
Uze1
U199
Uz77
U340
U33g
U299
Uz
U294
Ugag
U296
Uzse
Uszo
Usss
U333
U303
U306
U395
U314
U3g3
Usoo
U3sg
U323
U3z
U286
U393
Up91
U3ps
U348
U3z
Uz

C(79)...H(85)
H(22)...H(28)
H(120)...H(125)
H(78)...H(84)
H(25)...C(27)
H(20)...H(30)
H(134)...H(140)
H(65)...H(68)
H(137)...C(139)
H(70)..H(81)
H(10)...H(17)
H(65)...H(74)
H(22)...H(26)
H(132)...H(142)
H(64)...H(69)
H(12)...C(15)
C(135).. H(141)
H(10)...H(54)
H(66)...H(73)
C(123)...H(128)
C(11)...H(16)
H(68)...C(71)
H(124)...C(127)
C(135)...H(140)
C(67)...H(80)
H(8)..H(37)
C(23)...H(29)
H(126)...C(127)
H(81)...C(83)
C(11)...H(18)
C(23)...H(28)
H(82)...C(83)
C(123)...H(130)
C(67)..H(74)
H(76)...H(86)
H(9)...C(11)
H(14)...C(15)
H(138)...C(139)
C(67)..H(72)
H(8)...H(13)
C(75)...H(84)
C(7)...H(18)
H(10)...C(15)
H(70)...C(71)
H(65)...C(67)
H(77)...H(80)

314.4(24)
314.5(18)
314.7(21)
314.9(18)
315.0(24)
315.4(18)
315.4(18)
315.6(19)
315.8(24)
315.9(88)
316.1(25)
316.1(23)
316.4(20)
316.8(19)
317.1(21)
317.6(21)
318.3(24)
318.7(154)
318.8(24)
318.8(25)
319.3(25)
319.4(20)
319.5(20)
319.5(23)
319.7(68)
319.8(80)
320.2(23)
320.3(22)
320.4(24)
320.6(25)
320.7(22)
320.8(22)
321.0(25)
321.9(24)
321.9(19)
322.4(11)
322.4(23)
322.6(21)
322.9(24)
323.1(22)
323.5(10)
323.8(15)
324.8(12)
325.2(21)
325.6(11)
325.8(23)

28.4(fixed)
41.3(fixed)
40.5(fixed)
36.9(fixed)
28.1(fixed)
42.0(fixed)
40.0(fixed)
38.6(fixed)
28.3(fixed)
76.4(fixed)
41.5(fixed)
38.6(fixed)
38.2(fixed)
41.6(fixed)
39.6(fixed)
26.6(fixed)
28.3(fixed)
149.5(fixed)
39.4(fixed)
27.8(fixed)
28.8(fixed)
27.4(fixed)
27.0(fixed)
27.1(fixed)
64.0(fixed)
95.8(fixed)
29.7(fixed)
28.1(fixed)
28.8(fixed)
28.0(fixed)
28.3(fixed)
26.3(fixed)
26.3(fixed)
26.4(fixed)
41.0(fixed)
27.2(fixed)
28.3(fixed)
27.5(fixed)
27 .4(fixed)
40.5(fixed)
26.2(fixed)
27.9(fixed)
27.5(fixed)
28.2(fixed)
26.1(fixed)
41 .4(fixed)
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0.7
6.8
59
6.7
0.1
53
7.2
6.6
0.8
23.1
7.0
6.4
59
7.2
6.3
1.0
0.3
135.5
5.8
0.4
1.0
0.8
0.7
0.6
-1.1
28.2
0.2
0.6
0.4
0.8
1.4
0.9
1.0
0.7
5.7
0.9
0.4
0.6
0.6
6.1
1.2
1.2
0.7
0.4
0.6
5.2

28.4
413
40.5
36.9
28.1
42.0
40.0
38.6
28.3
76.4
41.5
38.6
38.2
41.6
39.6
26.6
28.3
149.5
39.4
27.8
28.8
274
27.0
27.1
64.0
95.8
29.7
28.1
28.8
28.0
28.3
26.3
26.3
26.4
41.0
27.2
28.3
27.5
27.4
40.5
26.2
27.9
27.5
28.2
26.1
41.4



Usie
Uz92
U343
U344
U34s
Usgy
U3o9
U308
Usgs
U336
Usgs
Us3zo
Ussy
Us33s
Usoo
U290
Usng
Ua09
Uss3
Uses
U3n4
U304
uz17
Usq
Ussg
U393
U349
U3z9
Uze
Usjs
U37g
U3y
U3z4p
U346
U347
Uszy
Uz79
U3sg
U3sy
Uso7
Uz76
U303
U3z6
U334
Uszpn
Us14

C(131)...H(140)
H(78)...C(79)
C(19)...H(30)
C(43)...H(54)
C(63)...H(69)
C(131)...H(138)
C(119)...H(124)
H(22)...C(27)
H(122)...H(129)
H(121)...C(123)
H(41)...C(47)
C(79)...H(84)
H(132)...C(139)
H(76)...C(83)
H(77)..H(112)
H(134)...C(135)
H(120)...C(123)
H(136)...H(168)
C(119)...H(125)
H(76)...H(109)
C(7)...H(12)
H(121)...C(127)
C(63)...H(74)
H(9)...C(15)
C(119)...H(130)
C(19)...H(26)
C(7)...H(13)
C(19)...H(28)
H(20)...C(27)
H(134)...C(139)
H(122)...H(141)
H(65)...C(71)
C(131)...H(142)
C(7)..H(17)
H(66)...C(71)
C(63)...H(68)
H(21)..H(24)
C(63)...H(73)
H(64)...C(67)
C(75)...H(82)
H(133)...H(136)
H(129)...H(156)
C(75)...H(80)
H(78)...C(83)
H(22)...C(23)
H(121)...H(156)

325.9(10)
326.2(11)
326.2(10)
326.4(10)
326.4(11)
326.5(11)
326.5(10)
326.6(9)
326.6(25)
326.7(12)
326.8(53)
326.8(22)
326.8(9)
326.8(9)
326.8(38)
326.8(11)
327.0(12)
327.2(41)
327.4(11)
327.6(89)
327.6(10)
328.1(11)
328.1(15)
328.1(11)
328.2(15)
328.2(11)
328.3(11)
328.3(10)
328.5(9)
328.5(9)
328.5(72)
328.7(11)
329.1(11)
329.4(17)
329.4(12)
329.7(10)
329.8(23)
330.0(16)
330.3(13)
330.6(11)
330.9(23)
331.4(275)
331.8(13)
331.9(9)
332.6(11)
333.2(110)

26.5(fixed)
26.0(fixed)
29.8(fixed)
29.0(fixed)
27.6(fixed)
27.2(fixed)
26.7(fixed)
27.4(fixed)
40.6(fixed)
26.4(fixed)
74.8(fixed)
28.0(fixed)
28.4(fixed)
26.3(fixed)
41.2(fixed)
28.0(fixed)
26.7(fixed)
52.7(fixed)
28.1(fixed)
58.2(fixed)
28.1(fixed)
25.2(fixed)
26.9(fixed)
26.6(fixed)
27.2(fixed)
26.8(fixed)
27.9(fixed)
29.0(fixed)
27.8(fixed)
28.5(fixed)
85.4(fixed)
26.1(fixed)
27.9(fixed)
28.8(fixed)
26.7(fixed)
27.0(fixed)
41.2(fixed)
27.2(fixed)
26.7(fixed)
27.2(fixed)
43.0(fixed)
78.8(fixed)
28.9(fixed)
24 .9(fixed)
26.5(fixed)
72.5(fixed)

27

0.6
0.4
0.3
0.3
0.7
1.0
0.9
1.3
5.5
0.2
54.2
0.5
0.8
0.4
2.9
1.0
0.5
6.8
0.5
13.1
0.5
0.8
0.7
0.5
0.5
0.8
0.6
0.9
-0.4
0.8
19.7
0.5
0.5
0.5
0.4
0.7
4.9
0.4
0.3
0.7
6.5
26.3
0.5
0.4
0.3
34.0

26.5
26.0
29.8
29.0
27.6
27.2
26.7
27.4
40.6
26.4
74.8
28.0
28.4
26.3
41.2
28.0
26.7
52.7
28.1
58.2
28.1
25.2
26.9
26.6
27.2
26.8
279
29.0
27.8
28.5
85.4
26.1
279
28.8
26.7
27.0
41.2
27.2
26.7
27.2
43.0
78.8
28.9
24.9
26.5
72.5



Uszzy
U305
U367
U788
Ussn
U370
Use9
Uz
U365
U786
U3og
Usso
Usps
U3sq
U480
Usgy
U368
U363
U374
Ua04
U390
U108
U966
Uzg9
U433
U39
U620
U3ge
Usio
Uqn
U631
Ug3q
Usgy
Usy7
U3g9
Uq14
Ug02
U393
U266
Ue3a
U401
Usi2
U3gg
U394
Ugse
Uar9

H(21)...C(23)
H(20)...H(55)
H(8)...C(11)
H(120)...H(142)
C(119)...H(129)
H(122)...C(127)
H(122)...H(158)
H(17)...H(56)
C(75)...H(86)
C(71)...H(98)
H(133)...C(135)
C(131)...H(136)
H(82)...H(85)
H(77)...C(79)
C(71)...H(98)
H(25)...H(28)
H(21)...H(56)
C(19)...H(24)
H(167)...H(168)
H(12)...H(16)
H(137)...H(140)
H(84)...H(110)
H(90)...H(105)
H(129)...C(155)
H(124)...H(128)
H(76)...H(84)
H(120)...H(156)
C(123)..H(137)
H(126)...H(168)
H(68)...H(72)
H(72)...H(97)
C(11)...H(36)
H(10)...H(18)
C(7)...H(53)
Si(1)...C(39)
H(9)...H(13)
Si(57)...C(87)
Si(113)...C(159)
H(125)...C(135)
C(67)...C(79)
H(126)...H(130)
C(39)...H(48)
Si(1)...C(43)
Si(57)...C(95)
H(138)...H(141)
Si(113)...C(143)

333.6(13)
333.6(70)
334.1(13)
334.1(88)
334.1(16)
334.5(12)
335.1(80)
335.3(35)
335.5(11)
335.7(275)
335.7(13)
336.1(13)
336.2(29)
336.3(13)
336.7(262)
337.5(31)
337.7(37)
338.6(13)
339.1(46)
339.2(33)
339.3(31)
341.2(229)
341.3(89)
341.7231)
342.1(32)
342.7(17)
342.8(98)
343.2(56)
343.2(32)
343.3(32)
344.2(189)
344.4(131)
344.5(26)
344.9(114)
345.1(10)
345.4(18)
345.7(8)
346.0(12)
346.0(60)
346.3(47)
346.3(33)
346.4(62)
346.7(10)
347.2(10)
347.5(28)
347.6(8)

27.9(fixed)
86.9(fixed)
27.3(fixed)
81.3(fixed)

27 4(fixed)
27.2(fixed)
64.7(fixed)
45.2(fixed)
28.7(fixed)
94.1(fixed)
29.2(fixed)
28.6(fixed)
43.6(fixed)
26.6(fixed)
54.3(fixed)
45.6(fixed)
59.8(fixed)
28.5(fixed)
29.2(fixed)
46.2(fixed)
44.2(fixed)
69.4(fixed)
70.1(fixed)
56.9(fixed)
44.2(fixed)

42 .5(fixed)
59.7(fixed)
52.8(fixed)

44 .5(fixed)
45.0(fixed)
121.7(fixed)
73.8(fixed)
46.2(fixed)
135.4(fixed)
16.2(tied to u388)
44.1(fixed)
15.7(tied to u388)
16.4(tied to u388)
47.7(fixed)
45.6(fixed)
44.1(fixed)
97.2(fixed)
16.5(4)

15.7(tied to u388)
43.6(fixed)
15.6(tied to u388)

28

14.9(15)

-0.4
54.1
0.2
1.0
0.6
0.0
19.1
9.0
0.3
10.3
0.5
0.2
-0.9
0.0
-5.6
-0.2
20.1
-0.6
0.4
-0.8
-1.0
11.8
5.1
24.1
-1.7
-0.7
24.9
17.5
8.2
-1.2
17.3
18.8
-0.8
55.1
-0.3
-1.0
-0.2
-0.3
252
4.2
-1.1
35.7
0.6
-0.3
-1.9
-0.3

279
86.9
273
81.3
27.4
27.2
64.7
45.2
28.7
94.1
29.2
28.6
43.6
26.6
543
45.6
59.8
28.5
29.2
46.2
44.2
69.4
70.1
56.9
44.2
42.5
59.7
52.8
44.5
45.0
121.7
73.8
46.2
1354
14.6
44.1
14.1
14.7
47.7
45.6
44.1
97.2
14.9
14.1
43.6
14.0



Usss
Ugss
Usog
U629
Ussy
U436
U73g
U408
Ug2]
[2Z%))
Uq17
Uo7
Usq7
Uago
Uq18
U399
22310}
Ua12
Uq13
U391
U3os
Ua06
Ugs0
Ug61
Uq23
Ugs3
U430
Ugpg
us7
Uo7
Ugyy
U373
Uz
Uaz7
U366
Uq3)
U396
Uga4
Usa6
U454
U465
Ug16
Us24
Ue17
U427
Usa7

H(8)...C(35)
H(14)...H(18)
C(127).. H(157)
Si(59)...H(81)
H(70)...C(79)
H(132)...H(140)
H(69)...H(82)
Si(113)...C(151)
Si(57)...C(107)
Si(58)...C(83)
Si(1)...C(51)
H(125)...H(136)
C(63)..H(111)
H(70)...H(74)
H(22)...H(30)
H(78)...H(80)
Si(113)...C(155)
Si(1)...C(47)
H(120)...H(124)
Si(113)...C(147)
H(21)...H(26)
Si(1)...C(31)
H(121)...H(125)
H(26)...H(29)
Si(1)...C(35)
H(81)...H(84)
Si(113)...C(163)
H(66)...H(74)
C(75)...H(110)
Si(57)...C(91)
Si(60)...H(110)
C(83)...H(100)
H(76)...C(107)
Si(57)...H(105)
H(133)...H(168)
H(134)...H(142)
H(133)...H(138)
H(65)...H(73)
Si(113)...H(160)
H(20)...H(28)
C(19)...H(56)
H(121)...H(129)
H(134)...H(136)
C(51)...H(56)
H(10)...H(56)
H(9)...H(17)

348.1(116)
348.3(34)
348.5(181)
348.6(35)
349.1(66)
349.1(16)
349.3(55)
349.3(10)
349.4(8)
349.4(8)
349.9(8)
350.1(86)
350.2(61)
350.4(33)
350.7(17)
351.1(18)
352.1(10)
352.1(12)
352.2(18)
352.9(11)
352.9(18)
353.0(8)
353.2(18)
353.3(26)
353.4(11)
353.7(29)
353.7(8)
354.3(25)
354.3(154)
354.7(11)
354.7(90)
355.0(150)
355.0(150)
355.0(18)
355.9(42)
356.0(16)
356.0(18)
356.1(25)
356.6(18)
356.7(16)
357.2(34)
357.3(25)
357.4(17)
357.4(69)
357.7(38)
358.0(25)

67.7(fixed)
45.9(fixed)
70.4(fixed)

44 8(fixed)
66.5(fixed)

44 9(fixed)
67.9(fixed)
15.3(tied to u388)
15.0(tied to u388)
15.0(tied to u388)
16.3(tied to u388)
76.4(fixed)
57.1(fixed)
44.0(fixed)
44.9(fixed)
43.2(fixed)
16.5(tied to u388)
17.9(tied to u388)
42.2(fixed)
16.0(tied to u388)
44.3(fixed)
17.8(tied to u388)
42.9(fixed)
45.8(fixed)
16.4(tied to u388)
45.0(fixed)
15.8(tied to u388)
42 9(fixed)
52.1(fixed)
16.2(tied to u388)
42 .2(fixed)

47 .4(fixed)

47 .4(fixed)
30.9(fixed)
51.4(fixed)
46.8(fixed)
46.3(fixed)

42 2(fixed)
30.8(fixed)

44 3(fixed)
46.4(fixed)
42.1(fixed)
45.7(fixed)
112.9(fixed)
54.9(fixed)

44 8(fixed)

29

259
-2.0
18.5

6.2

7.8
-1.4

9.0
-0.2
-0.3
-0.3

0.9
28.9

3.8
-1.6
-0.1
-1.3
-0.2

0.5
-0.8
-0.3
-1.1
-0.5
-1.8
-1.0
-0.3
-1.9
-0.2
-1.2
26.1
-0.3
14.2
22.2
222

1.1

9.5
-1.6
-1.4
-1.5

1.5
-1.4

6.1
-0.8
-1.8
-0.5

5.1
-2.2

67.7
45.9
70.4
44.8
66.5
44.9
67.9
13.8
13.5
13.5
14.7
76.4
57.1
44.0
44.9
43.2
14.8
16.1
42.2
14.4
44.3
16.0
42.9
45.8
14.7
45.0
14.2
42.9
52.1
14.6
42.2
47.4
47.4
30.9
51.4
46.8
46.3
42.2
30.8
443
46.4
42.1
45.7
112.9
54.9
44.8



Ua69
22%%)
Uss1
U479
Us12
U451
Uys)
U473
Ug91
Us32
Uq78
Us62
Us36
U426
Usg)
Us00
Ugsg
U708
Uz
Usz7s
Uqo8
U400
Ugr
Us64
Ugs7
U463
U468
U486
U489
U443
Urs3
Ua76
Ugi2
Ug93
Ug99
Uqg1
Uq3s
Ua90
U1
Uag2
Ueo2
Uzg1
Use7
U4gs
Uays
Us3q

H(122)...H(130)
Si(1)...H(42)
Si(57)...H(104)
Si(57)...H(89)
C(75)..H(112)
H(64)...H(68)
Si(1)...H(44)
Si(59)...H(111)
Si(113)...H(145)
C(135)...H(168)
Si(1)...H(41)
Si(57)...H(98)
H(44)...H(55)
Si(57)...H(98)
Si(57)...H(90)
Si(57)...H(110)
H(8)...H(12)
H(94)...H(105)
C(7)...H(36)
H(128)...H(167)
Si(113)...H(154)
H(122)...H(166)
Si(113)...H(157)
Si(1)...H(48)
Si(1)...H(45)
C(15)...H(56)
Si(57)...H(97)
H(42)...H(48)
Si(113)...H(161)
H(77)..H(82)
C(119)...C(155)
H(128)...H(168)
C(71)..H(97)
Si(1)...H(53)
Si(113)...H(146)
Si(57)...H(101)
H(70)...H(112)
Si(1)...H(37)
H(120)...H(137)
Si(1)...H(54)
H(126)...H(137)
H(80)...H(112)
Si(114)...H(128)
C(71)..H(112)
H(8)...C(51)
Si(57)...H(66)

358.1(25)
358.7(21)
359.3(18)
359.6(15)
359.7(35)
359.7(18)
359.7(16)
360.0(23)
360.2(15)
360.3(35)
360.5(21)
360.8(20)
360.8(44)
361.0(20)
361.1(15)
361.5(13)
361.8(17)
361.9(56)
361.9(120)
362.7(69)
362.8(20)
363.1(252)
363.3(15)
363.4(17)
363.4(15)
363.5(28)
363.8(21)
363.9(76)
364.2(17)
364.4(17)
364.7(70)
364.8(38)
364.8(217)
364.9(13)
365.1(14)
365.2(15)
365.2(31)
365.3(17)
365.4(95)
365.9(13)
366.3(73)
366.9(43)
367.0(20)
367.1(31)
367.1(143)
367.3(32)

42.8(fixed)
30.9(fixed)
29.0(fixed)
28.3(fixed)
28.5(fixed)
42 .8(fixed)
29.3(fixed)
31.6(fixed)
28.6(fixed)
36.5(fixed)
31.9(fixed)
27.9(fixed)
73.4(fixed)
13.8(fixed)
28.0(fixed)
30.2(fixed)
44.0(fixed)
63.5(fixed)
58.3(fixed)
63.8(fixed)
27 4(fixed)
124.4(fixed)
32.2(fixed)
33.3(fixed)
30.6(fixed)
30.7(fixed)
30.3(fixed)
98.3(fixed)
30.2(fixed)
41.2(fixed)
62.7(tied to u897)
47.9(fixed)
105.0(fixed)
31.5(fixed)
27.3(fixed)
25.7(fixed)
48.9(fixed)
31.5(fixed)
83.5(fixed)
28.8(fixed)
70.1(fixed)
42 .8(fixed)
30.4(fixed)
31.0(fixed)
93.1(fixed)
51.2(fixed)

30

-2.0
1.7
1.1
0.8

-1.2

-1.5
2.1
3.7
0.8

-0.5
0.9
1.1
1.5

-0.3
0.8
0.8

-1.9

10.8

24.5
7.8
0.8

219
1.6
2.7
2.1
0.7
0.8

50.3
0.8

-1.6

11.9
52

11.7
2.1
0.5
1.0
6.0
1.0

26.1
2.5
59
7.4
1.2
0.5

59.8
7.1

42.8
30.9
29.0
28.3
28.5
42.8
29.3
31.6
28.6
36.5
31.9
27.9
73.4
13.8
28.0
30.2
44.0
63.5
58.3
63.8
27.4
124.4
32.2
333
30.6
30.7
30.3
98.3
30.2
41.2
46.9
47.9
105.0
31.5
273
25.7
48.9
31.5
83.5
28.8
70.1
42.8
30.4
31.0
93.1
51.2



U460
Ua3p
Usg7
Uae6
Ugg4
Uq9s
Ug77
Uq74
U459
Ua70
Ug20
Uspo
Ugog
U4g3
Usiy
Usi3
Us4s
Usgy
Uaq9
Us03
U325
Us06
Uq)s
Us09
Ug96
Uso7
U9
Usig
Ueo1
Us02
Ue36
U369
Usys
Usig
Ugss
U765
Us4p
Us3)
Us41
U766
Uq7s
Us4g
Us0g
Ue4s
Ugie
Usg9

H(22)..H(24)
C(123)...H(168)
Si(1)...H(34)
H(78)...H(86)
Si(113)...H(165)
Si(57)...H(109)
C(119)...H(157)
Si(57)...H(93)
Si(113)...H(149)
Si(113)...H(148)
H(24)...H(56)
Si(115)...H(156)
H(122)...H(142)
Si(1)...H(33)
Si(113)...H(129)
Si(113)...H(166)
Si(2)...H(54)
C(39)...H(49)
C(127)..H(167)
Si(113)...H(156)
H(85)...H(110)
Si(1)...H(49)
C(71)..H(111)
H(55)...H(56)
Si(57)...H(92)
Si(1)...H(36)
H(10)...C(51)
Si(57)...H(100)
H(14)...C(23)
Si(4)...H(55)
Si(116)...H(145)
C(7)..H(54)
Si(58)...H(98)
H(14)...C(27)
H(53)...H(56)
C(119)...C(139)
Si(57)...Si(59)
C(7)...H(56)
Si(116)...H(120)
H(130)...H(157)
C(131)...H(168)
H(73)...H(112)
H(148)...H(167)
C(11)..H(25)
H(76)...H(112)
H(16)...H(56)

367.3(17)
367.6(27)
367.9(14)
368.0(16)
369.0(13)
369.1(13)
369.1(120)
369.2(17)
369.3(17)
369.5(17)
369.5(45)
370.1(121)
371.0(80)
371.0(14)
371.4(35)
371.4(13)
371.7(45)
372.3(64)
372.6(73)
372.8(15)
373.6(277)
373.8(17)
373.9(71)
374.2(34)
374.5(16)
374.9(16)
375.2(102)
375.5(15)
375.8(75)
376.0(30)
376.9(70)
377.5(146)
378.3(37)
379.3(71)
379.5(84)
379.5(55)
380.8(12)
381.3(33)
381.6(36)
383.4(185)
383.7(36)
384.0(41)
384.5(31)
384.8(70)
385.3(44)
385.5(40)

43.5(fixed)
31.0(fixed)
30.2(fixed)
42.6(fixed)
28.6(fixed)
26.1(fixed)
65.4(fixed)
29.9(fixed)
29.6(fixed)
30.0(fixed)
77.7(fixed)
54.0(fixed)
82.7(fixed)
32.4(fixed)
40.9(fixed)
30.2(fixed)
88.5(fixed)
79.1(fixed)
41.6(fixed)
30.9(fixed)
62.0(fixed)
29.9(fixed)
44.0(fixed)
26.3(fixed)
29.6(fixed)
28.3(fixed)
108.3(fixed)
28.0(fixed)
98.5(fixed)
34.8(fixed)
63.5(fixed)
110.9(fixed)
40.9(fixed)
110.1(fixed)
144.8(fixed)
82.9(tied to u897)
16.2(tied to u544)
38.5(fixed)
49 4(fixed)
78.1(fixed)
35.0(fixed)
46.7(fixed)
51.0(fixed)
99.9(fixed)
37.5(fixed)
51.0(fixed)

31

-2.0
1.1
0.7

-1.9
1.4
1.3
3.0
1.2
1.2
0.9

13.7

23.9
4.1
0.7
8.3
0.8

21.0

54.2
53
0.9
2.6
1.9
8.3

-1.2
0.8
0.8

64.7
0.2

12.5
1.2

11.0

85.9
9.1

254

-16.7
3.7

-0.5

-1.0
54

17.3
1.4

-0.6

-0.1

26.9

-3.2

-1.4

43.5
31.0
30.2
42.6
28.6
26.1
65.4
29.9
29.6
30.0
77.7
54.0
82.7
324
40.9
30.2
88.5
79.1
41.6
30.9
62.0
29.9
44.0
26.3
29.6
28.3
108.3
28.0
98.5
34.8
63.5
110.9
40.9
110.1
144.8
62.0
17.2
38.5
49.4
78.1
35.0
46.7
51.0
99.9
37.5
51.0



Ue70
U949
Usse
U7gs
Us44
Us33
Us)g
U3gq
Ugqg
Uays
Ue3o
UeT7
U746
Us39
Ussy
Uagq
Uss3
Ugz9
Usog
U1199
Us04
Us61
Uz79
Us79
Usgg
Us7g
Usg7
Us96
Usge
Usz7
U601
Us9s
Us7s
Us73
Usgo
Ua97
Ui
Use7
Upgs
Us91
Ug39
Us3g
U706
U903
U611
Ugr7

H(137)...H(168)
C(71)...C(95)
C(127)...H(168)
H(120)...H(140)
Si(1)...Si(4)
Si(3)...H(36)
Si(60)...H(69)
C(79)..H(112)
C(127)...H(156)
C(19)...H(55)
H(66)...H(100)
H(122)...C(139)
Si(115)...H(141)
C(67)..H(112)
3i(59)...Si(60)
C(63)...H(85)
Si(115)...Si(116)
H(121)...H(141)
H(12)...H(36)
C(83)...C(107)
Si(115)...H(137)
Si(113)...Si(115)
H(64)...C(83)
H(136)...C(139)
H(24)...C(27)
C(135)...H(142)
C(11)..H(17)
Si(6)...H(41)
C(23)...H(30)
C(23)...H(56)
C(79)...H(86)
H(13)...C(15)
H(125)...C(127)
C(123)...H(129)
H(80)...C(83)
C(11)...H(29)
H(66)...H(101)
Si(3)...Si(4)
C(139)...H(166)
H(69)...C(71)
Si(59)...C(79)
H(42)...H(49)
H(14)...H(30)
H(14)..H(24)
Si(4)...H(14)
C(119)...H(142)

386.3(44)
387.4(238)
387.7(31)
388.1(61)
388.2(18)
388.6(63)
388.6(38)
389.2(35)
389.3(240)
389.5(54)
389.5(268)
389.9(64)
390.0(42)
390.4(26)
390.5(14)
390.7(64)
390.7(14)
391.6(62)
391.9(122)
392.5(199)
392.5(40)
392.8(11)
392.9(66)
392.9(14)
393.1(14)
393.2(14)
393.2(13)
393.3(37)
393.3(14)
393.5(35)
393.5(14)
393.5(13)
393.6(13)
393.7(13)
394.0(14)
394.2(72)
394.3(202)
394.6(14)
394.8(145)
395.0(12)
395.2(30)
396.0(89)
396.2(90)
396.3(92)
396.5(38)
397.3(74)

50.3(fixed)

114.3(tied to u897)

31.9(fixed)
84.9(fixed)
17.6(6)
55.7(fixed)
42.8(fixed)
28.4(fixed)
71.0(fixed)
63.9(fixed)

92 4(fixed)
73.0(fixed)
55.2(fixed)
33.6(fixed)
14.0(tied to u544)
53.9(fixed)
14.4(tied to u544)
83.0(fixed)
84.7(fixed)

53.4(tied to u1043)

44.3(fixed)
13.7(tied to u544)
54.6(fixed)
13.6(fixed)
15.8(fixed)
13.7(fixed)
13.6(fixed)
41.6(fixed)
15.9(fixed)
55.7(fixed)
13.7(fixed)
13.7(fixed)
13.4(fixed)
13.4(fixed)
13.5(fixed)
108.8(fixed)
89.6(fixed)
15.4(tied to u544)
55.8(fixed)
13.6(fixed)
40.1(tied to u897)
106.4(fixed)
152.8(fixed)
125.3(fixed)
57.1(fixed)
70.0(fixed)
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-3.6

4.4
-0.7

7.6
-0.6
17.9

8.5

1.3
20.0
18.7

8.4

6.2

5.2
-0.6
-0.4
10.6
-0.4
11.1
19.1

3.2
12.1
-0.3
16.1
-4.3
-4.8
-4.3
-4.7

9.3
-4.9

1.2
-4.5
-4.3
-4.2
-4.1
-4.3
46.7
28.0
-0.5
45.6
-4.4
-1.0
33.0

4.2
-7.2

7.4
-1.5

50.3
85.5
31.9
84.9
18.7
55.7
42.8
28.4
71.0
63.9
92.4
73.0
55.2
33.6
14.8
53.9
15.3
83.0
84.7
45.9
44.3
14.6
54.6
13.6
15.8
13.7
13.6
41.6
15.9
55.7
13.7
13.7
13.4
13.4
13.5
108.8
89.6
16.4
55.8
13.6
30.0
106.4
152.8
125.3
57.1
70.0



Us71
U606
U1033
Ugas
Us7
Us90
Us93
Usgs
Us92
Ue04
Ue02
U603
Usg9
Ugs3
Uso6
Usps
Usg7
Usz7
Ue00
Us3o
Ueo7
Us70
Us94
Uses
Us77
Ue05
U944
Usgq
U1002
Usso
Ue08
Us74
U963
Us62
Usg3
U
Ue19
Usz4
Ug79
Ussg
U1000
U621
Us76
U7sg
Ue3s
Uses

C(7)...H(16)
C(19)...H(29)
C(63)...H(81)
H(64)..H(111)
H(8)...C(15)
H(133)...C(139)
H(21)...C(27)
C(119)...H(126)
H(10)...C(11)
C(7)..H(14)
C(131)..H(141)
H(122)...C(123)
C(63)...H(70)
Si(115)...H(157)
H(13)..H(32)
H(9)...H(36)
H(66)...C(67)
H(111)...H(112)
C(63)...H(72)
H(126)...H(136)
H(64)...C(71)
H(132)...C(135)
H(77)...C(83)
C(131)..H(137)
C(75)...H(81)
C(119)...H(128)
H(125)...H(141)
C(19)...H(25)
H(121)...H(157)
Si(3)...H(25)
H(120)...C(127)
H(76)...C(79)
Si(61)...H(104)
C(39)...C(47)
H(20)...C(23)
8i(2)...C(51)
Si(1)...Si(3)
H(13)...H(29)
Si(57)...H(86)
H(64)...H(100)
H(132)...H(166)
Si(113)...Si(116)
H(78)...H(110)
H(89)...H(109)
H(34)...H(55)
Si(1)...H(8)

397.3(4)
397.6(3)
397.8(66)
397.9(85)
398.1(4)
398.1(3)
398.2(3)
398.4(4)
398.6(4)
398.8(4)
398.8(3)
398.8(4)
398.9(4)
399.1(77)
399.2(119)
399.2(119)
399.3(4)
399.4(50)
399.6(4)
399.8(78)
400.0(4)
400.3(5)
400.5(3)
400.6(5)
401.0(5)
401.0(4)
401.1(94)
401.2(5)
401.3(109)
401.4(34)
401.4(4)
401.4(5)
401.4(45)
401.8(46)
401.9(5)
403.2(39)
403.4(10)
404.2(76)
404.5(39)
404.5(228)
404.8(268)
406.1(16)
406.3(135)
406.6(68)
407.0(38)
407.3(28)

13.6(fixed)
15.7(fixed)
55.6(fixed)
66.3(fixed)
13.4(fixed)
13.7(fixed)
15.7(fixed)
13.5(fixed)
13.6(fixed)
13.7(fixed)
13.6(fixed)
13.4(fixed)
12.7(fixed)
61.3(fixed)
66.9(fixed)
66.9(fixed)
12.8(fixed)
27.9(fixed)
12.8(fixed)
82.5(fixed)
12.8(fixed)
13.9(fixed)
13.2(fixed)
13.7(fixed)
13.6(fixed)
13.5(fixed)
72.7(fixed)
15.1(fixed)
75.9(fixed)
51.8(fixed)
13.5(fixed)
13.4(fixed)
46.1(fixed)
51.9(fixed)
14.8(fixed)
95.5(tied to u897)
13.7(tied to u544)
109.9(fixed)
38.5(fixed)
98.3(fixed)
99.2(fixed)
13.8(tied to us44)
56.6(fixed)
67.8(fixed)
52.1(fixed)
43.5(fixed)
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-4.7
-5.2

1.5
-2.3
-4.1
-4.7
-4.5
-4.2
-4.2
-4.4
-4.1
-3.8
-4.3

6.8
253
25.3
-3.9
-1.8
-4.3
15.8
-3.9
-4.8
-3.4
-4.5
-4.4
-4.2

5.7
-5.1

4.4
28.7
-3.7
-3.6
-3.6
31.0
-4.9

2.6
-0.4
53.1

4.8
15.0

5.5
-0.4
22.7

1.7
-2.9

8.6

13.6
15.7
55.6
66.3
13.4
13.7
15.7
13.5
13.6
13.7
13.6
13.4
12.7
61.3
66.9
66.9
12.8
27.9
12.8
82.5
12.8
13.9
13.2
13.7
13.6
13.5
72.7
15.1
75.9
51.8
13.5
13.4
46.1
51.9
14.8
71.4
14.6
109.9
38.5
98.3
99.2
14.6
56.6
67.8
52.1
43.5



Uy1ss
Ue14
U480
U8
Ue09
Ue16
U776
Ue24
Ue3g
Uea7
U7
Ug71
U702
U703
U769
U902
Ussg
Us3
U709
U7s9
U733z
U729
U7
U671
U762
U700
Ues1
Ueg7
Uiz
Ue66
U714
U705
Ue78
Ue63
Upe
Uess
Uee2
Ue32
U7si
Ussg
Usss
Ue3sg
U669
Ueg0
Ue74
Uegs

H(68)...H(80)
H(21)...H(55)
C(123)...H(136)
Si(116)...H(125)
C(7)..C(51)
Si(115)...H(167)
Si(3)...H(24)
H(41)...H(50)
C(127)...C(155)
Si(57)...Si(60)
Si(113)...H(132)
Si(1)...H(29)
H(25)...H(30)
H(80)...H(85)
H(13)..H(37)
H(121)...C(155)
C(123)...C(135)
Si(1)...H(20)
H(137)...H(142)
Si(57)...C(63)
H(136)...H(141)
H(81)...H(86)
H(24)...H(29)
H(12)..H(17)
H(129)...H(168)
H(122)...C(163)
Si(62)...H(90)
H(13)..H(18)
H(125)...H(128)
H(68)...H(73)
C(7)...H(37)
H(126)...H(129)
H(69)...H(74)
H(124)...H(129)
H(13)...H(16)
H(125)...H(130)
H(136)...H(140)
Si(116)...H(154)
H(14)..H(17)
H(76)...H(108)
H(132)...H(168)
Si(113)...C(127)
H(9)...H(14)
H(24)...H(28)
H(138)...H(142)
H(82)...H(86)

408.5(73)
410.0(71)
410.2(73)
410.3(42)
410.8(113)
411.4(53)
411.6(45)
411.7(55)
411.8(197)
411.8(15)
412.3(39)
412.8(52)
412.9(22)
412.9(23)
413.0(156)
413.0(78)
413.3(53)
413.5(46)
413.5(23)
413.9(25)
414.3(23)
414.3(23)
414.7(22)
414.8(21)
415.6(39)
415.7(187)
416.5(39)
416.5(23)
416.6(22)
416.8(20)
416.8(71)
417.2(21)
417.3(22)
417.3(20)
417.7(23)
417.7(22)
417.7(21)
417.9(140)
418.4(22)
418.5(184)
418.9(42)
419.0(26)
419.4(12)
419.5(20)
419.6(20)
419.7(20)

69.0(fixed)
107.8(fixed)
66.5(fixed)
38.4(fixed)
99.4(tied to u897)
29.4(fixed)
71.6(fixed)
70.9(fixed)
66.2(tied to u897)
13.1(tied to u544)
43.6(fixed)
106.2(fixed)
28.0(fixed)
28.0(fixed)
78.5(fixed)
62.8(fixed)
35.3(tied to u544)
58.9(fixed)
28.0(fixed)
51.0(tied to u897)
28.1(fixed)
28.7(fixed)
29.8(fixed)
26.6(fixed)
41.1(fixed)
109.0(fixed)
43.2(fixed)
27.9(fixed)
27.5(fixed)
27.2(fixed)
90.5(fixed)
27.7(fixed)
27.2(fixed)
27.1(fixed)
27.9(fixed)
26.6(fixed)
27.4(fixed)
47.6(fixed)
28.0(fixed)
59.9(fixed)
52.2(fixed)
27.1(fixed)
27.7(fixed)
28.9(fixed)
28.0(fixed)
26.8(fixed)
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-9.5

1.8
14.3

8.1
49.5

0.0

9.0
41.1
12.2
-0.4

9.0
-6.6
-5.4
-4.4

8.6
11.3

9.8
259
-4.5
-0.1
-4.6
-4.8
-5.0
-4.9
-2.8
114

5.7
-4.2
-4.6
-4.2

9.9
-4.5
-4.4
-4.1
-4.4
-4.2
-4.7
12.1
-5.1
17.8
-0.5

1.8
-4.6
-3.8
-4.3
-4.5

69.0
107.8
66.5
38.4
74.3
294
71.6
70.9
49.5
14.0
43.6
106.2
28.0
28.0
78.5
62.8
37.5
58.9
28.0
38.1
28.1
28.7
29.8
26.6
41.1
109.0
43.2
27.9
27.5
27.2
90.5
27.7
27.2
27.1
279
26.6
27.4
47.6
28.0
59.9
52.2
27.1
27.7
28.9
28.0
26.8



Uq39
Ue43
U3
U673
Ue4s
Ue40
Ues3
U067
Usio
Ue99
Ue9a
U720
Ueos
Ues1
Ueas
U754
Ues2
Uegs
Ue33
Ue65
Uz
Ugo6
Uo7
Ue90
Ues3
Ue60
U745
Ue75
Ug74
U742
Ue91
U724
U704
Ugpo
Ue76
Ueg4
U716
Uz09
Usg6
U736
Ueg2
U693
U730
U727
Ug3s
Ue92

H(81)...H(112)
H(132)...H(138)
H(69)...H(72)
H(10)...H(12)
H(134)...H(137)
H(42)...C(47)
H(8)...H(18)
H(73)...H(96)
H(120)...C(135)
H(26)...H(30)
H(10)...H(16)
H(70)...H(73)
H(9)...H(16)
H(133)...H(140)
H(129)...H(158)
8i(3)...C(23)
H(78)..H(81)
H(80)...H(84)
H(150)...H(161)
H(77)...H(84)
Si(57)...C(71)
C(75)...H(109)
H(121)...H(126)
H(65)...H(70)
H(22)...H(29)
H(69)...H(112)
H(128)...H(157)
H(121)...H(128)
H(18)...H(24)
H(20)...H(29)
H(122)...H(124)
H(21)...H(30)
H(120)...H(126)
Si(113)...H(122)
H(78)...H(85)
H(120)...H(130)
H(133)...H(142)
H(141)...H(166)
H(134)...H(141)
H(132)...H(141)
H(21)..H(28)
H(65)...H(72)
H(145)...H(148)
H(66)...H(69)
Si(115)...C(155)
H(64)...H(74)

420.0(42)
420.6(12)
420.7(22)
421.1(12)
421.2(12)
421.3(68)
421.6(14)
421.6(291)
421.8(71)
422.0(19)
422.1(13)
422.1(20)
422.2(13)
422.2(11)
422.4(239)
422.6(30)
422.6(12)
422.7(20)
422.8(58)
422.8(10)
422.8(28)
422.9(84)
422.9(12)
422.9(12)
423.0(10)
423.0(30)
423.2(211)
423.2(13)
423.4(67)
423.6(11)
423.6(11)
423.7(11)
423.7(13)
423.8(32)
423.8(12)
423.9(14)
424.1(11)
424.1(168)
424.1(11)
424.3(11)
424.3(11)
424.6(13)
424.6(12)
424.6(12)
424.7(89)
424.9(14)

48.0(fixed)
27.8(fixed)
27.3(fixed)
28.2(fixed)
28.4(fixed)
72.5(fixed)
27 .4(fixed)
101.1(fixed)
69.1(fixed)
30.2(fixed)
27.2(fixed)
27.8(fixed)
27.5(fixed)
27.0(fixed)
62.1(fixed)
50.7(tied to u897)
26.6(fixed)
27.8(fixed)
57.4(fixed)
25.5(fixed)
40.4(tied to u897)
54.0(fixed)
26.8(fixed)
25.7(fixed)
28.9(fixed)
47.8(fixed)
78.9(fixed)
25.7(fixed)
106.4(fixed)
28.4(fixed)
26.5(fixed)
29.5(fixed)
26.6(fixed)
44 A(fixed)
25.9(fixed)
27.0(fixed)
27.2(fixed)
82.5(fixed)
27.7(fixed)
27.7(fixed)
29.6(fixed)
25.9(fixed)
27.4(fixed)
26.3(fixed)

42.8(tied to u1043)

26.2(fixed)
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1.2
-4.7
-4.7
-4.3
-4.1

27.5
-3.9

1.3

94
-3.9
-5.2
-4.4
-5.0
-5.2
15.3
11.7
-4.8
-4.4
16.0
-3.1

0.5

4.8
-4.7
-4.6
-4.1
-2.7
14.7
-4.4

22.6
-5.9
-3.7
-4.7
-4.6

4.2
-4.7
-3.6
-5.2
534
-4.2
-4.2
-3.5
-4.5
-3.8
-4.1

8.8
-3.9

48.0
27.8
273
28.2
28.4
72.5
27.4
101.1
69.1
30.2
27.2
27.8
27.5
27.0
62.1
37.9
26.6
27.8
57.4
25.5
30.2
54.0
26.8
25.7
28.9
47.8
78.9
25.7
106.4
28.4
26.5
29.5
26.6
44.4
259
27.0
27.2
82.5
27.7
27.7
29.6
25.9
27.4
26.3
36.8
26.2



U7s6
U707
Ues9
Ueo4
Ui770
Ueos
Ue9s
Uzg2
U7
Ue10
Urzn
Ue72
Uggo
U761
U623
Ugo1
Usgs
Us
Ue1s
U4y
U7sz7
Ue79
U701
Us01
Ug73
U7sy
Ueg
U740
U748
Urzio
U048
Uris
U7ss
U734
U744
U73g
Ugs7
U7y
Uggn
Uge7
Uogo
U1055
U637
Uga4
Uz06
U743

Si(116)...C(119)
H(8)...H(17)
H(20)...H(26)
H(76)...H(82)
H(74)...H(98)
H(66)...H(68)
3i(60)...C(67)
H(64)...H(86)
H(76)...H(85)
H(72)..H(111)
H(64)...H(70)
H(22)...H(25)
H(132)...H(165)
H(126)...C(135)
H(130)...H(156)
C(11)...C(35)
H(77)...H(110)
H(66)...H(72)
H(125)...H(138)
H(10)...H(13)
H(64)...H(73)
C(7)...C(35)
H(25)...H(56)
C(119)..H(137)
H(65)...H(111)
H(S)...H(14)
H(8)...H(38)
C(75)...C(107)
H(77)...H(86)
H(76)...H(80)
3i(59)...H(98)
H(21)..H(25)
H(122)...H(128)
H(77)..H(81)
H(120)...H(129)
H(132)...H(136)
3i(59)...H(98)
H(133)...H(137)
H(120)...C(155)
C(91)...H(106)
C(119)...H(158)
H(72)...H(96)
Si(115)...C(135)
Si(113)...H(128)
H(69)...H(85)
H(20)...H(24)

424.9(30)
425.0(16)
425.0(12)
425.0(12)
425.1(283)
425.1(12)
425.3(33)
425.4(84)
425.4(10)
425.4(92)
425.4(13)
425.5(12)
425.5(197)
425.6(64)
425.6(264)
425.7(109)
425.7(195)
426.1(13)
426.4(62)
426.8(12)
426.8(15)
427.0(94)
427.4(41)
428.9(74)
428.9(54)
429.1(13)
429.5(129)
430.2(114)
430.3(12)
430.4(13)
430.6(165)
431.0(13)
431.0(13)
431.4(14)
431.5(15)
432.2(13)
432.4(167)
432.5(13)
432.6(96)
432.8(51)
432.9(77)
433.2(250)
433.2(33)
433.5(44)
433.5(95)
433.7(14)

46.7(tied to u897)
28.2(fixed)

27 .4(fixed)
27.3(fixed)
66.2(fixed)
26.3(fixed)
37.8(tied to u897)
76.3(fixed)
26.2(fixed)
63.3(fixed)
26.0(fixed)
28.0(fixed)
110.0(fixed)
60.3(fixed)
82.4(fixed)
84.8(tied to u897)
74.2(fixed)
25.8(fixed)
51.3(fixed)
27.2(fixed)
26.2(fixed)
78.6(tied to u897)
74.7(fixed)
69.7(fixed)
61.0(fixed)
27.0(fixed)
70.7(fixed)
58.9(tied to u897)
27.5(fixed)
27.9(fixed)
50.7(fixed)
27.7(fixed)
26.9(fixed)
27.1(fixed)
26.7(fixed)
28.4(fixed)
67.1(fixed)
28.3(fixed)
50.4(fixed)
52.7(fixed)
60.1(fixed)
113.1(fixed)
28.0(fixed)
50.0(fixed)
75.2(fixed)
28.3(fixed)
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0.0
-4.2
-4.0
-3.4
-8.5
-3.8

1.0

20.3
-5.0

1.8
-4.7
-4.4

21.7

4.7
20.7

6.1
21.4
-4.7
18.7
-4.5
-4.1
10.8
-4.8
15.7

0.7
-4.9
18.1
10.1
-3.6
-3.9
-0.4
-5.7
-4.9
-5.0
-4.0
-5.5

5.8
-5.0

4.8
-1.1

7.4

4.3

34

1.7

26.6
-5.3

34.9
28.2
27.4
27.3
66.2
26.3
28.3
76.3
26.2
63.3
26.0
28.0
110.0
60.3
82.4
63.4
74.2
25.8
51.3
27.2
26.2
58.7
74.7
69.7
61.0
27.0
70.7
44.0
27.5
27.9
50.7
27.7
26.9
27.1
26.7
28.4
67.1
28.3
50.4
52.7
60.1
113.1
28.0
50.0
75.2
28.3



Ugzo
Uggo
U798
Ugogl
Ug41
Ui
Urrs
Us3y
U793
Ueq2
U914
U784
Ugo2
Ues0
Urg3
U799
U791
Ugo4
U767
U1406
U7sy
U025
U794
Ugsg
Ugoo
U797
U9
U7
Uess
Ugig
Uese
Ugs9
Ugao
Ugoe
Ug14
Uges
Uge2
Ugo4
Ug3o
Ugo7
U749
U796
Ugo3
Ugay
Uy
U7s7

H(9)...H(53)
Si(115)...C(139)
Si(6)...C(39)
H(70)...H(82)
H(41)..H(53)
H(10)...H(52)
Si(60)...H(70)
Si(59)...H(85)
H(20)...H(44)
H(10)...H(36)
C(11)...C(23)
H(8)...H(52)
C(11)...C(27)
Si(5)...H(8)
Si(57)...H(106)
Si(4)...H(34)
Si(1)...H(40)
Si(4)...C(11)
H(120)...H(166)
C(83)...H(108)
Si(5)...H(53)
Si(60)...C(107)
Si(113)...H(162)
Si(3)...H(53)
Si(57)...H(88)
Si(57)...H(96)
Si(1)...H(46)
Si(2)...H(36)
H(40)...H(49)
Si(113)...H(144)
Si(113)...H(142)
Si(57)...H(64)
Si(57)...H(108)
Si(113)...H(152)
Si(1)...H(52)
H(13)...H(25)
Si(113)...C(131)
Si(113)...H(158)
Si(116)...H(122)
Si(1)...H(50)
Si(1)...C(19)
Si(113)...H(150)
Si(1)...H(32)
Si(1)...H(38)
H(96)...H(112)
C(119)...H(166)

433.8(120)
434.2(35)
434.6(28)
434.7(71)
434.9(87)
435.2(116)
436.2(44)
436.3(47)
436.4(160)
436.4(139)
437.5(59)
437.7(152)
438.0(61)
438.2(92)
438.8(10)
439.7(87)
439.8(8)
440.3(31)
440.5(180)
441.0(198)
441.0(46)
441.0(85)
441.1(10)
441.2(86)
441.3(7)
442.0(8)
442.1(9)
442.6(36)
442.7(63)
443.0(7)
443.0(44)
443.4(34)
443.8(7)
443.8(8)
444.5(7)
444.7(80)
445.2(33)
445.4(8)
445.5(41)
445.8(10)
446.1(37)
446.6(9)
446.7(7)
446.8(9)
447.2(67)
447.4(208)

128.8(fixed)
49.8(tied to u897)
34.7(tied to u897)
72.5(fixed)
135.2(fixed)
102.0(fixed)
49.6(fixed)
39.2(fixed)
147.4(fixed)
67.4(fixed)

104.0(tied to u897)

91.5(fixed)

120.9(tied to u897)

50.5(fixed)
14.5(fixed)
64.0(fixed)
15.4(fixed)
54.5(tied to u897)
122.6(fixed)
58.1(fixed)
75.3(fixed)
31.9(fixed)
15.4(fixed)
121.9(fixed)
14.2(fixed)
14.1(fixed)
15.4(fixed)
42.7(fixed)
80.3(fixed)
14.7(fixed)
55.2(fixed)
53.0(fixed)
13.8(fixed)
14.9(fixed)
15.3(fixed)
109.3(fixed)
35.7(tied to u897)
15.5(fixed)
48.4(fixed)
16.2(fixed)
57.3(tied to u897)
15.0(fixed)
15.8(fixed)
15.2(fixed)
48.0(fixed)
117.1(fixed)
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52.4
-1.2
0.7
0.5
53
48.4
0.0
7.7
48.6
13.4
4.7
39.3
14.0
14.0
-4.7
11.1
-5.3
-0.6
15.2
1.7
15.7
3.8
-4.7
15.0
-4.1
-4.6
-3.6
6.9
50.1
-4.0
6.9
-2.4
-4.6
-4.5
-3.5
9.0
1.0
-5.1
-1.0
-4.0
7.9
-4.6
-4.8
-4.7
3.7
12.7

128.8
37.2
259
72.5

135.2

102.0
49.6
39.2

147.4
67.4
77.7
91.5
90.4
50.5
14.5
64.0
15.4
40.7

122.6
58.1
75.3
31.9
15.4

121.9
14.2
14.1
15.4
42.7
80.3
14.7
55.2
53.0
13.8
14.9
15.3

109.3
26.7
15.5
48.4
16.2
42.9
15.0
15.8
15.2
48.0

117.1



Ugr6
Ug3
Usgos
Ugie
U790
U723
Uga7
Uogs
Usgos
Uo7
Ug9e
Uogg6
Usgo
U141
Usggs
U040
Ugao
Ur3s
Uges
Ug70
Ugss
U1260
Ugo
Ugga
U1548
Ugzy
Ugs9
Ugse
U1036
Ugsq
Uge7
U626
Ug4g
Ues4
Ues7
U061
Use6
U969
U046
Ug79
Ugsy
Ug33
Uio17
Ugsy
Uges
U3gs

Si(113)...H(164)
Si(57)...H(102)
Si(57)...H(94)
H(28)...H(55)
Si(1)...C(7)
Si(3)...H(54)
Si(116)...C(123)
Si(57)...C(83)
C(63)...H(100)
Si(115)...H(136)
H(12)..H(25)
Si(113)...H(133)
Si(57)...H(102)
H(120)...H(157)
H(122)...H(164)
C(123)..H(141)
Si(57)...H(72)
Si(116)...H(166)
C(27)...H(56)
Si(6)...H(42)
Si(60)...C(63)
H(65)...H(81)
H(138)...H(168)
H(130)...C(155)
C(83)...H(109)
H(14)...H(28)
H(78)...H(112)
H(22)...H(56)
C(11)..H(24)
H(13)...H(30)
Si(3)...C(35)
Si(57)...H(76)
H(18)...H(56)
C(63)...C(83)
H(9)...H(54)
H(121)...H(158)
H(140)...H(166)
Si(116)...C(143)
H(132)...C(163)
H(14)...H(26)
C(83)..H(112)
H(13)...C(27)
H(125)...C(139)
C(119)...H(168)
C(63)..H(112)
H(64)...H(101)

447.4(7)
447.7(8)
447.7(9)
448.4(64)
448.4(22)
448.6(85)
448.6(33)
448.7(33)
448.8(235)
449.5(47)
449.7(67)
450.9(44)
451.1(8)
451.5(148)
452.1(192)
452.6(74)
453.9(43)
454.0(123)
454.1(22)
454.5(43)
454.8(30)
454.8(66)
456.5(32)
456.8211)
457.1(234)
457.8(67)
457.9(32)
458.0(32)
458.0(74)
458.4(83)
458.7(55)
459.2(40)
459.2(28)
459.9(56)
459.9(150)
460.0(102)
460.1(163)
460.5(64)
461.1(217)
461.3(73)
461.7(22)
461.9(66)
462.2(73)
462.3(20)
462.7(21)
463.0(144)

15.0(fixed)
13.9(fixed)
14.4(fixed)
102.2(fixed)
37.2(tied to u897)
73.5(fixed)
34.1(tied to u897)
30.9(tied to u897)
84.2(fixed)
51.9(fixed)
104.1(fixed)
46.9(fixed)
14.6(fixed)
66.9(fixed)
122.5(fixed)
62.7(fixed)
51.5(fixed)
50.0(fixed)
18.5(fixed)
49.0(fixed)
39.6(tied to u897)
62.1(fixed)
37.2(fixed)
61.7(fixed)
51.6(fixed)
102.4(fixed)
30.8(fixed)
42.0(fixed)
105.5(fixed)
138.8(fixed)
61.0(tied to u897)
43.1(fixed)
32.4(fixed)
41.9(tied to us44)
111.5(fixed)
77.7(fixed)
60.8(fixed)

59.2(tied to ul043)

93.6(fixed)
96.0(fixed)
16.7(fixed)
97 4(fixed)
54.1(fixed)
16.7(fixed)
15.6(fixed)
103.0(fixed)
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-4.5
-3.7
-4.8
-4.0
1.4
47.5
0.2
-0.8
6.2
2.9
30.9
-0.8
-0.3
-5.4
10.2
0.1
-2.4
16.9
-10.6
-1.0
-0.4
0.5
-5.5
10.6
-4.1
21.3
-4.8
-0.7
-9.4
13.5
4.5
4.5
-5.9
4.1
67.5
7.6
40.7
1.9
9.0
11.6
-2.7
19.4
2.5
-3.5
-3.7
20.4

15.0
13.9
14.4
102.2
27.8
73.5
25.5
23.1
84.2
51.9
104.1
46.9
14.6
66.9
122.5
62.7
51.5
50.0
18.5
49.0
29.6
62.1
37.2
61.7
51.6
102.4
30.8
42.0
105.5
138.8
45.6
43.1
324
44.5
111.5
77.7
60.8
50.9
93.6
96.0
16.7
97.4
54.1
16.7
15.6
103.0



Ugge
Ugn
Ug13
U1008
Uge6
Ugqp
Ug7s
Ugp4
Ug7s
Ug
U910
Ueg9
Ugqg
U221
U1064
Ugys
U578
U160
U7g9
Ugso
U4gs
Uge9
Uggog
U764
Us3s
Ugq7
Uge3
Ugo7
U763
Ugsg
Ue96
U015
U9
Ugqq
Ugg7
Ug43
Ugg1
U057
Usos
Ugo1
U1309
Ugis
Ug76
Ugs
Ugsg
Ugr9

H(10)...H(37)
C(139)...H(168)
Si(113)...C(119)
Si(115)...H(142)
C(11)...H(56)
H(150)...H(167)
H(74)...H(112)
C(11)...H(30)
Si(3)...C(27)
H(14)..H(32)
H(9)..H(37)
3i(59)...C(83)
H(130)...H(167)
Si(60)...H(109)
Si(57)...H(85)
H(30)...H(56)
H(84)...H(108)
C(63)...C(79)
H(46)...H(56)
Si(1)...H(10)
H(69)...C(83)
H(77)...H(109)
Si(1)...C(11)
H(64)...H(84)
Si(60)...H(100)
Si(1)...H(21)
H(66)...C(83)
Si(4)...H(13)
H(65)...H(85)
H(134)...H(168)
H(66)...H(86)
C(119)...H(140)
H(128)...H(156)
H(12)...H(29)
Si(3)...Si(5)
Si(113)...C(139)
H(86)...H(112)
H(121)...C(139)
C(63)...H(101)
H(32)...H(55)
H(66)...H(81)
Si(116)...H(126)
Si(6)...H(10)
Si(115)...Si(118)
H(122)...H(167)
H(24)...H(30)

463.2(93)
463.7(20)
463.9(23)
464.0(47)
465.2(21)
465.7(27)
465.7(30)
465.9(75)
466.2(35)
466.2(75)
466.3(75)
466.9(36)
467.0(79)
467.1(113)
467.2(44)
468.8(28)
469.2(209)
469.4(53)
469.6(52)
469.8(32)
470.1(72)
470.2(108)
472.7(28)
472.9(66)
472.9(126)
473.0(45)
473.0(62)
473.4(38)
474.3(70)
474.3(33)
474.3(76)
474.7(54)
475.0(231)
476.2(78)
476.3(41)
476.8(34)
476.9(29)
477.1(58)
477.1(170)
477.2(31)
477.3(68)
477.8(42)
477.8(72)
478.5(66)
478.7(90)
479.0(11)

105.2(fixed)
16.6(fixed)
37.7(tied to u897)
45.1(fixed)
16.3(fixed)
31.6(fixed)
32.5(fixed)
130.9(fixed)
75.2(tied to u897)
96.8(fixed)
96.8(fixed)
38.7(tied to u897)
44.7(fixed)
43.2(fixed)
34.5(fixed)
37.8(fixed)
71.7(fixed)

47 4(tied to u1043)

58.0(fixed)
46.5(fixed)
62.7(fixed)
70.7(fixed)
38.5(tied to u897)
57.5(fixed)
49.5(fixed)
74.9(fixed)
59.4(fixed)
56.8(fixed)
59.0(fixed)
36.2(fixed)
79.9(fixed)
71.3(fixed)
73.9(fixed)
119.9(fixed)
31.6(17)
48.8(tied to u897)
27.4(fixed)
67.3(fixed)
85.5(fixed)
38.0(fixed)
54.7(fixed)
45.9(fixed)
59.6(fixed)

33.0(tied to ul043)

47.3(fixed)
19.0(fixed)
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— 5.0
— -4.6
— -0.8
— -4.0
— -4.1
e -5.0
— -5.3
e 0.4
— 1.2
e 7.3
— 7.3
e 0.5
— -1.0
— -1.2
— -2.2
-11.6
— 1.2
— -4.1
13.0
— 0.2
12.6
— 6.2
— -0.2
— 9.0
— 13.1
— 0.5
— -0.3
— -3.1
— 8.4
— -4.9
— 6.8
— -0.9

35.9
23.6(24) 0.9

— -1.9
16.9
— -6.4
— -4.9
— -2.3
— 9.1
— 0.0
— 1.8
— -8.2

105.2
16.6
28.2
45.1
16.3
31.6
32.5

130.9
56.2
96.8
96.8
29.0
44.7
43.2
34.5
37.8
71.7
40.7
58.0
46.5
62.7
70.7
28.8
57.5
49.5
74.9
59.4
56.8
59.0
36.2
79.9
71.3
73.9

119.9
23.6
36.5
27.4
67.3
85.5
38.0
54.7
45.9
59.6
28.4
473
19.0



U032
Ugoe
U932
U931
Ugg7
U078
Ug3g
U935
U972
U930
Ugn1
U1062
U79s
U1323
Ug74
U1004
U1060
Usgn
Us63
Usgy
U258
Ugog
Ugz»
Uog41
U912
Ug33
Ugp3
U975
Ugog
Ugo7
Ug3g
U936
U920
Ug3g
Ugps
Uggy
Ug9
U760
Ugg
U9z
U9l
Uggg
Ugo4
Uggp
Ug77
Uri42

H(129)...H(160)
H(136)...H(142)
H(80)...H(86)
H(13)..H(17)
H(9)...C(35)
H(86)..H(111)
H(40)...C(47)
H(125)...H(129)
H(41)...C(51)
H(69)...H(73)
Si(60)...H(89)
C(131)...H(166)
C(119)...C(135)
H(64)...H(80)
Si(3)...C(51)
H(122)...H(140)
Si(59)...H(97)
C(87)..H(110)
C(139)...C(163)
C(63)...H(86)
C(71)...H(96)
H(21)...H(29)
H(82)...H(112)
H(66)...H(112)
H(120)...H(168)
H(8)...H(16)
H(10)...H(14)
H(29)...H(56)
H(68)...H(112)
H(133)...H(141)
3i(60)...Si(62)
H(130)...H(168)
H(132)...H(137)
H(122)...H(126)
H(66)...H(70)
Si(3)...H(37)
H(64)...H(72)
H(146)...H(160)
H(20)...H(25)
H(77)...H(85)
H(76)..H(81)
H(26)...H(56)
H(120)...H(128)
H(14)...H(56)
H(141)...H(168)
H(78)...H(109)

479.3(91)
479.4(11)
479.6(11)
479.6(10)
479.9(95)
479.9(94)
480.0(48)
480.0(10)
480.3(62)
480.9(10)
481.0(134)
481.0(217)
481.1(56)
481.1(78)
481.3(74)
481.4(67)
481.4(149)
481.7(72)
481.7(134)
481.8(72)
481.9(256)
481.9(7)
482.1(32)
482.2(25)
482.2(23)
482.3(7)
482.8(7)
482.8(22)
482.9(26)
482.9(7)
483.0(54)
483.1(31)
483.2(7)
483.3(7)
483.5(7)
483.8(66)
483.9(7)
483.9(77)
484.1(7)
484.1(7)
484.5(7)
484.5(32)
484.7(7)
484.8(23)
484.8(24)
485.2(98)

78.3(fixed)
16.3(fixed)
16.3(fixed)
16.4(fixed)
67.9(fixed)
52.8(fixed)
59.5(fixed)
16.0(fixed)
91.3(fixed)
16.1(fixed)
70.8(fixed)
73.7(fixed)
54.3(fixed)
54.3(fixed)
86.9(tied to u897)
80.8(fixed)
80.3(fixed)
69.5(fixed)
49.3(fixed)
68.9(fixed)
93.1(fixed)
19.0(fixed)
29.8(fixed)
27.2(fixed)
29.8(fixed)
16.2(fixed)
16.4(fixed)
28.7(fixed)
34.9(fixed)
16.3(fixed)
29.9(tied to u897)
34.6(fixed)
16.6(fixed)
16.1(fixed)
15.1(fixed)
69.9(fixed)
15.1(fixed)
80.3(fixed)
17.9(fixed)
16.1(fixed)
16.2(fixed)
50.6(fixed)
16.2(fixed)
30.0(fixed)
26.9(fixed)
60.2(fixed)
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13.0
-7.5
-1.7
-7.6

9.6

2.4
222
-7.2
-1.7
-7.3
10.2

3.8

2.0
-6.3
18.8

0.2
-0.3

7.3
29.0

7.3
-4.4
-8.2
-4.8
-3.3
-2.8
-7.6
-7.5
13.7
-6.0
-7.4

2.2
-5.3
-8.0
-6.9
-7.1
-0.7
-7.0
-0.4
-8.1
-6.6
-7.1
-4.1
-6.8
-3.8
-4.6

0.2

78.3
16.3
16.3
16.4
67.9
52.8
59.5
16.0
91.3
16.1
70.8
73.7
543
543
64.9
80.8
80.3
69.5
49.3
68.9
93.1
19.0
29.8
27.2
29.8
16.2
16.4
28.7
34.9
16.3
22.4
34.6
16.6
16.1
15.1
69.9
15.1
80.3
17.9
16.1
16.2
50.6
16.2
30.0
26.9
60.2



Ugi3
Uogg7
Uq77
Uzgy
Uio14
U1259
Ugz7
Uogg2
Ugga
Ug78
Uges
Uge1
Ui176
U1099
Ug71
U1006
Uggoy
Uggq
U275
Uges
U106
U774
U996
Uges
U773
U109
Uog4g
U993
Ugs3
Uz
Uggs
Uggq
Ugog
Uog3
Ug76
U7
Ugog
Ui13s
U178s
Ug3e
Uge2
U1009
Uogg7
Us43
Uoge0
Ug73

H(120)...H(138)
C(11)..H(38)
C(67)...H(85)
8i(57)...C(75)
C(11)..H(37)
H(121)...H(142)
C(7)...H(52)
3i(60)...H(66)
H(10)...H(44)
H(122)...H(168)
H(64)...H(112)
Si(116)...C(151)
H(120)...H(158)
3i(59)...C(95)
C(39)...H(50)
C(119)...C(163)
H(78)...C(107)
H(128)...C(155)
H(64)...H(82)
Si(6)...C(7)
H(8)...H(49)
H(122)...H(137)
C(39)...H(53)
H(8)...H(34)
H(77)...C(107)
Si(59)...H(82)
H(10)...C(35)
Si(2)...H(37)
H(142)...H(168)
H(121)...H(137)
H(85)...H(112)
Si(3)...H(30)
C(127)...H(158)
H(13)...H(56)
C(75)...H(108)
Si(59)...H(86)
H(124)...C(135)
H(16)..H221)
H(84)...H(109)
H(124)...H(136)
C(123)..H(138)
Si(60)...H(111)
H(9)...C(51)
C(139)...H(165)
H(17)...H(54)
Si(5)...C(7)

486.9(70)
487.7(106)
487.7(77)
488.7(31)
489.1(129)
489.2(80)
489.2(123)
489.3(36)
489.7(145)
490.4(23)
490.5(22)
490.7(119)
491.1(97)
491.4(145)
491.6(50)
491.7(162)
491.8(107)
492.1(203)
492.4(71)
493.8(71)
493.9(93)
494.2(77)
494.3(69)
495.1(161)
495.6(150)
495.7(30)
495.7(111)
495.7(36)
495.7(23)
495.8(77)
497.8(21)
498.1(41)
498.1(209)
498.6(25)
499.6(140)
499.8(43)
499.9(56)
500.2(66)
500.7(247)
500.8(78)
502.1(55)
503.2(43)
503.7(120)
504.1(150)
504.2(79)
504.7(76)

77.0(fixed)
75.5(fixed)
60.8(fixed)
36.2(tied to u897)
72.3(fixed)
74.7(fixed)
73.0(fixed)
43.6(fixed)
159.2(fixed)
26.3(fixed)
25.5(fixed)

42.7(tied to ul043)

63.6(fixed)

66.5(tied to ul043)

52.4(fixed)

132.5(tied to u897)

50.7(fixed)
58.6(fixed)
62.3(fixed)
56.1(tied to u897)
110.9(fixed)
76.4(fixed)
113.6(fixed)
64.7(fixed)
64.8(fixed)
32.7(fixed)
72.2(fixed)
48.3(fixed)
31.6(fixed)
75.9(fixed)
28.2(fixed)
79.1(fixed)
56.1(fixed)
26.0(fixed)
58.5(fixed)
53.1(fixed)
43 .4(fixed)
109.5(fixed)
63.1(fixed)
71.8(fixed)
41.5(fixed)
19.4(fixed)
75.4(fixed)
79.1(fixed)
137.1(fixed)

44.2(tied to ul043)
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6.3
4.2
11.7
0.5
-2.9
-7.8
31.8
-2.6
3.0
-3.8
-4.0
1.3
0.9
2.2
19.3
1.6
6.6
4.6
-0.8
4.5
10.2
7.3
0.2
94
7.3
-6.3
24
-2.7
-4.0
14.7
-0.7
-7.4
3.7
-4.6
5.2
-0.6
4.3
-10.0
-6.4
6.4
2.5
-3.5
39.2
27.5
56.3
2.8

77.0
75.5
60.8
27.0
72.3
74.7
73.0
43.6
159.2
26.3
25.5
36.7
63.6
57.1
52.4
99.0
50.7
58.6
62.3
41.9
110.9
76.4
113.6
64.7
64.8
32.7
72.2
48.3
31.6
75.9
28.2
79.1
56.1
26.0
58.5
53.1
43.4
109.5
63.1
71.8
41.5
19.4
75.4
79.1
137.1
38.0



Uea9

U038
Uggg

Uiiol
U083
Ugoo

Uio12
U1292
Ui149
U045
U403
U1266
U053
U282
U1023
U780

U1094
Uiz
Ugg7

U291
U1022
U031
U1897
Ugg1

U072
U042
U1013
U1050
U279
U1

U137
Uii3s
U166
Uj051
U228
U1020
U134
Ugs6

U168
U127
Uri22
U043
U1194
U049
U970

U1039

H(21)...H(44)
Si(113)...H(120)
H(122)...H(165)
H(13)...C(23)
Si(116)...H(146)
Si(113)...H(141)
H(42)...H(50)
H(85)...H(111)
C(123)...C(139)
Si(57)...H(65)
C(63)...H(80)
H(68)...H(82)
Si(1)...H(28)
H(124)...H(141)
C(119)...H(167)
Si(57)...H(77)
Si(115)...H(158)
H(20)...H(34)
C(7)...H(38)
Si(60)...H(108)
Si(113)...H(130)
Si(57)...H(74)
H(70)...H(98)
C(19)...H(44)
H(129)...C(159)
H(120)...C(163)
Si(3)...H(55)
H(126)...H(138)
H(12)...H(24)
C(67)...C(83)
H(12)...C(23)
H(16)...C(19)
Si(116)...H(156)
C(131)...H(165)
C(107)..H(112)
Si(116)...H(167)
3i(59)...Si(61)
Si(116)...C(163)
H(17)..HQ21)
C(71)..H(81)
H(130)...H(158)
Si(3)...Si(6)
H(125)...H(140)
Si(116)...H(121)
Si(115)...H(166)
Si(60)...H(68)

505.5(132)
505.8(29)
506.1(185)
506.3(63)
506.4(57)
508.1(42)
508.6(71)
508.6(97)
508.9(58)
510.3(25)
511.3(64)
511.3(56)
511.9(36)
512.2(78)
513.4(76)
513.6(39)
513.8(99)
514.1(128)
514.3(107)
515.6(85)
515.7(27)
515.8(29)
516.0(126)
516.1(128)
516.1(104)
516.2(135)
516.8(19)
516.8(68)
516.9(78)
517.5(58)
518.0(58)
519.2(47)
519.3(138)
519.4(161)
520.2(84)
520.4(21)
520.6(84)
521.2(105)
522.2(71)
522.5(39)
523.4(240)
523.6(44)
523.8(74)
524.8(29)
525.0(142)
525.2(31)

117.5(fixed)
35.4(fixed)
110.2(fixed)
83.8(fixed)
56.6(fixed)
48.9(fixed)
74.9(fixed)
48.6(fixed)

50.2(tied to ul043)

39.5(fixed)
45.3(fixed)
59.6(fixed)
63.5(fixed)
72.1(fixed)
34 .9(fixed)
41.0(fixed)
44.9(fixed)
154.6(fixed)
60.7(fixed)
44.1(fixed)
28.9(fixed)
31.7(fixed)
53.2(fixed)
109.6(fixed)
59.3(fixed)
106.5(fixed)
17.6(fixed)
65.4(fixed)
118.1(fixed)
66.1(tied to u897)
84.0(fixed)
70.2(fixed)
65.3(fixed)
86.2(fixed)
35.3(fixed)
17.4(fixed)

36.2(tied to u1043)

50.8(tied to u897)
109.0(fixed)
51.4(fixed)
72.1(fixed)
29.0(12)
62.2(fixed)
37.1(fixed)
88.8(fixed)
30.0(fixed)
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24.9(25)

90.2
-2.8
3.0
-6.6
-1.6
-0.5
15.3
-2.4
-4.4
-5.2
-8.9
-8.9
-4.2
-1.1
-2.2
1.3
1.4
14.5
4.2
-0.6
-4.2
-5.2
-9.9
56.0
8.3
1.2
-2.8
-3.1
10.0
0.9
4.0
-9.5
4.4
10.0
-3.2
-3.1
-5.1
8.0
-1.4
2.6
3.2
-1.3
1.5
-4.8
54
-5.4

117.5
354
110.2
83.8
56.6
48.9
74.9
48.6
43.2
39.5
45.3
59.6
63.5
72.1
34.9
41.0
44.9
154.6
60.7
44.1
28.9
31.7
53.2
109.6
59.3
106.5
17.6
65.4
118.1
49.4
84.0
70.2
65.3
86.2
353
17.4
31.1
38.0
109.0
514
72.1
24.9
62.2
37.1
88.8
30.0



U1056
U314
U768

U085
U035
U019
Uio71
Uog43

Ui362
U1079
U081
Uiisi
U1909
Uii4s
Usggo

U024
Ugos

U307
Ugge

U010
Uion1
U1089
U1203
Ugp9

U1193
U1303
U058
U354
U613

Uil
U001
Ui174
U475
U215
U5

U404
U264
Uyi8s
U1100
U

Uinsg
U1037
U018
U1005
U252
Ui074

Si(3)...H(26)
H(126)...H(141)
H(69)...H(84)
C(39)...C(51)
Si(116)...Si(118)
Si(115)...H(138)
H(65)...H(100)
C(119)...H(136)
H(66)...H(97)
Si(4)...H(18)
H(12)..H(38)
Si(115)...H(140)
H(85)...H(109)
H(70)...HH(98)
H(66)...H(102)
H(121)...H(166)
H(8)...C(31)
H(13)...H(24)
H(122)...C(135)
3i(60)...H(90)
Si(62)...H(64)
Si(4)...H(12)
Si(116)...H(144)
Si(116)...H(165)
H(8)...C(47)
H(125)...H(142)
C(11)...H(28)
C(79)...H(110)
H(141)...H(165)
8i(3)...C(19)
H(66)...H(102)
H(12)..H(37)
H(65)...C(79)
C(131)...C(163)
H(76)...H(100)
H(66)...C(79)
H(134)...H(166)
C(11)...H(26)
H(28)...H(56)
H(70)...H(85)
Si(1)...C(23)
Si(1)...H(22)
3i(60)...C(87)
Si(59)...H(100)
H(72)...H(80)
H(12)...C(27)

526.0(29)
526.6(73)
527.7(72)
528.1(49)
528.3(76)
529.2(31)
529.7(261)
529.9(63)
530.1(218)
530.2(28)
530.3(112)
530.7(32)
530.9(247)
531.0(129)
531.6(227)
531.7(231)
531.9(141)
533.0(70)
533.1(59)
533.1(126)
533.1(126)
534.5(29)
534.6(78)
534.8(98)
535.0(83)
535.1(75)
536.0(58)
536.1(106)
536.3(183)
537.6(15)
537.9(226)
538.0(131)
538.2(55)
538.6(179)
538.6(266)
538.6(54)
538.7(235)
539.2(57)
539.3(22)
540.0(78)
540.1(15)
540.5(35)
540.6(118)
540.8(145)
540.8(54)
541.1(63)

36.4(fixed)
62.1(fixed)
67.9(fixed)
88.9(tied to ul043)
25.7(tied to ul043)
30.3(fixed)
90.6(fixed)
67.7(fixed)
87.1(fixed)
29.6(fixed)
88.2(fixed)
42.0(fixed)
54.3(fixed)
91.9(fixed)
89.0(fixed)
123.9(fixed)
54.0(fixed)
98.5(fixed)
61.1(fixed)
80.6(fixed)
80.6(fixed)
42.6(fixed)
61.1(fixed)
60.5(fixed)
74.0(fixed)
53.0(fixed)
85.4(fixed)
47.5(fixed)
104.6(fixed)

24 4(tied to ul043)
78.6(fixed)
88.5(fixed)
46.4(fixed)
78.4(tied to ul043)
84.1(fixed)
44.1(fixed)
82.2(fixed)
75.8(fixed)
20.8(fixed)
76.0(fixed)
20.3(tied to ul043)
39.0(fixed)
71.0(tied to ul043)
62.4(fixed)
67.2(fixed)
98.9(fixed)

43

4.0
-7.8
9.5
-8.6
-0.2
-3.2
-1.6
-4.5
1.4
-6.2
3.2
-5.9
-10.4
15.7
10.1
7.6
6.6
-20.4
-3.4
1.5
1.5
-6.5
-2.0
9.2
0.8
-4.4
7.1
10.7
15.2
-12.1
13.2
-4.9
-7.4
1.9
17.5
-8.2
3.8
0.8
-11.7
3.0
-14.0
1.9
1.1
1.3
2.8
4.6

36.4
62.1
67.9
76.4
22.1
30.3
90.6
67.7
87.1
29.6
88.2
42.0
543
91.9
89.0
123.9
54.0
98.5
61.1
80.6
80.6
42.6
61.1
60.5
74.0
53.0
85.4
47.5
104.6
21.0
78.6
88.5
46.4
67.4
84.1
44.1
82.2
75.8
20.8
76.0
17.5
39.0
61.0
62.4
67.2
98.9



Uzso

Uii32
Ui13o
U1088
U1054
U2l
U450
U076
Uinis
U087
Uiio3
U1204
U281
U044
Uiz61
U173
Ug34

Uiz
U077
U1095
U1092
U201
U1169
Ui170
U1098
U131
U146
U1287
U1082
U1096
U1365
U105
U027
U075
Uins
U136
Uiiio
U1605
U1066
Uig11
U129
Uggo

U183
U1073
U1090
Uggs

H(69)...H(86)
C(7)..H(44)
H(78)...H(108)
Si(116)...H(124)
Si(116)...H(153)
C(23)...H(55)
H(70)...H(77)
H(84)..H(112)
H(132)...H(167)
C(67)..H(111)
H(140)...H(168)
H(41)...H(54)
H(122)...C(159)
C(15)..H(54)
C(15)..H(21)
Si(5)...H(45)
H(65)...H(101)
Si(3)...H(38)
Si(1)...H(9)
H(12)...H(56)
H(121)...H(168)
C(19)..H(34)
Si(113)...H(134)
H(69)...C(75)
H(13)...H(28)
H(41)..H(52)
C(123)...H(156)
Si(57)...H(84)
H(9)...H(38)
H(10)...C(43)
C(71)...H(80)
H(65)...H(112)
C(63)...H(84)
H(72)..H(81)
Si(60)...C(71)
Si(60)...H(65)
Si(57)...C(67)
C(67)...H(98)
H(13)...H(55)
H(66)...H(98)
Si(59)...C(75)
H(65)...C(83)
C(119)...H(164)
H(8)...H(55)
Si(113)...C(123)
C(139)...H(164)

541.4(72)
541.7(123)
541.9(140)
542.4(31)
542.9(122)
543.0(28)
543.0(68)
543.2(23)
543.4(51)
543.6(22)
543.7(21)
543.8(58)
544.2(60)
544.4(74)
544.5(54)
544.7(27)
544.9(199)
544.9(58)
545.3(22)
545.7(21)
545.8(21)
545.8(111)
545.9(32)
546.3(43)
546.3(68)
546.5(64)
546.6(113)
546.6(32)
546.6(116)
546.8(116)
546.8(45)
546.8(22)
547.6(56)
547.9(51)
547.9(12)
548.3(29)
548.4(11)
548.4(146)
548.5(44)
548.7(195)
549.1(15)
549.1(60)
549.7(164)
551.4(32)
551.7(11)
552.0(148)

75.5(fixed)
143.5(fixed)
66.3(fixed)
28.6(fixed)
52.6(fixed)
32.3(fixed)
55.2(fixed)
20.3(fixed)
45.9(fixed)
29.6(fixed)
20.4(fixed)
100.7(fixed)
60.1(fixed)
106.0(fixed)
90.0(fixed)
47 .4(fixed)
94 2(fixed)
49 .3(fixed)
31.3(fixed)
19.8(fixed)
20.1(fixed)
113.5(fixed)
29.8(fixed)
44 9(fixed)
96.7(fixed)
86.4(fixed)
54.9(fixed)
28.1(fixed)
73.1(fixed)
110.5(fixed)
54.1(fixed)
18.5(fixed)
47.1(fixed)
64.2(fixed)
17.9(tied to ul1043)
31.9(fixed)
17.3(tied to ul043)
57.8(fixed)
45.2(fixed)
70.5(fixed)
17.5(tied to ul1043)
50.6(fixed)
113.9(fixed)
42 8(fixed)
21.1(tied to ul043)
54.9(fixed)

44

4.1
-6.7

3.5
-5.2
-3.5
19.0
-1.7
-6.2

3.1
-1.8
-8.6
19.2

2.0
45.2
11.6
12.7
10.2
-0.8
-4.5
-7.2
-6.9
13.3
-5.4

2.7

8.2

1.9
20.5
-6.0

5.0
-3.9
-4.0
-6.7
-3.3

6.1
-3.4
-5.1
-4.2
-3.8

4.3
-1.8
-3.0
-0.6
-1.5

2.8
-3.4
26.2

75.5
143.5
66.3
28.6
52.6
323
55.2
20.3
45.9
29.6
20.4
100.7
60.1
106.0
90.0
47.4
94.2
49.3
31.3
19.8
20.1
113.5
29.8
44.9
96.7
86.4
54.9
28.1
73.1
110.5
54.1
18.5
47.1
64.2
15.4
31.9
14.9
57.8
45.2
70.5
15.0
50.6
113.9
42.8
18.1
54.9



Urn2g
U1007
Uiri4
U207
Uiie62
U1394
Uia477
U1650
Uizol
U1368
Uir97
U432
U1348
U1286
Ui190
Uj144
U143
U273
U1257
Ui157
U047
U950

U324
Ui428
U242
Ullle
U1034
U123
U245
U1030
U1262
U236
Ui
U216
Ussp

U1059
U285
U770

U317
U382
U1091
Ui249
U1080
U1443
U1366
Uii67

Si(116)...C(127)
Si(4)...H(44)
Si(115)...C(131)
H(42)...H(53)
H(29)...H(36)
H(133)...H(166)
C(63)...H(82)
H(74)...H(96)
C(67)...H(98)
H(69)...H(77)
Si(113)...H(121)
H(132)...H(164)
H(121)...H(140)
H(14)..H(37)
H(120)...C(131)
Si(4)...C(7)
Si(1)...C(15)
H(42)...C(43)
Si(59)...H(77)
Si(113)...C(135)
C(119)...H(138)
H(70)...C(83)
Si(59)...H(89)
H(10)...H(49)
Si(1)...H(25)
Si(5)...H(10)
Si(59)...H(84)
8i(57)...C(79)
H(133)...H(167)
H(121)...C(135)
H(120)...H(164)
H(12)...H(30)
H(9)...H(52)
Si(116)...H(152)
H(66)...H(98)
H(126)...H(167)
C(39)...C(43)
H(68)...H(85)
C(71)...C(79)
H(64)...H(102)
C(123).. H(167)
C(127)..H(141)
Si(59)...Si(62)
C(15)...H(53)
H(70)...C(75)
Si(3)...H(28)

552.0(12)
552.2(77)
552.3(12)
552.3(66)
552.5(130)
552.6(210)
552.7(54)
553.3(294)
553.4(147)
553.5(56)
554.2(23)
554.7(232)
555.5(60)
556.5(140)
556.6(39)
556.6(11)
557.3(10)
557.4(55)
557.6(27)
557.6(14)
557.8(56)
558.5(60)
558.6(95)
558.8(89)
558.9(24)
559.1(81)
559.1(33)
559.2(14)
559.4(65)
559.5(59)
559.7(136)
560.1(78)
560.7(141)
560.8(129)
560.8(196)
561.1(37)
561.1(36)
561.4(81)
562.2(31)
562.5(196)
562.8(39)
563.0(39)
563.3(64)
563.5(85)
563.6(53)
563.8(32)

17.8(tied to ul043)
69.6(fixed)
20.5(tied to u1043)
111.2(fixed)
85.4(fixed)
71.9(fixed)
47.2(fixed)
103.7(fixed)
76.7(fixed)
48.5(fixed)
33.1(fixed)
100.5(fixed)
79.8(fixed)
72.9(fixed)
49.6(fixed)
17.6(tied to ul043)
18.1(tied to ul043)
76.0(fixed)
23.8(fixed)
17.3(tied to ul043)
61.7(fixed)
64.2(fixed)
54.6(fixed)
134.6(fixed)

34 .3(fixed)
54.5(fixed)
29.2(fixed)
18.8(tied to ul043)
49.2(fixed)
61.0(fixed)
121.8(fixed)
139.3(fixed)
79.0(fixed)
45.1(fixed)
84.8(fixed)
50.6(fixed)
62.9(tied to ul043)
67.6(fixed)
40.2(tied to ul043)
89.1(fixed)
36.6(fixed)
58.9(fixed)
37.6(tied to ul043)
155.7(fixed)
49.6(fixed)
51.0(fixed)

45

-3.8
28.6
-4.7
-14.2
27.7
-7.0
-7.8
-14.2
5.7
-0.5
-4.8
24
-6.6
-13.3
-2.1
-4.5
-3.5
-9.5
-3.4
-4.8
-3.0
-5.1
-2.0
-17.1
-16.5
-3.8
-5.8
-2.7
-0.6
-1.0
-2.6
-11.1
23.6
-3.5
14.2
0.7
-13.8
8.8
-3.9
-1.2
-2.8
1.1
-2.6
-0.8
-3.8
-3.2

15.3
69.6
17.6
111.2
85.4
71.9
47.2
103.7
76.7
48.5
33.1
100.5
79.8
72.9
49.6
15.2
15.6
76.0
23.8
14.8
61.7
64.2
54.6
134.6
34.3
54.5
29.2
16.1
49.2
61.0
121.8
139.3
79.0
45.1
84.8
50.6
54.1
67.6
34.5
89.1
36.6
58.9
32.3
155.7
49.6
51.0



U
U235
Ui124
U471
Uizsy
U155
Urn
U120
Uiiso
Ug3g

U1209
Ugio

U240
Uogs

Uisin
U137s
U1220
Ujo16
U1430
U140
U1069
U1200
U491
U227
U1238
U028
U1386
Uiz
U448
U163
U509
Urig2
Us46

Ug3y

U1195
U150
U1505
U740
U456
U1290
Ug93

U374
U1306
U270
U184
U267

Si(60)...H(72)
H(40)...H(50)
Si(115)...C(163)
C(63)...H(98)
Si(57)...H(81)
H(14)...C(19)
Si(3)...H(44)
Si(113)...H(126)
H(66)...H(84)
H(140)...H(165)
Si(1)...H(24)
H(21)...H(45)
Si(5)...H(44)
H(64)...H(102)
H(64)...H(110)
H(133)...H(165)
H(40)...H(53)
H(77)...H(108)
C(123)...H(142)
C(127)..H(137)
H(129)...C(163)
Si(2)...H(38)
H(66)...C(95)
C(131)..H(167)
Si(113)...H(136)
H(129)...H(166)
H(126)...C(139)
H(96)...H(105)
H(122)...H(160)
C(15)...H(36)
C(63)...H(97)
Si(4)...Si(6)
C(75)...H(100)
C(63)...H(98)
H(13)...H(54)
Si(113)...H(140)
H(82)...H(110)
H(65)...H(80)
C(7)...H(49)
H(129)...H(162)
Si(59)...H(101)
C(127)...H(160)
H(29)...C(35)
H(17)..C(51)
Si(1)...H(17)
H(72)...C(79)

564.0(21)
564.1(55)
565.1(113)
565.4(187)
565.8(24)
565.8(36)
566.1(79)
566.2(19)
566.5(64)
566.9(154)
567.1(17)
567.3(144)
567.6(14)
567.7(197)
568.0(210)
568.2(175)
568.4(77)
568.4(177)
568.9(61)
568.9(38)
569.3(169)
569.3(26)
569.5(183)
569.6(47)
569.9(25)
570.0(188)
570.1(57)
570.1(43)
570.8(82)
571.1(66)
571.2(200)
571.5(36)
571.6(219)
572.1(188)
572.2(119)
572.2(32)
572.2(117)
572.3(70)
572.5(83)
573.3(131)
573.3(121)
573.3(85)
573.7(110)
574.0(74)
574.1(21)
574.6(42)

30.0(fixed)
61.6(fixed)

77.3(tied to ul043)

64.5(fixed)
29.3(fixed)
59.9(fixed)
97.8(fixed)
33.7(fixed)
62.8(fixed)
84.7(fixed)
37.5(fixed)

116.3(fixed)

31.1(fixed)

100.7(fixed)

81.2(fixed)
92.6(fixed)

122.6(fixed)

75.4(fixed)
44.6(fixed)
44 2(fixed)
59.2(fixed)
30.4(fixed)
66.3(fixed)
28.3(fixed)
30.4(fixed)
74.0(fixed)
48.6(fixed)
56.1(fixed)
54.8(fixed)
57.2(fixed)
81.2(fixed)

33.8(tied to ul043)

73.4(fixed)
77.3(fixed)
86.7(fixed)
38.9(fixed)
52.8(fixed)
51.7(fixed)

109.6(fixed)

64.5(fixed)
62.9(fixed)
72.5(fixed)
87.9(fixed)

124.2(fixed)

31.1(fixed)
49.0(fixed)
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-2.9
12.0
-2.7
-3.1
-3.7
13.3

7.0
-1.8
-8.2
27.7
16.2
80.5
16.0

7.8

2.1
-3.4

0.8

0.4
-9.1

6.1

4.6
-5.8
-3.8
-2.3
-4.9

6.9
-9.8

1.7
-1.7
14.6
-4.8
-4.0
10.7

6.9
16.1
-5.0
12.7
12.8
-8.5

6.5

4.7

0.3
16.8
15.9
-2.0
-0.2

30.0
61.6
66.4
64.5
293
59.9
97.8
33.7
62.8
84.7
37.5
116.3
31.1
100.7
81.2
92.6
122.6
75.4
44.6
44.2
59.2
30.4
66.3
28.3
30.4
74.0
48.6
56.1
54.8
57.2
81.2
29.0
73.4
77.3
86.7
38.9
52.8
51.7
109.6
64.5
62.9
72.5
87.9
124.2
31.1
49.0



Uinig
U295
U1280
U191
Ui3sy
Ui1s6
Uj2s3
U1205
Ugos

U1486
Ugg0

U328
U1208
Uj681
U1232
U1206
U153
U1408
U247
U198
U1339
U225
U397
U1263
U1097
U021
U1239
Uii6s
U367
U231
U1294
U1483
U276
U224
U364
Ugss

U464
Ur192
U479
U241
Ui246
U1305
U254
Uiiss
Uj3s1
U441

Si(116)...H(129)
H(42)...C(51)
Si(3)...H(52)
Si(5)...H(9)
Si(116)...C(155)
Si(115)...H(133)
H(120)...H(167)
Si(57)...H(70)
C(19)...H(45)
C(91)...H(101)
H(65)...H(86)
H(25)...H(55)
H(128)...H(158)
H(81)...H(110)
H(14)...H(55)
C(11)...H(55)
H(142)...H(167)
H(122)...H(162)
H(24)...H(55)
C(31)...H(49)
C(67)...C(75)
Si(57)...H(69)
H(120)...H(132)
H(124)...H(156)
H(125)...C(131)
C(19)...C(43)
Si(60)...H(73)
C(7)..C(31)
Si(4)...H(54)
Si(116)...H(128)
C(7)...C(43)
C(123)..H(157)
Si(115)...H(132)
H(10)...H(38)
H(41)...H(46)
C(67)...H(86)
H(66)...H(110)
H(124)...H(138)
H(124)...C(139)
Si(4)...H(10)
Si(4)...H(8)
C(31)...H(48)
H(134)...H(165)
H(8)...H(32)
H(125)...H(156)
C(123)...H(140)

574.9(20)
575.4(51)
575.5(79)
575.6(79)
575.9(115)
576.1(17)
576.2(67)
576.2(15)
576.2(121)
576.3(52)
576.4(76)
576.9(35)
576.9(217)
577.0(140)
577.1(46)
577.1(36)
577.7(47)
577.7(68)
578.2(29)
578.3(35)
578.8(38)
579.1(17)
579.5(50)
579.6(138)
579.7(42)
579.7(111)
579.8(18)
580.3(122)
580.6(55)
580.7(17)
580.7(102)
580.7(87)
580.7(19)
581.1(124)
581.4(49)
581.6(58)
581.7(181)
581.8(59)
582.1(60)
582.3(16)
582.8(15)
582.8(42)
583.0(173)
583.8(156)
584.0(76)
584.1(58)

28.7(fixed)
77.9(fixed)
62.7(fixed)
46.1(fixed)

54.8(tied toul181)

36.9(fixed)
36.5(fixed)
27.6(fixed)
91.0(fixed)
33.6(fixed)
74.3(fixed)
45.7(fixed)
62.8(fixed)
47.3(fixed)
55.2(fixed)
32.0(fixed)
51.0(fixed)
68.0(fixed)
50.2(fixed)
47.7(fixed)

32.5(tied toul181)

25.8(fixed)
53.2(fixed)
62.0(fixed)
50.9(fixed)

89.5(tied to ul181)

24.8(fixed)

47.8(tied to ul043)
102.0(fixed)

27.3(fixed)

115.3(tied to u1043)

63.2(fixed)
27 4(fixed)
73.7(fixed)
68.8(fixed)
63.9(fixed)
71.3(fixed)
48.9(fixed)
51.5(fixed)
31.0(fixed)
26.6(fixed)
60.8(fixed)
93.0(fixed)
65.1(fixed)
54.7(fixed)
50.8(fixed)
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-3.3
-17.0
6.2
-0.6
-3.6
-3.2
-5.6
-4.3
65.9
-4.3
1.0
-24.9
-5.0
3.5
-1.9
-2.1
0.1
4.0
-23.0
15.6
-3.6
-4.6
-4.6
23.7
3.2
45.7
-4.0
-0.2
-0.9
-4.1
-11.5
5.5
-6.1
-6.1
-7.3
-4.7
23
-2.7
-8.0
-4.7
-4.8
5.6
10.4
6.2
18.4
-1.7

28.7
77.9
62.7
46.1
45.3
36.9
36.5
27.6
91.0
33.6
74.3
45.7
62.8
47.3
55.2
32.0
51.0
68.0
50.2
47.7
26.9
25.8
53.2
62.0
50.9
74.0
24.8
41.0
102.0
27.3
99.1
63.2
27.4
73.7
68.8
63.9
71.3
48.9
51.5
31.0
26.6
60.8
93.0
65.1
54.7
50.8



Uia7i
U1289
U1350
U1299
U1244
U1423
Ui641
Uin12
Ugs?

U1278
U1524
Uiio2
Uia10
U1226
U256
U133
U248
U1222
Ui415
U1234
U250
Uj217
Uiis2
U1296
U1268
U1347
U1026
Ui139
U1402
Uiz
Uge1

U1086
Ui210
U1084
U459
U455
U1344
Ua71

U1494
U1490
U1363
U1298
Uis16
U1284
U1063
Upisi

Si(1)...H(16)
H(69)...H(111)
C(15)...H(30)
H(121)...C(163)
H(129)...H(141)
H(16)...H(20)
H(66)...H(80)
H(30)...C(35)
Si(60)...H(101)
H(121)...H(167)
Si(59)...H(96)
Si(57)...H(78)
H(73)..H(81)
C(7)...H(55)
Si(113)...H(137)
H(122)...H(136)
Si(113)...H(125)
H(70)..H(111)
H(10)...C(47)
H(S)...H(41)
C(119)...H(165)
H(8)...C(39)
3i(60)...H(98)
Si(6)...H(9)
H(120)...H(165)
H(69)...H(78)
C(67)...H(84)
Si(57)...H(80)
H(129)...H(161)
H(128)...H(137)
3i(60)...H(98)
H(73)...H(101)
Si(59)...H(76)
H(76)..H(111)
H(21)..H(54)
H(13)...H(26)
H(76)...H(105)
H(92)...H(102)
H(8)...H(48)
H(20)...H(54)
C(119)...C(131)
Si(115)...H(154)
H(122)...H(132)
H(10)...H(46)
H(125)...H(133)
Si(4)...C(43)

584.1(17)
584.2(30)
584.4(46)
584.6(181)
584.9(45)
585.1(41)
585.2(57)
585.3(102)
586.0(110)
586.1(83)
586.1(154)
586.4(29)
586.6(33)
587.3(26)
587.4(16)
587.5(57)
587.6(14)
587.8(30)
588.0(74)
588.0(47)
588.1(158)
589.5(65)
589.8(70)
590.1(77)
590.2(150)
590.4(48)
590.4(58)
590.8(17)
591.6(85)
591.7(43)
592.1(70)
592.5(179)
592.9(14)
593.0(50)
593.5(115)
594.0(64)
595.3(72)
595.6(48)
596.0(73)
596.4(106)
596.4(32)
596.6(53)
597.4(60)
597.6(129)
598.0(51)
598.1(67)

28.1(fixed)
34.8(fixed)
86.0(fixed)

107.3(fixed)

69.0(fixed)
64.5(fixed)
45.6(fixed)
64.2(fixed)
56.0(fixed)
42.1(fixed)
59.8(fixed)
28.3(fixed)
51.5(fixed)
27.0(fixed)
29.5(fixed)
66.8(fixed)
28.2(fixed)
35.7(fixed)
90.7(fixed)
68.1(fixed)

100.8(fixed)

57.4(fixed)
50.8(fixed)
47.9(fixed)

113.1(fixed)

50.6(fixed)
54.5(fixed)
30.1(fixed)
59.0(fixed)
46.5(fixed)
40.3(fixed)
76.8(fixed)
28.6(fixed)
44.5(fixed)

150.9(fixed)

85.2(fixed)
50.3(fixed)
62.9(fixed)
76.1(fixed)

127.8(fixed)
39.4(tied to ul 181)

43.5(fixed)
57.5(fixed)

108.8(fixed)

70.2(fixed)
59.7(39)
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-4.3
-4.7
22.4
-3.5

5.0
21.4
11.4
219

1.0
-5.0
10.6
-4.4
-3.8
-3.0
-4.9
10.4
-4.9
-3.1
16.0
16.4
-5.8
11.9

34
-3.5
-5.9

34
-3.9
-0.7

1.0

24

4.1

52
-2.6
-0.3

5.7
10.0

6.6
11.1
16.0
-7.1
-6.7

4.9
-5.2

0.8

6.7
12.7

28.1
34.8
86.0
107.3
69.0
64.5
45.6
64.2
56.0
42.1
59.8
28.3
51.5
27.0
29.5
66.8
28.2
35.7
90.7
68.1
100.8
57.4
50.8
47.9
113.1
50.6
54.5
30.1
59.0
46.5
40.3
76.8
28.6
44.5
150.9
85.2
50.3
62.9
76.1
127.8
32.6
43.5
57.5
108.8
70.2
49.3



U1332
Ui421
Ui542
U1400
Ui426
U327
Ui3gy
Uisio
Ui147
U1460
U388
U612
U1594
Ui179
U1068
U132
U336
U1395
U1492
U1703
U497
Ui3ng
U187
U1449
U1489
Ui272
U1444
U288
U1293
Ug1g

U1420
U1895
U1353
U136
U1699
U468
U1148
U1269
U297
U1029
U1333
Ui277
Ui412
U1229
U1609
U1631

C(27)..H(36)
H(128)...H(160)
H(133)...C(163)
H(80)...H(110)
H(122)...C(131)
H(68)...H(111)
C(15)..C(51)
H(33)...H(48)
Si(4)...H(45)
H(8)...H(50)
C(27)...C(39)
C(63)...C(95)
Si(59)...H(110)
H(64)...C(75)
C(63)...H(102)
Si(115)...Si(117)
C(7)...C(23)
H(14)...H(20)
C(7)...C(47)
H(132)...H(156)
Si(59)...C(87)
C(63)...H(102)
H(20)...H(46)
C(127)...C(159)
H(12)...H(26)
H(18)...H(36)
H(8)...H(46)
C(127)...C(135)
H(10)...H(55)
H(66)...H(104)
C(127)...C(139)
H(68)...H(98)
H(26)...H(55)
H(16)...H(54)
H(74)...H(80)
H(14)..H(21)
H(121)...H(136)
C(139)...H(167)
C(7)...H(29)
H(68)...C(83)
Si(3)...C(43)
C(127)...H(136)
C(11)...C(19)
H(122)...H(138)
H(68)...H(98)
C(63)...H(110)

598.1(112)
598.2(107)
598.4(177)
598.4(82)
598.6(45)
599.2(26)
599.9(67)
599.9(47)
599.9(77)
600.0(97)
600.1(67)
600.1(172)
600.3(91)
600.5(37)
600.6(202)
600.7(17)
600.8(28)
601.1(39)
602.1(71)
602.4(200)
602.4(86)
602.5(201)
602.7(136)
602.7(92)
603.8(59)
604.0(72)
604.1(127)
604.1(30)
604.2(33)
604.3(87)
604.4(33)
604.7(182)
604.7(33)
604.8(68)
604.9(52)
605.3(38)
605.4(69)
605.6(36)
605.6(43)
605.9(60)
606.0(62)
606.1(44)
606.3(26)
606.8(61)
607.2(183)
607.2(174)

64 .4(fixed)

94 .8(fixed)
70.7(fixed)
59.9(fixed)
48.4(fixed)
37.7(fixed)
107.2(tied to ul181)
66.5(fixed)
77.5(fixed)
75.8(fixed)
106.5(tied to ul181)
68.7(tied toul181)
40.0(fixed)

47 .4(fixed)
83.3(fixed)
19.9(tied to ul181)
34.6(tied toul181)
75.8(fixed)
82.0(tied toul181)
79.0(fixed)
46.8(tied toul181)
71.0(fixed)
117.3(fixed)
60.1(tied toul181)
84.1(fixed)
63.0(fixed)
115.8(fixed)
30.7(tied to ul043)
45.3(fixed)
85.5(fixed)
46.2(tied toul181)
69.8(fixed)
39.4(fixed)
112.8(fixed)
59.1(fixed)
59.6(fixed)
76.5(fixed)
31.2(fixed)
62.8(fixed)
55.8(fixed)
81.3(tied toul181)
51.7(fixed)
48.8(tied toul181)
70.0(fixed)
88.0(fixed)
61.2(fixed)
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12.6
-0.6
-9.4
11.1
-7.2
-2.3
10.9
14.2
16.6
0.8
10.9
-8.3
-1.9
2.8
2.2
-2.5
4.0
-18.1
-12.5
-7.5
-8.2
0.9
41.3
-4.2
-1.1
18.3
-11.1
-1.5
-3.7
25.1
-4.7
-6.8
-18.8
254
-9.0
-21.6
-7.1
-4.5
6.9
-3.6
-5.2
-0.4
-18.6
-8.1
0.3
-1.7

64.4
94.8
70.7
59.9
48.4
37.7
98.0
66.5
77.5
75.8
97.4
56.7
40.0
47.4
83.3
16.5
31.6
75.8
67.8
79.0
38.7
71.0
117.3
49.6
84.1
63.0
115.8
26.4
453
85.5
38.2
69.8
39.4
112.8
59.1
59.6
76.5
31.2
62.8
55.8
67.2
51.7
40.4
70.0
88.0
61.2



U391
U329
Ui370
U1466
Ui472
U1553
Uinzs
U379
U1390
Uie14
U583
U265
U520
U1500
Urie1
Uiz11
U458
U274
U1243
U159
U1495
U1202
U331
U1380
U582
U436
Uig11
U513
U1563
U1283
U1587
U422
U514
U107
U1465
Ujs31
U134
U1558
U419
U1504
U377
U1565
U196
U425
U1343
U442

H(66)...C(107)
H(128)...H(136)
Si(4)...H(36)
H(134)...C(163)
C(123)...C(155)
H(81)...H(111)
Si(60)...H(102)
H(120)...H(134)
C(39)...H(52)
H(124)...H(157)
Si(60)...H(102)
H(8)...H(33)
H(42)...H(44)
H(130)...H(141)
C(71)...H(85)
C(75).. H(111)
H(129)...H(142)
Si(116)...H(164)
H(18)...H(54)
C(119)...H(132)
H(121)...H(164)
C(127)...H(166)
H(10)...H(25)
H(126)...H(156)
Si(116)...H(157)
H(40)...C(51)
H(65)...H(82)
C(127)...H(142)
H(122)...H(161)
C(123)...C(131)
H(73)...H(80)
C(27)...C(35)
H(21)..H(34)
H(140)...H(164)
H(10)...H(45)
C(15)...H(20)
H(8)...H(29)
H(64)...C(107)
H(12)...H(28)
H(70)...C(95)
H(120)...H(133)
C(19)...H(54)
H(128)...H(153)
H(129)...C(139)
H(125)...H(167)
Si(1)...H(26)

607.2(161)
607.2(50)
607.2(70)
607.3(193)
607.4(90)
607.5(53)
607.8(99)
607.9(44)
608.0(50)
608.4(96)
608.7(99)
609.6(127)
609.7(51)
611.4(47)
611.5(42)
612.5(39)
612.7(54)
613.1(115)
613.2(86)
613.5(44)
613.6(199)
613.7(173)
613.8(41)
613.9(126)
614.1(106)
614.4(54)
615.4(57)
615.7(46)
615.7(64)
615.7(33)
616.3(40)
616.4(95)
616.5(92)
616.6(176)
616.8(105)
617.1(30)
617.2(48)
617.7(182)
617.8(63)
618.0(113)
618.2(33)
618.5(96)
619.5(189)
619.6(39)
619.8(33)
620.3(17)

69.8(fixed)
58.8(fixed)
50.5(fixed)
75.6(fixed)
45.9(tied toul181)
36.6(fixed)
45.5(fixed)
57.7(fixed)
71.5(fixed)
67.6(fixed)
22 .9(fixed)
54.9(fixed)
79.3(fixed)
67.8(fixed)
40.8(fixed)
27.8(fixed)
60.3(fixed)
42 .9(fixed)
100.3(fixed)
39.3(fixed)
126.7(fixed)
76.4(fixed)
57.7(fixed)
58.0(fixed)
54.6(fixed)
84.3(fixed)
54.8(fixed)
48.5(fixed)
69.7(fixed)
44.1(tied to ul043)
55.7(fixed)
59.2(tied to ul 181)
106.9(fixed)
61.9(fixed)
119.7(fixed)
50.1(fixed)
62.4(fixed)
80.0(fixed)
95.9(fixed)
82.6(fixed)
50.8(fixed)
127.0(fixed)
70.1(fixed)
50.0(fixed)
40.4(fixed)
22 A(fixed)
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3.5
3.1
1.5
1.1
5.7
-4.6
0.0
-2.1
-8.2
8.1
-1.6
-1.7
-20.3
-0.7
2.0
-4.2
0.5
2.5
48.2
-7.5
-6.3
-0.1
11.3
14.7
-9.7
-12.2
-11.6
-5.5
-3.1
-3.9
-7.1
9.1
-26.7
254
-25.0
-23.5
11.1
-1.7
-1.3
1.4
-5.4
-5.0
17.0
-1.1
-6.8
-16.1

69.8
58.8
50.5
75.6
38.0
36.6
45.5
57.7
71.5
67.6
22.9
54.9
79.3
67.8
40.8
27.8
60.3
42.9
100.3
39.3
126.7
76.4
57.7
58.0
54.6
84.3
54.8
48.5
69.7
37.9
55.7
48.9
106.9
61.9
119.7
50.1
62.4
80.0
95.9
82.6
50.8
127.0
70.1
50.0
40.4
22.4



U401
U746
Ui601
U126
U405
U1804
Uisg
U467
U308
Uii7s
Uiz
U634
U1623
Ujs49
U473
Uli64
U1313
U429
Ujs44
Uiz
ugis

U1683
U507
U1786
U341
Uiigs
U1453
Ui461
Uis19
U1538
Ui418
U1567
U1409
U626
U1070
U637
U376
U1320
Ui17s
U1620
U1393
Uj451
U552
U13ss
U1230
U1593

H(16)...H(36)
H(66)...H(82)
H(70)...H(78)
H(70)...H(86)
H(128)...C(135)
H(65)...H(97)
C(135)...H(166)
Si(3)...H(22)
H(141)...H(167)
H(17)...H(44)
H(130)...H(137)
H(18)...H(53)
H(74)...C(79)
H(73)...C(79)
H(14)..H(22)
H(70)...H(84)
H(129)...H(164)
Si(57)...H(68)
Si(4)...C(51)
H(69)...H(76)
H(76)...H(102)
C(79)...C(107)
C(79)..H(111)
H(65)...H(98)
C(127)...C(163)
H(126)...H(133)
H(8)...H(25)
Si(59)...H(78)
H(128)...H(141)
H(70)...H(97)
H(73)...H(100)
H(69)...H(98)
H(33)...C(47)
C(67)...C(95)
H(65)...H(98)
C(119)...C(159)
H(17)...H(36)
H(126)...C(131)
H(76)...H(102)
C(67)..H(97)
H(9)...H(25)
Si(60)...H(74)
H(17)...H(30)
H(129)...H(137)
C(123)..H(133)
H(66)...H(93)

620.4(76)
620.5(56)
620.5(58)
621.3(53)
621.7(36)
621.9(234)
622.2(116)
622.2(15)
622.4(48)
622.4(99)
622.6(45)
622.6(93)
622.7(36)
622.8(27)
622.9(43)
622.9(64)
623.3(193)
623.5(12)
623.6(44)
623.7(37)
623.7(235)
623.7(95)
624.6(41)
625.0(220)
625.3(151)
625.7(58)
626.2(34)
626.2(16)
627.0(36)
627.1(118)
627.2(172)
627.2(120)
627.7(34)
627.9(129)
628.0(221)
628.4(53)
628.4(66)
628.5(45)
628.8(233)
628.9(135)
628.9(40)
628.9(14)
629.0(43)
629.1(35)
629.8(43)
630.0(101)

61.7(fixed)
50.7(fixed)
56.9(fixed)
69.0(fixed)
33.9(fixed)
92.8(fixed)
62.6(fixed)
21.9(fixed)
45.3(fixed)
119.9(fixed)
49.8(fixed)
154.5(fixed)
39.7(fixed)
36.8(fixed)
67.6(fixed)
72.7(fixed)
67.7(fixed)
19.2(fixed)
89.4(tied toul181)
47.6(fixed)
80.6(fixed)
43.2(tied toul181)
20.6(fixed)
74.3(fixed)
67.7(tied toul181)
80.2(fixed)
50.3(fixed)
17.9(fixed)
54.1(fixed)
100.6(fixed)
69.8(fixed)
76.3(fixed)
42.5(fixed)
80.6(tied to ul181)
85.6(fixed)
56.1(tied to ul181)
56.6(fixed)
61.5(fixed)
50.1(fixed)
88.6(fixed)
55.9(fixed)
17.9(fixed)
76.5(fixed)
49.0(fixed)
59.0(fixed)
84.5(fixed)

51

10.1
-12.4
-5.7
-11.6
-1.8
-6.9
11.3
-13.9
-4.0
34.4
7.5
6.6
-7.0
-7.6
-10.5
-9.3
1.6
-7.6
-11.7
0.1
9.7
0.2
-5.9
-6.3
-4.9
5.0
5.0
-6.1
-5.3
-0.4
-2.5
-0.4
53
-5.7
-0.5
-7.2
11.3
-3.4
8.4
-5.7
21.1
-6.7
-28.4
3.0
0.7
4.4

61.7
50.7
56.9
69.0
33.9
92.8
62.6
21.9
453
119.9
49.8
154.5
39.7
36.8
67.6
72.7
67.7
19.2
73.9
47.6
80.6
35.7
20.6
74.3
55.9
80.2
50.3
17.9
54.1
100.6
69.8
76.3
42.5
66.6
85.6
46.4
56.6
61.5
50.1
88.6
55.9
17.9
76.5
49.0
59.0
84.5



Uizis
U439
U1302
U1537
U1431
U462
Usgg

U1358
U1602
U518
Ui3s2
U1653
U131
U1338
U503
U628
U1s56
U1768
U1585
U1359
U457
U1720
Ugg3

Uj446
U1493
U1345
U1474
Uj644
U1454
Uy447
U1369
U580
U527
U7
U378
Uis77
U1154
U335
U1663
U438
U1789
U385
U1560
Uie16
U1223
U588

H(125)...H(134)
Si(115)...H(134)
H(88)...H(108)
H(69)...H(98)
Si(113)...H(124)
Si(116)...H(130)
H(98)...H(109)
Si(115)...H(165)
Si(115)...H(160)
H(12)...H(53)
H(73)...H(85)
H(126)...H(142)
H(124)...H(167)
H(121)...H(138)
H(13)...C(19)
H(126)...H(157)
Si(115)...C(159)
C(131)...H(156)
H(42)...H(46)
C(63)...C(75)
C(7)...C(27)
H(130)...H(160)
C(75)...H(98)
H(128)...H(154)
Si(4)...C(35)
Si(115)...H(153)
Si(4)...H(9)
C(131)...H(164)
Si(115)...H(164)
H(132)...H(161)
3i(60)...H(88)
C(39)...H(46)
C(11)...H(20)
H(64)...H(98)
3i(60)...C(95)
C(67)..H(78)
H(64)...H(76)
C(71)...C(83)
H(122)...H(145)
Si(115)...C(151)
H(124)...H(142)
H(129)...H(165)
H(32)...H(48)
H(70)...H(76)
H(77)..H(111)
C(11)..H(21)

630.1(49)
630.1(13)
630.3(62)
630.7(119)
630.7(12)
630.9(13)
630.9(42)
631.3(103)
631.4(52)
631.5(120)
631.5(42)
631.8(55)
631.8(49)
632.1(60)
632.4(35)
632.4(110)
632.6(47)
633.0(172)
633.6(57)
633.9(26)
634.1(31)
634.5(93)
634.7(151)
634.7(146)
634.8(56)
635.0(82)
635.0(13)
635.1(193)
635.3(121)
635.6(78)
636.0(125)
636.0(38)
636.0(30)
636.2(151)
636.4(61)
636.5(42)
637.2(44)
637.3(30)
637.4(157)
637.9(50)
638.0(68)
638.0(138)
638.2(49)
638.4(47)
638.5(35)
638.7(27)

55.9(fixed)
21.3(fixed)
57.0(fixed)
70.9(fixed)
20.3(fixed)
19.5(fixed)
13.7(fixed)
67.9(fixed)
43.5(fixed)
97.3(fixed)
42.9(fixed)
47.9(fixed)
39.9(fixed)
70.7(fixed)
62.0(fixed)
67.9(fixed)

30.9(tied to ul181)

66.9(fixed)
74.2(fixed)

38.9(tied toul181)
53.3(tied toul181)

79.8(fixed)
62.6(fixed)
63.5(fixed)

40.4(tied to ul181)

53.9(fixed)
19.4(fixed)
72.8(fixed)
75.7(fixed)
83.0(fixed)
65.7(fixed)
51.3(fixed)
58.1(fixed)
58.6(fixed)

46.8(tied to ul181)

33.5(fixed)
58.7(fixed)

33.3(tied toul181)

68.9(fixed)

35.9(tied to ul181)

52.8(fixed)
56.2(fixed)
73.3(fixed)
48.1(fixed)
40.2(fixed)
42 3(fixed)

52

2.5
-8.9
-8.0

1.9
-6.6
-7.5
-4.3
-7.8
-6.5

21.3
-1.1
-12.8
-5.3
-6.6
-19.5

6.1
-7.5
-7.9

-12.1
-2.7
-4.4
-5.7

2.8

6.2
-4.5

1.8
-8.1
-4.7
-7.5

21.0

-14.5

-13.5

-25.1

55.9
21.3
57.0
70.9
20.3
19.5
13.7
67.9
43.5
97.3
42.9
47.9
39.9
70.7
62.0
67.9
25.5
66.9
74.2
32.2
44.0
79.8
62.6
63.5
33.4
53.9
19.4
72.8
75.7
83.0
65.7
51.3
58.1
58.6
38.7
33.5
58.7
27.6
68.9
29.7
52.8
56.2
73.3
48.1
40.2
42.3



Uia16
U1595
Uigio
U1488
U778
Ujs46
Uis70
U159
U1606
U1496
U543
U1655
U1689
U1550
U1679
U413
U707
U575
U1695
U627
U658
U657
U1435
U635
U1484
Ujs23
U521
U1540
U545
U1237
Ues46

Ujs3s
U1445
U1469
U487
Ujsss
U485
U525
U1832
U1526
U1776
U1534
Uge0

Uis17
U597
U482

C(7)...H(32)
Si(115)...H(145)
H(16)...H(53)
Si(1)...H(18)
H(125)...H(157)
H(128)...C(159)
H(34)...H(48)
H(137)...H(166)
H(10)...H(50)
Si(113)...H(138)
H(20)...C(51)
H(29)..H(37)
Si(4)...H(53)
H(9)...H(44)
H(126)...H(140)
H(125)...H(132)
H(18)..H(21)
H(17)...H(52)
Si(3)...H(49)
H(124)...C(155)
Si(61)...C(83)
$i(59)...C(107)
H(8)...H(40)
C(63)...C(107)
Si(57)...H(82)
H(14)...H(54)
C(15)...C(35)
C(7)...H(46)
H(13)...H(20)
C(71)..H(101)
H(64)...H(98)
H(136)...H(167)
H(30)...H(38)
H(64)..H(77)
H(8)...C(27)
H(8)...C(23)
H(8)...H(30)
C(7)...H(30)
H(9)...H(49)
C(119)...H(133)
C(119)...H(160)
C(67)...H(76)
H(76)...H(101)
C(135)...H(167)
H(42)..H(52)
Si(6)...H(17)

638.9(135)
639.9(56)
639.9(79)
640.0(10)
640.2(72)
640.2(106)
640.4(37)
640.4(120)
640.5(85)
640.5(15)
640.5(84)
640.8(100)
641.9(47)
642.0(126)
642.0(61)
642.1(37)
642.3(55)
642.6(81)
643.1(58)
643.1(109)
643.7(73)
643.7(73)
644.0(85)
644.2(151)
644.4(15)
644.7(84)
645.2(56)
646.1(115)
646.1(44)
646.3(162)
646.3(153)
646.8(40)
646.8(115)
647.1(34)
647.2(37)
648.2(25)
648.5(48)
648.7(39)
648.8(93)
648.9(24)
649.3(69)
649.3(31)
649.4(201)
649.5(25)
649.6(56)
649.9(46)

52.2(fixed)
45.8(fixed)
151.5(fixed)
18.8(fixed)
62.6(fixed)
72.8(fixed)
57.0(fixed)
88.1(fixed)
92.3(fixed)
18.2(fixed)
94.1(fixed)
89.2(fixed)
93.6(fixed)
148.8(fixed)
56.1(fixed)
50.1(fixed)
92.6(fixed)
124.6(fixed)
74.8(fixed)
45.3(fixed)
36.3(tied toul181)
36.3(tied toul181)
63.7(fixed)
71.2(tied toul181)
18.1(fixed)
60.5(fixed)
56.9(tied to ul 181)
98.0(fixed)
84.2(fixed)
67.4(fixed)
95.0(fixed)
38.9(fixed)
75.6(fixed)
45.8(fixed)
46.0(fixed)
35.4(fixed)
68.4(fixed)
65.8(fixed)
116.0(fixed)
36.2(fixed)
44.6(fixed)
31.4(fixed)
77.2(fixed)
21.5(fixed)
77.5(fixed)
53.5(fixed)

53

-1.8
1.0
-13.8
-7.5
-0.7
-1.7
-5.8
16.7
-12.2
-8.7
-3.2
-1.2
-21.6
-15.6
-13.8
-4.0
-23.0
6.6
-14.6
7.7
-5.4
-5.4
11.2
-3.6
-6.6
8.1
0.2
-9.6
-18.8
-0.3
11.7
-2.9
25.0
-2.4
0.6
-4.1
1.8
-9.0
-12.8
-8.9
-9.4
-5.9
34
-5.3
-16.4
0.4

52.2
45.8
151.5
18.8
62.6
72.8
57.0
88.1
92.3
18.2
94.1
89.2
93.6
148.8
56.1
50.1
92.6
124.6
74.8
45.3
30.0
30.0
63.7
58.8
18.1
60.5
47.0
98.0
84.2
67.4
95.0
38.9
75.6
45.8
46.0
354
68.4
65.8
116.0
36.2
44.6
31.4
77.2
21.5
77.5
53.5



Uie72
U1093
U1839
U737
U424
U1599
U530
U1622
Ui624
U1774
Ui476
U1906
U645
U691
U498
U041
U186
U1557
U166
U337
U1639
U1680
U1373
U1433
U478
U434
Ujs01
Uys47
U610
U1748
U1463
U1798
Ui414
Uisi0
U1590
U1396
U1564
Ui716
U579
U1643
U1730
Ui617
Ujs71
Uiz
Uj591
U1539

Si(59)...H(90)
H(73)...H(104)
H(64)...H(97)
H(72)..H(77)
H(129)...H(149)
H(132)...C(159)
C(15)...H(55)
H(129)...H(154)
C(7)...H(45)
H(124)...H(140)
C(7)...H(33)
C(79)...H(109)
H(24)...H(54)
H(125)...C(155)
H(129)...C(135)
H(90)...H(102)
H(21)...H(46)
Si(3)...C(39)
Si(3)...H(45)
H(76)...H(106)
H(122)...H(133)
8i(3)...C(47)
C(71)...H(86)
C(127)...H(153)
H(73)...C(83)
H(64)...H(78)
C(71)...H(100)
H(80)...H(111)
H(21)...C(51)
H(10)...H(48)
H(73)...H(86)
H(120)...H(145)
H(66)...C(75)
H(S)...H(42)
C(127)..H(154)
C(15)...H(44)
H(10)...H(29)
H(66)...C(91)
H(16)...H(55)
H(128)...C(139)
H(18)...C(19)
C(119)...H(134)
Si(6)...C(15)
H(69)...H(100)
H(9)...C(23)
H(129)...H(136)

650.5(61)
650.6(70)
650.6(172)
651.2(49)
651.3(104)
651.8(95)
652.1(19)
652.2(110)
652.5(87)
652.5(61)
652.5(112)
653.2(109)
653.5(54)
653.8(64)
654.6(26)
654.9(44)
654.9(130)
655.4(35)
655.4(55)
655.5(101)
655.5(37)
655.5(44)
656.0(37)
656.1(149)
656.2(33)
656.5(44)
657.3(163)
657.9(29)
658.0(90)
659.0(65)
659.1(44)
659.1(148)
659.3(34)
659.5(60)
659.7(108)
659.8(86)
660.0(37)
660.6(85)
660.6(27)
660.6(27)
660.8(36)
661.0(35)
661.0(39)
661.1(124)
661.1(32)
661.4(37)

46.6(fixed)
77.7(fixed)
75.5(fixed)
47.2(fixed)
65.0(fixed)
69.1(fixed)
20.7(fixed)
55.4(fixed)

104.5(fixed)

61.3(fixed)
47.6(fixed)
48.3(fixed)

151.0(fixed)

39.8(fixed)
31.8(fixed)
55.5(fixed)
95.8(fixed)

28.6(tied toul181)

86.3(fixed)
55.6(fixed)
45.5(fixed)

51.7(tied to ul 181)

52.4(fixed)
56.1(fixed)
32.5(fixed)
52.2(fixed)
62.8(fixed)
34.1(fixed)

112.9(fixed)

82.7(fixed)
57.5(fixed)
68.3(fixed)
49.3(fixed)
55.0(fixed)
48 4(fixed)

105.5(fixed)

58.0(fixed)
68.8(fixed)
36.8(fixed)
36.1(fixed)
53.7(fixed)
41.1(fixed)

43.5(tied to ul181)

79.9(fixed)
40.3(fixed)
49 3(fixed)
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-11.4
14.7
-12.4
-1.4
11.9
8.0
-5.5
0.8
-27.6
-11.9
-8.1
-3.7
16.0
24
-4.5
0.6
55.3
-3.6
-17.3
10.1
-11.1
-16.2
-4.5
6.8
-4.9
1.7
-5.7
-5.0
-1.7
-32.4
-2.2
6.3
-2.6
4.8
1.7
18.2
-6.4
-2.3
-4.2
-8.5
-23.77
-9.0
-4.9
8.7
4.4
-5.8

46.6
7.7
75.5
47.2
65.0
69.1
20.7
554
104.5
61.3
47.6
48.3
151.0
39.8
31.8
555
95.8
23.6
86.3
55.6
45.5
42.7
52.4
56.1
32.5
52.2
62.8
34.1
112.9
82.7
57.5
68.3
49.3
55.0
48.4
105.5
58.0
68.8
36.8
36.1
53.7
41.1
36.0
79.9
40.3
49.3



Ui607
U975
U1694
U749
U1928
U1688
U1346
U1568
Uy574
U1233
Uis41
U682
Uie61
U1686
U1706
Uii77
U891
U668
U7
U214
Ui71s
U1808
Uig1s
U625
U1743
U1340
U1589
U1383
U584
U945
U801
U1533
Uj554
U1822
U618
Uig1e
U670
U652
U1769
U1398
U1880
U1883
U649
U1692
U1753
U316

Si(116)...C(147)
H(81)...C(107)
Si(116)...H(158)
C(71)...H(82)
H(65)...C(95)
C(127)...H(162)
H(72)...H(85)
H(17)...H(55)
C(7)...C(39)
H(24)...H(44)
H(9)...H(29)
H(122)...H(134)
C(15)..H(37)
C(19)...C(51)
H(18)...H(30)
H(68)...H(86)
H(82)...C(107)
H(126)...C(155)
H(130)...C(139)
H(66)...H(105)
H(16)...C(51)
C(7)...H(48)
H(130)...C(159)
H(18)...C(51)
C(7)...H(50)
C(63)...H(76)
C(63)...H(77)
C(19)...H(46)
H(137)...H(167)
H(66)...H(96)
Si(60)...H(105)
H(130)...C(135)
C(123)..H(132)
C(119)...H(162)
C(7)...H(41)
H(30)...H(54)
H(134)...H(167)
H(66)...H(109)
H(66)...H(89)
H(138)...H(166)
H(68)...H(97)
C(131)...C(155)
H(10)..H(21)
Si(59)...H(93)
H(25)...H(36)
H(68)...H(84)

661.5(59)
662.1(122)
662.2(123)
663.2(32)
663.9(203)
664.0(116)
664.8(38)
664.9(28)
665.3(56)
665.3(106)
665.4(52)
665.8(50)
666.1(62)
666.2(76)
666.2(53)
666.3(62)
666.4(109)
666.6(106)
666.8(39)
667.0(70)
667.7(61)
668.2(61)
668.2(102)
668.2(77)
668.3(83)
668.5(33)
669.3(23)
669.6(119)
669.6(25)
669.7(189)
669.9(68)
669.9(36)
669.9(26)
670.0(63)
670.4(40)
670.6(55)
670.6(45)
670.9(125)
671.0(68)
671.0(137)
671.1(168)
671.2(146)
671.7(43)
672.0(70)
672.1(97)
672.3(62)

32.2(tied toul181)

35.9(fixed)
51.6(fixed)
36.7(fixed)
67.4(fixed)
55.1(fixed)
46.2(fixed)
35.7(fixed)

54.5(tied toul181)
122.1(fixed)

79.8(fixed)
56.5(fixed)
74.3(fixed)

108.3(tied to ul181)

98.5(fixed)
72.6(fixed)
42.8(fixed)
42.1(fixed)
46.7(fixed)
82.3(fixed)

102.1(fixed)

64.6(fixed)
57.1(fixed)
94.8(fixed)
69.6(fixed)
44 9(fixed)
32.4(fixed)
82.0(fixed)
36.2(fixed)
67.3(fixed)
26.8(fixed)
33.3(fixed)
39.2(fixed)
56.7(fixed)
57.7(fixed)
83.0(fixed)
29.9(fixed)
66.8(fixed)
54.9(fixed)
62.7(fixed)

100.0(fixed)
61.5(tied to ul181)

73.3(fixed)
53.1(fixed)
80.7(fixed)
62.9(fixed)
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-4.2
-5.3
-8.1
10.9
-12.0
-6.9
-0.9
-4.2
-0.7
43.9
8.5
-10.1
-5.2
-8.8
-27.4
-8.4
0.6
3.0
-8.3
5.8
-2.4
-27.4
-10.2
13.4
-11.7
0.3
-5.6
33.1
-4.8
-12.5
-4.1
-2.8
-8.9
-6.9
2.1
-17.6
-9.7
0.4
-5.1
12.2
-7.5
-11.6
-3.0
-5.2
13.2
-9.2

26.6
35.9
51.6
36.7
67.4
55.1
46.2
35.7
45.1
122.1
79.8
56.5
74.3
89.5
98.5
72.6
42.8
42.1
46.7
82.3
102.1
64.6
57.1
94.8
69.6
44.9
32.4
82.0
36.2
67.3
26.8
333
39.2
56.7
57.7
83.0
299
66.8
54.9
62.7
100.0
50.8
73.3
53.1
80.7
62.9



Ui647
U1763
Uuig77
U1736
U1349
Ui17
Ui674
U831
U1506
U407
U708
U759
U1690
U1559
U1065
U1762
U648
Ui72s
U1437
U1936
U1499
U687
U1330
U502
U1728
U1656
Ujs61
U1867
U1630
U173s
U1600
U744
U771
U1481
U864
U684
U1608
U1562
U1794
Ui664
Ui71s
Uisi2
U1392
Uig71
U671
U710

H(121)...H(165)
C(71)..H(77)
H(64)...C(95)
3i(59)...C(91)
H(74)...H(85)
H(13)..H(21)
C(75)...H(105)
C(119)...H(145)
H(130)...H(136)
H(65)...H(102)
H(72)...H(82)
C(127)..H(161)
C(11)..H(22)
C(123)...H(154)
C(75)...H(102)
H(72)...C(75)
H(12)...H(55)
H(128)...H(142)
C(67)...H(100)
H(68)...H(77)
H(130)...H(166)
C(7)..HQ21)
H(66)...H(76)
H(72)...C(83)
Si(115)...C(143)
H(65)...H(102)
C(123)..H(134)
H(130)...H(142)
H(66)...H(108)
H(14)..C(51)
Si(60)...H(97)
C(15).. H(52)
C(23)...H(54)
H(128)...H(166)
Si(59)...H(109)
C(7)...C(19)
C(127)...C(151)
H(129)...H(148)
H(68)...C(75)
H(10)...C(27)
Si(4)..H(37)
C(75)..H(102)
H(20)...C(47)
H(120)...C(159)
H(12)...C(51)
C(71)...C(75)

672.4(177)
672.4(34)
672.5(138)
672.8(72)
672.9(51)
673.2(29)
674.0(62)
674.0(131)
674.5(52)
674.7(234)
674.8(43)
675.1(73)
675.9(32)
676.3(70)
676.6(191)
676.9(34)
677.1(35)
677.1(39)
677.1(132)
677.3(54)
677.3(202)
677.7(30)
678.1(45)
678.2(26)
678.2(41)
678.5(233)
678.5(38)
678.6(55)
678.6(187)
678.7(80)
678.8(49)
679.3(74)
679.9(46)
630.0(145)
680.0(54)
630.0(16)
680.3(110)
630.3(50)
630.4(38)
680.6(24)
681.2(48)
681.2(189)
681.7(86)
681.8(58)
682.2(105)
682.3(19)

106.7(fixed)

31.2(fixed)
52.1(fixed)

42 .8(tied toull81)

46.7(fixed)
52.9(fixed)
41.0(fixed)
57.7(fixed)
59.4(fixed)
95.3(fixed)
51.3(fixed)
49 .3(fixed)
48.3(fixed)
53.0(fixed)
70.8(fixed)
34.9(fixed)
32 .4(fixed)
48.3(fixed)
68.5(fixed)
34.5(fixed)
88.6(fixed)
51.0(fixed)
60.9(fixed)
33.6(fixed)

33.1(tied to ul181)

80.1(fixed)
43 4(fixed)
55.7(fixed)
77.0(fixed)
53.0(fixed)
49 8(fixed)
97.8(fixed)

125.1(fixed)

72.0(fixed)
32.4(fixed)

32.3(tied to ul181)
44.8(tied to ul181)

66.6(fixed)
30.2(fixed)
39.9(fixed)
42.3(fixed)
39.7(fixed)
88.1(fixed)
56.0(fixed)
59.0(fixed)

21.6(tied toul181)

56

-12.0
-4.2
-13.4
-9.2
3.1
-28.2
-1.1
3.6
-2.2
-5.3
-8.3
-10.9
-18.3
6.8
0.3
-5.0
-9.0
-8.7
0.4
-12.0
-3.7
-12.4
2.9
-6.8
-3.5
-5.4
-7.3
-10.8
2.6
-4.1
-10.2
-0.2
4.2
-7.3
-7.4
-13.6
0.7
9.0
-10.7
-12.0
-9.5
-0.1
26.3
-11.7
10.6
-5.5

106.7
31.2
52.1
353
46.7
52.9
41.0
57.7
59.4
95.3
51.3
49.3
48.3
53.0
70.8
34.9
32.4
48.3
68.5
34.5
88.6
51.0
60.9
33.6
27.4
80.1
43.4
55.7
77.0
53.0
49.8
97.8

125.1
72.0
32.4
26.7
37.0
66.6
30.2
39.9
423
39.7
88.1
56.0
59.0
17.9



Uisis
U1697
U1742
U1660
U1802
U1830
U731
U889
Ui104
U1929
U1629
Ui791
Ui621
U1858
U1896
U452
Ujss]
U1745
U1700
U1666
U673
U181
U536
U1389
U1052
U1876
U576
Ui417
Uis72
U1962
U1902
U024
U1783
U1508
U427
U1869
Ui942
U219
U619
U662
U701
U1669
U819
U522
U613
U765

H(136)...H(166)
Si(3)...H(41)
H(80)...C(107)
H(9)...H(55)
H(64)...H(108)
C(63)...H(89)
H(9)...C(43)
Si(59)...H(88)
C(63)...H(104)
H(68)...C(95)
H(9)..H(32)
H(20)...H(53)
C(127).. H(164)
C(27).. H(54)
H(64)...H(109)
Si(59)...H(102)
C(123)...H(166)
H(40)...H(52)
H(10)...C(19)
Si(3)...H(46)
H(18)...C(35)
H(126)...H(132)
H(17)...C(43)
H(73)...H(105)
C(75)..H(101)
H(70)...H(96)
H(128)...C(163)
H(76)...H(104)
H(125)...H(166)
H(132)...H(157)
H(9)...C(47)
H(69)...H(110)
H(28)...H(36)
Si(59)...H(102)
H(126)...H(153)
C(123)...H(158)
H(121)...C(159)
H(66)...H(106)
H(149)...H(158)
Si(116)...C(159)
C(127)...C(131)
H(130)...C(163)
Si(115)...H(161)
C(135)...C(163)
Si(4)...H(46)
H(16)...C(35)

682.5(107)
682.8(34)
682.8(72)
683.5(26)
683.6(208)
683.9(64)
684.1(106)
684.3(103)
684.6(76)
684.7(162)
684.8(154)
685.1(65)
685.9(173)
686.2(49)
686.3(157)
686.5(123)
686.7(122)
686.7(56)
687.0(27)
687.0(68)
687.1(64)
687.3(37)
687.3(78)
687.6(63)
687.9(168)
688.1(131)
688.3(131)
688.9(73)
689.0(108)
689.1(139)
689.4(80)
690.4(116)
690.4(119)
690.6(123)
690.6(123)
691.0(104)
691.1(62)
691.3(121)
692.1(51)
692.4(58)
692.6(13)
692.6(175)
692.8(40)
693.2(98)
693.6(69)
693.7(63)

63.6(fixed)
32.9(fixed)
48.0(fixed)
29.6(fixed)
90.2(fixed)
48.8(fixed)
104.2(fixed)
44.1(fixed)
80.3(fixed)
77.4(fixed)
65.3(fixed)
89.7(fixed)
65.6(fixed)
78.4(fixed)
75.6(fixed)
54.1(fixed)
93.8(fixed)
80.6(fixed)
51.2(fixed)
63.6(fixed)
54.9(fixed)
62.1(fixed)
89.9(fixed)
73.5(fixed)
68.3(fixed)
91.7(fixed)
55.9(fixed)
55.2(fixed)
100.3(fixed)
61.2(fixed)
73.6(fixed)
60.4(fixed)
67.3(fixed)
39.4(fixed)
81.9(fixed)
47 .3(fixed)
57.9(fixed)
84.6(fixed)
67.6(fixed)

32.3(tied to ul181)
24.9(tied to ul181)

68.3(fixed)
30.2(fixed)

59.7(tied to ul181)

52.2(fixed)
49.1(fixed)
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-0.6
-4.4
0.8
-9.0
-2.1
-6.9
-20.4
-13.7
10.0
10.2
-1.8
-17.2
-9.4
-15.3
-8.0
-5.9
2.1
-12.8
-9.3
-7.4
2.1
-8.4
8.9
6.9
-2.8
-5.9
-11.1
3.5
6.0
-11.7
-18.8
1.8
1.1
-3.8
11.3
-2.0
-11.3
9.8
-8.7
-5.5
-7.9
-9.8
-12.1
-0.4
2.9
-3.8

63.6
32.9
48.0
29.6
90.2
48.8
104.2
44.1
80.3
77.4
65.3
89.7
65.6
78.4
75.6
54.1
93.8
80.6
51.2
63.6
54.9
62.1
89.9
73.5
68.3
91.7
55.9
55.2
100.3
61.2
73.6
60.4
67.3
394
81.9
47.3
57.9
84.6
67.6
26.7
20.6
68.3
30.2
49.4
52.2
49.1



U003
U1868
Uy747
U754
U1640
Uig1s
U1973
U841
Uz074
Uig12
U714
U1900
U852
U784
U912
U1636
U1604
U1887
U1780
U213
U857
U914
U033
U741
U814
U764
U667
U1698
U1799
U470
U879
Uz11s
U1823
U1905
U1840
U844
U172
Uis
U1809
U1899
U1734
U1569
U1853
U915
U1850
Ui677

C(79)...H(108)
H(134)...H(164)
H(10)...H(30)
C(7)..H(20)
C(127)...H(165)
H(66)...H(92)
H(133)...H(164)
Si(115)...H(162)
H(82)...H(109)
H(121)...C(131)
H(17)...C(35)
H(29)...H(54)
H(12)...C(19)
Si(116)...H(148)
C(119)..H(161)
H(66)...H(77)
H(72)...H(86)
H(80)...H(109)
H(10)...H(20)
H(64)...H(104)
Si(115)...H(146)
H(21)..H(53)
C(63)...H(96)
Si(3)...H(42)
H(129)...C(131)
H(10)..H(41)
C(63)...H(78)
H(140)...H(167)
C(31)...H(50)
H(74)..H(101)
H(73)...H(110)
H(81)...H(109)
H(13)..H(22)
H(69)...C(95)
H(128)...H(161)
H(129)...H(132)
H(8)...C(19)
C(127)...H(133)
H(98)...H(101)
Si(3)...H(48)
C(127)..H(138)
H(16)...H(44)
C(127)...H(140)
C(63)...H(93)
H(25)...H(54)
H(77)...H(105)

693.8(103)
694.0(217)
694.9(31)
695.1(18)
695.2(121)
695.6(45)
695.6(187)
695.7(59)
695.9(130)
697.3(30)
697.4(55)
697.4(51)
697.8(25)
698.0(43)
698.3(54)
698.9(27)
698.9(31)
699.3(76)
699.4(30)
699.6(82)
699.7(59)
700.2(78)
700.9(179)
701.3(36)
701.4(26)
701.4(42)
701.4(31)
701.6(32)
701.9(28)
701.9(192)
702.0(53)
702.0(128)
702.0(41)
702.1(104)
702.2(85)
702.3(39)
702.4(17)
702.5(20)
702.6(35)
702.7(35)
702.9(29)
702.9(79)
703.1(31)
703.1(89)
703.2(44)
703.8(48)

48.5(fixed)
83.4(fixed)
54.5(fixed)
36.6(fixed)
52.9(fixed)
76.5(fixed)
74.5(fixed)
33.3(fixed)
54.6(fixed)
34.5(fixed)
49.4(fixed)
77.5(fixed)
41.0(fixed)
33.2(fixed)
55.2(fixed)
49.0(fixed)
50.7(fixed)
59.5(fixed)
59.9(fixed)
96.6(fixed)
37.7(fixed)
119.6(fixed)
57.5(fixed)
28.5(fixed)
30.7(fixed)
77.4(fixed)
37.2(fixed)
32.9(fixed)
32.3(fixed)
79.9(fixed)
51.2(fixed)
48.0(fixed)
69.6(fixed)
63.3(fixed)
75.6(fixed)
44 9(fixed)
35.1(fixed)
43.1(fixed)
42 .9(fixed)
40.9(fixed)
28.9(fixed)
97.4(fixed)
41.9(fixed)
70.6(fixed)
119.6(fixed)
58.7(fixed)

58

-4.9
-4.9
-16.7
15.9
-9.5
-1.9
-17.3
-9.7
-4.7
12.6
-2.0
-14.4
-27.0
-5.5
-12.2
-4.8
-9.2
-0.5
-12.8
5.6
-4.5
-23.1
-17.3
-5.7
-7.6
-2.0
-5.6
10.9
-4.2
-1.3
-1.3
-9.4
-20.1
-11.6
-13.7
-4.9
-12.2
-5.7
-2.6
-24.4
-9.2
19.6
-11.0
-6.2
6.3
-0.8

48.5
83.4
54.5
36.6
52.9
76.5
74.5
333
54.6
34.5
49.4
77.5
41.0
33.2
55.2
49.0
50.7
59.5
59.9
96.6
37.7
119.6
57.5
28.5
30.7
77.4
37.2
32.9
32.3
79.9
51.2
48.0
69.6
63.3
75.6
44.9
35.1
43.1
42.9
40.9
28.9
97.4
41.9
70.6
119.6
58.7



U675
U019
Ui756
U828
U1866
U1813
Uy7s8
U1766
U1829
U654
U1934
U3058
Ui916
Uig21
Uz040
U665
U1773
U825
U18ss
U1932
U1796
U851
U782
U1865
U1732
U1953
U1586
U931
U1788
U532
U826
U1360
U2002
U615
U1805
U082
U011
U884
U1885
Ui719
U678
U016
U755
U1860
U837
U1760

H(128)...H(133)
H(121)...H(160)
H(9)...C(27)
H(132)...H(160)
C(23)...H(36)
H(17)..H(37)
H(8)...H(20)
Si(116)...H(149)
H(18)..H(37)
H(78)..H(111)
H(69)...H(97)
H(132)...H(158)
C(63)...H(109)
H()...H(21)
H(65)...H(110)
Si(116)...H(161)
H(73)...C(75)
C(127)...H(132)
H(128)...H(162)
C(19)...H(53)
C(131)..H(161)
H(122)...H(154)
H(10)...C(39)
C(11)..H(52)
H(128)...C(131)
C(27)..C(51)
H(74)...C(83)
C(63)...C(87)
H(13)...H(44)
C(135)...H(165)
Si(4)...H(41)
Si(59)...H(104)
C(67)...H(96)
H(126)...C(151)
Si(6)...C(23)
C(67)..H(110)
H(29)...H(53)
H(64)...H(89)
H(72)...H(76)
H(124)...C(131)
Si(60)...H(104)
H(120)...H(160)
C(11)...H(44)
H(129)...H(133)
C(119)...H(154)
Si(4)...H(48)

704.1(35)
704.3(75)
704.4(38)
704.5(66)
704.6(81)
704.8(56)
704.9(27)
704.9(61)
705.2(70)
705.3(43)
705.5(120)
706.5(192)
706.9(119)
707.0(27)
707.1(181)
707.1(55)
708.3(24)
708.3(23)
708.4(129)
708.5(61)
708.5(66)
708.6(52)
708.6(58)
708.8(101)
709.0(23)
709.1(45)
709.9(36)
710.1(60)
710.4(63)
710.6(99)
710.7(35)
710.9(45)
711.0(144)
711.1(98)
711.4(31)
711.6(92)
711.7(74)
712.4(40)
712.4(35)
712.7(30)
712.8(44)
712.9(74)
713.0(62)
713.0(29)
713.1(42)
713.2(39)

60.2(fixed)
58.0(fixed)
59.1(fixed)
67.4(fixed)
60.9(fixed)
80.9(fixed)
48.5(fixed)
30.6(fixed)
81.9(fixed)
29.5(fixed)
83.6(fixed)
77.1(fixed)
55.0(fixed)
50.9(fixed)
63.6(fixed)
46.7(fixed)
32.0(fixed)
34.3(fixed)
74.3(fixed)
94.8(fixed)
67.9(fixed)
51.0(fixed)
64 .4(fixed)
51.9(fixed)
40.0(fixed)

80.0(tied to ul 181)

34 4(fixed)

43.9(tied to ul181)

83.4(fixed)
67.3(fixed)
43.6(fixed)
52.0(fixed)
73.0(fixed)
58.6(fixed)

47.4(tied to ul181)

44 4A(fixed)
93.8(fixed)
59.0(fixed)
42.9(fixed)
38.8(fixed)
33.1(fixed)
48.9(fixed)
81.9(fixed)
45 2(fixed)
43.5(fixed)
73.3(fixed)

59

-0.8
-12.6
-6.9
23
2.2
-4.6
-10.2
-5.8
-3.8
-9.3
-13.5
-12.5
-7.6
-13.9
-9.9
-2.3
-4.1
-7.8
-12.4
-24.5
4.9
2.6
-6.9
-2.9
-5.9
-20.1
-5.5
-11.5
-10.1
-3.0
-9.6
2.7
-14.4
52
-15.8
-3.7
-19.1
-6.3
-6.9
-11.4
2.2
-15.5
-5.5
-7.9
2.5
-12.2

60.2
58.0
59.1
67.4
60.9
80.9
48.5
30.6
81.9
29.5
83.6
77.1
55.0
50.9
63.6
46.7
32.0
343
74.3
94.8
67.9
51.0
64.4
51.9
40.0
66.1
34.4
36.3
83.4
67.3
43.6
52.0
73.0
58.6
39.2
44 .4
93.8
59.0
42.9
38.8
33.1
48.9
81.9
45.2
43.5
73.3



Uig919
Uig17
U722
U029
U528
U1967
U1968
U1859
U1803
U988
U779
U1994
U972
U1894
U1863
U834
U1997
Ui777
U1995
U1573
U1820
Ui977
U014
U1881
U129
U044
U1862
U1856
U1898
U1870
U761
U010
U041
U1873
Uig7n
U1937
U1989
U978
U946
U1980
U1922
U1974
U1952
U638
U1598
U1943

H(82)..H(111)
C(83)...H(98)
C(15)...C(43)
H(120)...H(146)
H(137)...C(163)
H(121)...H(132)
H(18)...H(20)
Si(4)...H(38)
C(71)...H(76)
H(130)...H(162)
H(9)..H(33)
C(119)...H(146)
H(124)...H(158)
C(131)...C(159)
Si(60)...H(106)
Si(3)...H(40)
C(27)..H(53)
H(10)...H(33)
C(71)..H(110)
H(77)...H(97)
H(74)...H(100)
C(119)...C(143)
H(74)...H(82)
Si(118)...H(124)
3i(60)...H(96)
C(131)..H(157)
H(9)...H(30)
H(120)...H(154)
C(63)...H(108)
H(129)...H(140)
3i(60)...C(91)
H(120)...H(162)
H(121)...H(162)
H(20)...H(52)
H(128)...H(138)
Si(4)...H(52)
H(25)...C(35)
C(63)...C(91)
H(24)...C(51)
H(12)..H(21)
3i(59)...H(92)
H(73)...H(82)
H(132)...H(162)
C(123)..H(153)
C(19)...H(48)
H(16)..H(37)

713.4(47)
713.5(44)
714.2(67)
714.8(138)
715.0(101)
715.6(44)
715.7(29)
716.1(61)
716.1(19)
716.2(133)
716.3(126)
716.5(125)
716.7(129)
716.8(79)
717.6(60)
717.8(43)
717.9(54)
717.9(100)
718.5(53)
718.8(141)
718.9(197)
719.1(108)
719.3(38)
719.5(73)
719.8(76)
719.9(118)
720.1(47)
720.2(69)
720.5(175)
720.5(38)
720.8(57)
721.2(66)
721.4(77)
721.5(98)
722.2(36)
722.2(46)
722.3(81)
722.8(76)
722.9(44)
723.4(31)
723.6(49)
723.6(26)
723.6(123)
723.7(98)
724.4(92)
724.4(69)

21.6(fixed)
47.1(fixed)
92.2(tied toul181)
67.2(fixed)
74.4(fixed)
39.4(fixed)
48.8(fixed)
39.7(fixed)
32.6(fixed)
65.7(fixed)
56.6(fixed)
55.4(fixed)
56.7(fixed)
61.7(tied toul181)
28.5(fixed)
30.3(fixed)
77.6(fixed)
52.9(fixed)
41.3(fixed)
65.4(fixed)
72.1(fixed)

42 .3(tied to u2165)
43.5(fixed)
33.7(fixed)
46.3(fixed)
50.4(fixed)
83.3(fixed)
53.4(fixed)
68.3(fixed)
52.9(fixed)
40.0(tied toul181)
65.6(fixed)
70.3(fixed)
98.3(fixed)
35.6(fixed)
69.7(fixed)
71.2(fixed)
63.3(tied toul181)
122.0(fixed)
49.1(fixed)
36.6(fixed)
36.9(fixed)
78.1(fixed)
70.6(fixed)
108.3(fixed)
69.7(fixed)

60

-11.0
-0.4
-1.7
-2.3

1.9

-14.3

-33.3
-8.6
-5.2

-11.9

-11.4

-13.8

-15.6
-14.9
5.1
-5.3
-8.2
-6.8
-11.7
-10.3
-3.3
-10.2
-16.9
-4.5
-11.3
-8.1
-32.8
-11.8
-14.6
1.4
2.0
11.0
-11.4

21.6
47.1
76.2
67.2
74.4
39.4
48.8
39.7
32.6
65.7
56.6
554
56.7
51.0
28.5
30.3
77.6
52.9
41.3
65.4
72.1
43.0
43.5
33.7
46.3
50.4
83.3
534
68.3
52.9
33.0
65.6
70.3
98.3
35.6
69.7
71.2
52.3
122.0
49.1
36.6
36.9
78.1
70.6
108.3
69.7



U835
U1976
Uz111
U882
U1659
U1793
U300
U1440
U875
U787
Ui797
U1693
U1806
U1838
Ui676
Ul646
U2000
U1908
U098
U001
Uig61
U184
U1890
U173
U1878
U961
U1886
U767
Ui77s
Ui712
U1792
U1399
U1633
U982
U781
U1983
U1733
U007
U848
U124
U1991
U1986
U043
U1596
U949
U1888

C(7)...H(40)
H(133)...H(161)
H(82)...H(108)
C(15)...H(38)
H(20)...H(49)
H(72)...H(100)
H(78)...H(102)
H(80)...C(95)
H(33)...H(50)
Si(60)...H(92)
H(73)...H(76)
Si(61)...H(81)
H(65)...C(75)
H(128)...H(132)
H(124)...H(133)
H(21)...H(48)
H(40)...H(46)
H(78)...H(102)
H(24)...H(53)
H(18)...H(22)
C(7)..H(42)
H(17)...H(45)
C(19)...H(36)
H(81)...H(108)
Si(116)...H(160)
H(12)...H(20)
C(7)...H(28)
H(66)...H(78)
C(71)...H(84)
C(19)...C(47)
Si(115)...H(149)
C(67)..H(101)
H(74)...H(86)
Si(3)...H(50)
C(123)...C(151)
Si(59)...H(108)
H(73)...H(102)
C(23)..C(51)
Si(115)...C(147)
C(75)...H(106)
H(68)...H(78)
H(24)...H(36)
H(125)...H(158)
C(63)...H(105)
H(122)...C(151)
H(85)...H(98)

724.5(73)
724.7(65)
724.7(119)
725.3(63)
725.8(78)
725.9(130)
726.5(208)
726.7(60)
727.6(34)
727.7(65)
727.8(29)
727.8(23)
727.9(25)
729.3(29)
729.3(41)
729.4(113)
729.7(39)
729.8(206)
729.9(63)
729.9(39)
730.1(51)
730.5(83)
730.5(58)
730.7(134)
730.8(46)
730.8(27)
731.3(29)
731.6(39)
731.9(27)
732.6(73)
732.6(50)
732.6(110)
732.9(45)
732.9(51)
733.1(67)
733.4(86)
733.4(150)
733.5(39)
733.9(27)
734.2(85)
734.4(43)
734.5(71)
734.7(73)
734.8(58)
735.7(36)
735.9(42)

51.3(fixed)
80.7(fixed)
56.7(fixed)
52.6(fixed)
94 2(fixed)
61.3(fixed)
82.4(fixed)
66.4(fixed)
43.8(fixed)
45.7(fixed)
45.2(fixed)
46.3(fixed)
33.5(fixed)
50.9(fixed)
60.5(fixed)
138.1(fixed)
54.7(fixed)
46.7(fixed)
145.0(fixed)
53.4(fixed)
42 .4(fixed)
121.1(fixed)
62.3(fixed)
46.9(fixed)
31.2(fixed)
55.8(fixed)
42 .2(fixed)
53.4(fixed)
29.2(fixed)

86.2(tied to ul181)

44.0(fixed)
72.3(fixed)
59.6(fixed)
45 8(fixed)

53.5(tied to ul181)

37.6(fixed)
69.2(fixed)

115.8(tied to ul 181)
31.3(tied to ul 181)

47.0(fixed)
38.5(fixed)
67.5(fixed)
50.2(fixed)
72.6(fixed)
41.8(fixed)
52.2(fixed)
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-1.9
-2.1
-3.2
-5.8
8.8
-10.7
-1.5
2.8
-3.8
-3.9
-1.5
-7.1
-8.8
-6.2
-7.9
0.7
-24.6
-4.5
-25.3
-24.6
-5.9
-10.0
-11.4
-10.4
-10.2
-32.0
-10.3
-6.9
-11.3
L.5
-2.9
0.3
-6.1
-17.9
-1.0
-9.8
-5.0
-15.2
-5.9
0.0
-12.6
-3.3
-4.8
-5.9
2.2
1.9

51.3
80.7
56.7
52.6
94.2
61.3
82.4
66.4
43.8
45.7
45.2
46.3
33.5
50.9
60.5
138.1
54.7
46.7
145.0
534
42.4
121.1
62.3
46.9
31.2
55.8
42.2
534
29.2
71.2
44.0
72.3
59.6
45.8
44.2
37.6
69.2
95.7
259
47.0
38.5
67.5
50.2
72.6
41.8
52.2



U361
U854
U917
Uz138
U1907
U957
U913
U956
U1901
U955
Ui750
Ui
Ui795
U1923
U1924
U951
U2060
U052
U1696
U1927
U1603
U925
U1992
U987
U115
U048
U1933
U2096
Ui7s1
U321
U032
U1709
U2090
U1846
U036
U1845
U093
Uig42
U1938
U1836
U053
U1833
U087
U1985
U1752
U022

H(69)...H(101)
C(123)...C(163)
H(9)...C(39)
H(70)...H(110)
Si(6)...H(18)
H(18)...H(52)
H(21)..H(52)
H(9)...H(46)
Si(115)...H(152)
Si(4)...H(49)
H(68)...H(100)
H(21)...C(47)
H(18)...H(44)
H(130)...H(164)
H(138)...H(167)
H(9)...H(41)
C(135)...H(157)
H(120)...H(161)
H(70)...H(100)
C(19)...C(35)
H(137)...H(165)
H(18)...H(55)
C(63)...H(90)
C(71)...C(107)
C(23)...H(53)
Si(59)...H(94)
H(8)...H(28)
H(72)...H(110)
H(125)...H(153)
H(73)...H(102)
H(65)...C(107)
H(81)...H(90)
H(130)...H(161)
H(128)...H(165)
C(23)...C(35)
H(125)...C(151)
H(66)...H(94)
H(136)...C(163)
H(121)...H(133)
H(126)...H(166)
H(16)...H(52)
H(124)...H(166)
H(9)...H(50)
H(8)...H(26)
H(138)...C(163)
H(122)...H(148)

736.0(99)
736.4(97)
736.5(63)
737.0(64)
737.0(46)
737.1(90)
737.4(102)
737.5(125)
738.0(47)
738.0(25)
738.6(165)
739.1(89)
739.5(94)
739.7(205)
740.2(25)
740.9(49)
741.6(72)
741.7(58)
741.9(103)
741.9(52)
742.0(108)
742.1(19)
742.5(39)
742.6(39)
743.8(56)
744.5(91)
745.3(36)
745.4(41)
745.5(77)
745.5(150)
745.6(157)
745.8(77)
745.9(84)
746.0(99)
747.1(65)
747.1(47)
747.4(106)
747.5(87)
748.0(23)
748.2(101)
748.3(67)
748.3(151)
748.4(96)
748.9(24)
749.5(117)
749.6(61)

84.2(fixed)
83.4(tied toul181)
53.8(fixed)
53.6(fixed)
40.2(fixed)
97.6(fixed)
111.8(fixed)
106.1(fixed)
31.8(fixed)
43.4(fixed)
79.1(fixed)
101.9(fixed)
117.5(fixed)
81.6(fixed)
22.0(fixed)
66.3(fixed)
64 .4(fixed)
68.4(fixed)
66.7(fixed)
69.3(tied toul181)
86.1(fixed)
21.4(fixed)
50.3(fixed)
40.3(tied toul181)
120.7(fixed)
40.4(fixed)
46.0(fixed)
56.6(fixed)
84.5(fixed)
64.6(fixed)
62.6(fixed)
88.5(fixed)
54.7(fixed)
56.3(fixed)
55.9(tied to ul 181)
59.9(fixed)
69.0(fixed)
48.3(fixed)
40.1(fixed)
85.3(fixed)
102.5(fixed)
102.5(fixed)
77.0(fixed)
35.3(fixed)
52.2(fixed)
62.1(fixed)

62

4.8
-7.4
-4.8
-4.7
-9.0
1.1
0.2
-19.0
-7.6
-22.3
-4.1
-3.0
5.8
-13.7
-11.0
-3.1
-9.6
-15.2
-5.2
-12.0
-5.3
-11.0
-12.1
-7.9
-27.6
-14.5
-7.8
-8.4
-2.2
6.3
-11.4
-9.4
-18.5
-14.0
-10.8
-2.0
-10.8
-10.1
-14.3
-3.6
-13.2
0.5
-18.5
-11.2
0.5

1.7

84.2
68.9
53.8
53.6
40.2
97.6
111.8
106.1
31.8
43.4
79.1
101.9
117.5
81.6
22.0
66.3
64.4
68.4
66.7
57.3
86.1
21.4
50.3
333
120.7
40.4
46.0
56.6
84.5
64.6
62.6
88.5
54.7
56.3
46.2
59.9
69.0
48.3
40.1
85.3
102.5
102.5
77.0
353
52.2
62.1



U1904
U141
U827
U954
U1969
U1939
U039
U910
Uy7s7
U124
U702
U334
U107
U935
U1903
Uz119
U1963
U1304
U051
U037
U1930
U738
U1998
U091
U1999
U139
U026
U874
U083
U015
U1979
U190
U073
U847
U005
U013
Uz172
U1592
U1705
U054
U1704
U947
U384
Uz171
U088
U1920

H(14)...H(44)
H(25)...H(53)
H(17)...H(46)
H(68)...H(76)
C(119)...C(151)
H(129)...H(138)
H(9)...H(45)
H(125)...C(163)
H(81)...C(95)
C(131)...H(158)
H(20)...H(50)
H(77)...H(102)
H(22)...H(46)
Si(115)...H(148)
H(128)...H(164)
H(9)...H(48)
H(122)...H(153)
H(77)..H(101)
H(126)...H(158)
H(78)...H(105)
H(73)...H(84)
C(75)...H(104)
C(19)...H(52)
H(64)...H(93)
H(28)...C(43)
H(133)...H(157)
H(128)...H(140)
H(128)...H(152)
H(25)...C(51)
H(121)...H(134)
H(18)...H(38)
H(65)...H(96)
H(80)...H(108)
H(136)...H(165)
H(65)...H(77)
H(9)...H(26)
C(79)...H(102)
H(77)...H(102)
H(141)...H(162)
H(122)...C(147)
H(138)...H(165)
3i(60)...H(93)
H(65)...H(104)
H(68)...H(96)
H(130)...H(140)
H(16)...C(43)

749.9(51)
750.0(64)
750.1(84)
750.8(29)
750.8(27)
751.7(25)
752.5(89)
752.5(84)
752.5(50)
752.6(163)
752.9(92)
753.0(184)
753.1(131)
753.4(21)
753.5(154)
753.8(69)
753.8(40)
754.1(150)
754.2(119)
754.3(76)
754.7(31)
755.2(61)
756.2(86)
756.2(77)
756.5(86)
756.5(91)
756.6(25)
756.6(156)
756.9(41)
757.5(35)
757.9(73)
758.1(218)
758.3(81)
759.2(89)
759.2(25)
759.6(34)
760.0(73)
760.1(183)
760.3(114)
760.3(46)
760.3(114)
760.4(37)
761.0(85)
761.1(185)
761.2(38)
761.2(62)

70.8(fixed)
124.2(fixed)
89.4(fixed)
36.0(fixed)

35.9(tied toul181)

35.3(fixed)
107.6(fixed)
77.2(fixed)
62.7(fixed)
60.0(fixed)
90.4(fixed)
76.3(fixed)
91.9(fixed)
39.2(fixed)
62.2(fixed)
71.1(fixed)
54.4(fixed)
69.4(fixed)
48.1(fixed)
46.7(fixed)
33.0(fixed)
44.0(fixed)
88.8(fixed)
74.5(fixed)
87.5(fixed)
55.4(fixed)
37.4(fixed)
60.3(fixed)
95.1(fixed)
44 8(fixed)
62.0(fixed)
70.2(fixed)
57.7(fixed)
64.3(fixed)
31.8(fixed)
41.2(fixed)
22 4(fixed)
55.2(fixed)
71.3(fixed)
50.5(fixed)
71.2(fixed)
31.3(fixed)
90.6(fixed)
86.2(fixed)
52.3(fixed)
75.3(fixed)
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-3.0
-23.8
7.4
-12.2
-3.9
-11.8
-36.5
-5.6
-5.7
-17.0
22.1
-6.0
21.0
-7.0
-17.1
-34.5
-3.5
-7.6
-6.0
-6.4
-12.7
-3.8
-9.6
-12.7
-9.6
-16.6
-14.8
0.1
-15.6
-15.1
-2.9
-21.9
-6.0
-11.7
-11.7
-4.2
-5.5
-2.5
0.1
-1.9
0.1
-10.1
53
-20.0
-14.4
-1.9

70.8
124.2
89.4
36.0
29.6
353
107.6
77.2
62.7
60.0
90.4
76.3
91.9
39.2
62.2
71.1
54.4
69.4
48.1
46.7
33.0
44.0
88.8
74.5
87.5
554
37.4
60.3
95.1
44.8
62.0
70.2
57.7
64.3
31.8
41.2
22.4
55.2
71.3
50.5
71.2
31.3
90.6
86.2
523
75.3



U006
U1960
Uz129
U642
Uz057
U2020
U063
U104
Uz077
U2050
U1984
U126
Uiell
U1959
U089
U1964
U042
U1965
U080
U2059
U1800
U143
U023
Uj981
U1996
U126
U064
U061
U1926
U025
U100
U097
U971
U2069
U1739
Uz112
U167
U125
U109
U1950
Uz150
U2056
Uz110
U021
U2092
U1990

H(129)...H(152)
C(15)...H(45)
H(69)...C(107)
H(64)...H(106)
H(9)..HQ21)
H(64)...H(90)
C(63)...H(92)
H(74)..H(77)
H(12)..H(22)
C(131)...H(160)
H(124)...H(132)
H(72)...H(104)
C(63)...H(106)
C(119)...H(153)
H(72)...H(78)
H(130)...H(138)
H(9)...C(19)
Si(116)...H(162)
C(71)...H(109)
H(12)...H(52)
H(65)...H(76)
H(121)..H(161)
H(120)...C(151)
H(130)...H(165)
H(10)...H(42)
H(65)...H(93)
H(12)..H(41)
C(71)..H(78)
H(72)...H(84)
H(21)...H(36)
H(72)...C(107)
H(22)..C(51)
H(124)...H(134)
H(74)...C(75)
H(73)...H(106)
H(26)...H(54)
H(64)...H(96)
H(65)...H(89)
H(64)...C(91)
H(72)...H(105)
C(67)...C(107)
C(7)..H(22)
H(14)...H(52)
H(10)...H(40)
Si(115)...H(144)
H(124)...H(154)

761.3(107)
761.4(68)
761.4(96)
761.4(121)
761.6(33)
761.7(61)
762.4(40)
762.5(37)
763.1(31)
763.8(53)
764.1(24)
764.3(64)
764.6(107)
764.9(47)
765.0(35)
765.0(36)
765.1(16)
765.9(74)
765.9(34)
766.4(117)
766.7(30)
767.2(63)
767.5(51)
767.9(144)
768.3(50)
768.9(107)
769.1(68)
769.1(19)
769.1(25)
769.2(44)
770.2(39)
771.2(75)
771.7(37)
771.7(20)
771.8(62)
771.9(51)
772.0(140)
772.1(82)
772.1(57)
772.7(72)
772.7(73)
773.0(14)
773.5(84)
773.8(76)
774.0(35)
775.2(74)

50.8(fixed)
104.9(fixed)
50.5(fixed)
97.3(fixed)
55.3(fixed)
68.4(fixed)
60.4(fixed)
30.8(fixed)
50.7(fixed)
51.0(fixed)
38.6(fixed)
75.1(fixed)
78.7(fixed)
50.6(fixed)
35.9(fixed)
37.0(fixed)
28.0(fixed)
31.9(fixed)
40.4(fixed)
62.8(fixed)
46.3(fixed)
62.5(fixed)
41.0(fixed)
63.0(fixed)
62.1(fixed)
81.0(fixed)
58.2(fixed)
19.2(fixed)
36.9(fixed)
65.2(fixed)
50.4(fixed)
89.7(fixed)
45.6(fixed)
18.9(fixed)
68.9(fixed)
127.6(fixed)
51.3(fixed)
49.5(fixed)
60.0(fixed)
76.3(fixed)

32.3(tied to u2165)

25.0(fixed)
53.5(fixed)
68.5(fixed)
30.2(fixed)
53.6(fixed)
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-4.6
-16.6

-5.6

2.2
-21.7
-11.1
-11.7
-10.4
-27.0

-8.3
-16.3
-6.6
-2.3
-4.4
-9.5
10.9
21.7
-8.5
-7.2
-1.9
-6.7
18.0
-3.8
-15.9
-11.3
-10.9
-9.4
10.0
13.2
-16.4
-11.4
-19.1
-14.7
10.5
-1.7
-7.2
-22.3
-13.4
-15.6
10.8
-9.4
-17.6
-15.1
-10.4

-8.6

-0.7

50.8
104.9
50.5
97.3
55.3
68.4
60.4
30.8
50.7
51.0
38.6
75.1
78.7
50.6
35.9
37.0
28.0
31.9
40.4
62.8
46.3
62.5
41.0
63.0
62.1
81.0
58.2
19.2
36.9
65.2
50.4
89.7
45.6
18.9
68.9
127.6
51.3
49.5
60.0
76.3
32.8
25.0
53.5
68.5
30.2
53.6



U045
U1966
Uz152
U2081
Uz149
Uz140
Uigrg
Ui921
Uz128
U062
Uz151
U2055
U068
U047
U843
U2084
U127
U027
U075
Uz101
U159
U004
U070
U632
Uj651
U2009
U169
U072
U046
U2049
U067
U1892
U113
U1893
U1849
Uz142
U028
U3133
U066
U094
U018
U107
U071
U102
U035
U065

H(10)...H(28)
C(19)...H(49)
H(121)...H(145)
H(122)...H(149)
H(25)...H(37)
H(133)...H(160)
C(71)..H(102)
C(135)...H(164)
H(72)...H(109)
C(127)...H(134)
H(28)...H(54)
H(130)...C(131)
H(17)..H(38)
H(14)...C(43)
H(77)...H(106)
H(33)...H(46)
H(24)...C(35)
C(127)...H(152)
C(11)...H(45)
H(9)...H(20)
H(69)...H(96)
H(21)...H(49)
H(9)...H(40)
H(68)...H(101)
C(71)..H(102)
C(15)...H(46)
H(12)...H(49)
H(134)...H(161)
H(65)...H(78)
H(120)...H(153)
H(12)...H(44)
Si(61)...H(82)
H(129)...H(134)
H(137)...H(164)
H(77)...H(104)
H(26)...H(36)
H(126)...C(163)
C(131)...H(162)
H(130)...H(133)
Si(4)...H(50)
C(123)...H(165)
H(S)...H(22)
H(16)...H(45)
H(9)...H(28)
3i(60)...H(94)
H(18)...C(43)

776.3(22)
776.5(60)
776.5(133)
777.3(50)
778.0(77)
778.4(46)
779.3(140)
779.5(109)
779.6(70)
779.8(11)
780.6(50)
780.7(11)
782.0(62)
782.3(40)
782.5(93)
782.7(27)
782.9(54)
783.2(111)
783.8(41)
784.2(17)
784.5(114)
784.7(73)
785.0(83)
785.2(138)
786.6(140)
787.8(73)
789.9(89)
790.8(76)
790.8(31)
791.2(43)
792.3(73)
792.7(51)
792.7(25)
793.0(110)
793.2(58)
793.5(88)
794.2(81)
794.2(103)
794.9(20)
795.6(36)
796.8(88)
797.0(16)
797.2(67)
797.2(36)
797.6(69)
797.9(74)

39.0(fixed)
76.3(fixed)
58.5(fixed)
57.7(fixed)
71.1(fixed)
65.7(fixed)
58.2(fixed)
58.1(fixed)
61.4(fixed)
21.7(fixed)
84.1(fixed)
23.1(fixed)
51.4(fixed)
54.7(fixed)
61.6(fixed)
48.8(fixed)
50.8(fixed)
40.4(fixed)
68.9(fixed)
36.6(fixed)
70.2(fixed)
103.5(fixed)
61.8(fixed)
84.0(fixed)
52.1(fixed)
75.0(fixed)
84.6(fixed)
76.6(fixed)
40.1(fixed)
58.3(fixed)
95.6(fixed)
44 9(fixed)
31.7(fixed)
86.2(fixed)
55.0(fixed)
61.6(fixed)
59.8(fixed)
58.3(fixed)
45.9(fixed)
40.8(fixed)
72.0(fixed)
33.9(fixed)
105.0(fixed)
57.1(fixed)
40.9(fixed)
84.9(fixed)
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-16.7
-13.7

-2.6

-2.8
-12.4
-10.5
-11.3

-5.9

-9.3
-14.0
-22.8
-13.5

-9.9
-11.4

-3.8
-14.9
-16.8

-6.3
-19.0
-26.0
-20.4
-21.5
-4.2
-0.4
-4.8
-4.7
-8.8

0.1
11.7
-6.1
-11.9

-8.8
-14.1

-2.4

-6.8

-3.6
-11.3

-9.7
-11.4
-19.9
-13.0
-16.9
-12.5
-12.7
-10.5
-11.2

39.0
76.3
58.5
57.7
71.1
65.7
58.2
58.1
61.4
21.7
84.1
23.1
51.4
54.7
61.6
48.8
50.8
40.4
68.9
36.6
70.2
103.5
61.8
84.0
52.1
75.0
84.6
76.6
40.1
58.3
95.6
44.9
31.7
86.2
55.0
61.6
59.8
58.3
45.9
40.8
72.0
33.9
105.0
57.1
40.9
84.9



U723
U095
Uz121
Uz161
Uz182
U2200
Uz130
U145
Uz180
U243
Uz184
U076
Uz195
U1685
Uz106
U1993
Upass
U030
U012
U131
U224
U239
U034
U958
U099
Uz117
U165
U2208
U114
Uz177
U199
U1970
U358
U194
U192
Uz179
U132
Uz156
U108
U354
U218
U147
U123
Uz166
U225
U164

H(70)...H(101)
H(128)...H(134)
H(130)...H(132)
H(14)...C(47)
H(65)...C(91)
H(70)...C(107)
H(64)...H(92)
H(17)...C(47)
C(63)...H(88)
H(69)...H(109)
H(17)...H(49)
H(124)...C(163)
C(15)...H(49)
H(74)...H(104)
H(73)...H(78)
H(74)...H(84)
H(68)...H(110)
H(78)...H(106)
H(126)...H(152)
H(134)...C(159)
H(133)...H(158)
C(67)...H(109)
H(125)...H(165)
H(22)...H(48)
H(73)...H(108)
H(9)...H(42)
C(15)...C(47)
H(74)..H(110)
C(123)...H(164)
H(65)...H(109)
C(63)...H(94)
H(21)...H(50)
H(24)..H(52)
H(28)...C(51)
H(29)...H(46)
C(123)...H(160)
H(121)...H(154)
C(119)...H(148)
H(74)...H(76)
C(119)...C(147)
H(120)...H(144)
H(22)...H(36)
H(14)...H(45)
C(123)...C(159)
H(28)...H(53)
H(65)...H(108)

797.9(94)
798.1(22)
798.1(24)
798.2(59)
798.4(95)
798.7(49)
798.8(37)
798.9(47)
799.0(78)
799.2(88)
799.5(61)
799.8(122)
799.9(55)
800.2(71)
800.2(22)
801.1(35)
801.3(105)
802.1(93)
802.9(105)
803.3(89)
804.6(133)
805.1(62)
805.3(86)
805.5(95)
805.6(56)
806.0(59)
806.1(40)
806.5(72)
806.9(108)
807.2(120)
807.7(97)
808.3(98)
808.3(46)
808.6(45)
808.7(58)
809.0(55)
809.1(36)
810.5(45)
810.5(17)
810.6(31)
813.4(131)
813.6(69)
813.9(40)
814.3(46)
816.0(51)
816.3(188)

67.2(fixed)
39.6(fixed)
34 .2(fixed)
53.4(fixed)
60.8(fixed)
39.3(fixed)
72.5(fixed)
65.7(fixed)
37.0(fixed)
50.1(fixed)
96.0(fixed)
77.7(fixed)
82.6(fixed)
78.0(fixed)
31.3(fixed)
36.9(fixed)
49.3(fixed)
55.7(fixed)
63.7(fixed)
58.9(fixed)
56.7(fixed)
34.9(fixed)
83.1(fixed)
115.9(fixed)
50.9(fixed)
49.1(fixed)
49.2(51)
43.9(fixed)
80.5(fixed)
57.7(fixed)
52.0(fixed)
100.1(fixed)
123.7(fixed)
66.9(fixed)
89.0(fixed)
49 .3(fixed)
44.0(fixed)
46.2(fixed)
33.5(fixed)

31.3(tied to u2165)

57.8(fixed)
64.1(fixed)
71.5(fixed)

26.2(tied to u2165)

77.2(fixed)
74.2(fixed)
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-7.4
-13.3
-14.8
-16.0
-17.5
-11.3
-14.0
-25.2
-18.4
-10.8
-30.6

-9.5
-27.9

0.2

-9.7
-12.9
-10.7

-3.3

-2.1

-9.4
-22.9
-12.5
-10.8

4.7

-5.5
-11.2
-25.7
-12.9
-13.5
-15.2
-19.0

-0.2
-13.1
-28.0
-34.3
-11.4

-2.9

-6.4
-10.2

-1.7

-7.1
-14.7
-14.7
-13.0
-32.4
-13.3

67.2
39.6
34.2
534
60.8
39.3
72.5
65.7
37.0
50.1
96.0
7.7
82.6
78.0
31.3
36.9
49.3
55.7
63.7
58.9
56.7
34.9
83.1
115.9
50.9
49.1
50.0
43.9
80.5
57.7
52.0
100.1
123.7
66.9
89.0
49.3
44.0
46.2
33.5
31.8
57.8
64.1
71.5
26.6
77.2
74.2



Uz017
U270
Un214
U348
Uz178
U941
U1940
U078
U205
Uziss
U135
U3233
U202
Uz157
Uz160
U262
U120
U2203
U196
Uz116
U079
U217
U198
U2008
U170
U201
Uxie
U144
U153
U221
U146
Uz136
U085
U031
U187
U2206
U038
U2286
U263
U335
U105
Uz122
U210
U137
U219
U193

H(124)...H(153)
H(70)...H(109)
C(119)...H(144)
H(125)...H(164)
H(69)...H(102)
H(69)...H(102)
H(65)...H(105)
H(22)...C(47)
C(23)..H(38)
C(119)...H(149)
Si(115)...H(150)
H(133)...H(162)
H(24)..H(37)
C(19)...H(38)
H(22)...C(35)
H(134)...H(158)
C(123)...H(152)
C(23)..H(52)
H(122)...H(152)
H(124)...C(151)
H(138)...H(164)
H(26)...C(51)
H(74)...C(107)
C(67)..H(102)
C(15)...C(39)
H(126)...H(160)
C(11)...H(50)
H(16)...H(46)
C(67)...H(102)
H(64)...H(88)
H(125)...H(152)
H(136)...H(164)
H(78)...H(104)
H(82)...C(95)
C(71)...H(108)
C(67)...C(91)
H(74)...H(105)
H(26)...H(53)
H(69)...H(108)
H(65)...H(92)
H(74)...H(102)
H(78)...H(97)
C(67)...H(93)
H(126)...H(165)
H(120)...C(147)
H(121)...C(151)

816.5(110)
818.8(55)
819.1(109)
820.8(91)
821.0(112)
821.7(113)
821.7(61)
822.9(76)
823.2(71)
823.7(38)
824.1(27)
824.8(93)
824.9(53)
825.6(60)
826.6(61)
827.0(187)
828.3(69)
829.6(39)
829.9(48)
830.2(73)
831.1(134)
831.1(41)
832.4(56)
832.5(116)
832.6(30)
832.8(65)
834.2(70)
835.6(66)
835.7(115)
835.8(42)
836.0(47)
836.3(95)
836.5(68)
836.7(50)
836.8(52)
837.3(66)
837.6(52)
840.6(53)
840.9(110)
841.5(52)
842.4(174)
843.1(109)
843.5(66)
844.0(68)
844.7(46)
846.3(25)

70.4(fixed)
46.8(fixed)
44.3(fixed)
89.4(fixed)
50.8(fixed)
78.3(fixed)
81.4(fixed)
77.7(fixed)
55.9(fixed)
43.4(fixed)
26.0(fixed)
68.0(fixed)
61.7(fixed)
66.8(fixed)
56.9(fixed)
71.4(fixed)
48.5(fixed)
94.9(fixed)
43.5(fixed)
44 A(fixed)
61.3(fixed)
95.2(fixed)
39.1(fixed)
63.7(fixed)

22.3(tied to u2165)

64.4(fixed)
47.3(fixed)
76.0(fixed)
39.4(fixed)
48.6(fixed)
64.2(fixed)
56.3(fixed)
50.6(fixed)
56.3(fixed)
37.7(fixed)

33.4(tied to u2165)

71.8(fixed)

116.3(fixed)

62.0(fixed)
66.7(fixed)
72.5(fixed)
56.4(fixed)
50.8(fixed)
64.4(fixed)
38.6(fixed)
30.7(fixed)
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-3.9
-12.7
-7.9
-12.0
-8.5
-3.6
-12.4
-7.0
-16.4
-7.3
-10.9
-17.2
-17.9
-18.6
-15.7
-21.7
-8.5
-21.9
-8.6
-7.5
-4.4
-23.9
-14.3
-9.9
-9.4
-9.6
-15.2
-7.6
-9.6
-20.1
-9.2
-17.3
-8.7
-12.0
-13.4
-15.5
-11.8
-36.7
-9.4
-19.3
-14.3
-18.7
-12.8
-15.6
-10.5
-9.0

70.4
46.8
44.3
89.4
50.8
78.3
81.4
7.7
55.9
43.4
26.0
68.0
61.7
66.8
56.9
71.4
48.5
94.9
43.5
44 .4
61.3
95.2
39.1
63.7
22.6
64.4
473
76.0
39.4
48.6
64.2
56.3
50.6
56.3
37.7
34.0
71.8
116.3
62.0
66.7
72.5
56.4
50.8
64.4
38.6
30.7



U207
Uz185
Uz240
Uzii
U1944
U246
U356
U1948
Uigrl
U231
Uz229
U250
U223
U226
U236
Uz17s
Un353
U103
Un230
U238
U242
Uz12
U294
Uz189
U378
U222
Uno77
U264
U301
U228
U251
Uz259
U275
U2290
U279
Uz191
U2220
U234
U188
Uz271
U183
Uz266
U244
U245
U273
Uz1s

H(126)...C(159)
H(18)...H(45)
H(120)...H(148)
C(119)...H(152)
H(65)...H(106)
C(79)...H(105)
H(25)...H(52)
H(74)...H(102)
H(72)...H(102)
H(17)...H(48)
H(134)...H(160)
H(122)...H(150)
H(74)...H(78)
H(9)...H(22)
H(22)..H(52)
H(121)...H(153)
C(15)...H(48)
H(126)...H(149)
C(23)...C(47)
H(17)...H(50)
H(120)...H(152)
H(124)...H(164)
H(16)...H(49)
C(135)...C(159)
C(67)...H(108)
H(70)...H(93)
H(124)...H(160)
H(16)...C(47)
H(18)...H(49)
C(15).. H(41)
H(125)...C(159)
H(74)...H(109)
H(64)...H(94)
H(68)...C(107)
H(24)..H(38)
H(18)...H(46)
H(130)...H(134)
C(23)...H(48)
H(22)...H(49)
H(125)...H(160)
H(124)...H(165)
H(72)...H(108)
H(120)...H(149)
H(126)...H(146)
H(124)...C(159)
H(126)...H(164)

846.4(53)
846.7(71)
846.8(60)
846.8(34)
847.4(119)
847.9(60)
848.0(39)
848.7(174)
848.9(110)
851.1(39)
853.3(61)
853.4(52)
853.8(21)
854.2(15)
854.3(88)
854.3(61)
854.4(29)
854.5(81)
856.1(28)
857.8(56)
857.8(66)
858.3(139)
858.6(47)
858.6(46)
858.6(87)
858.8(67)
858.9(65)
859.2(33)
859.6(66)
859.7(29)
859.9(35)
860.1(31)
860.3(70)
860.4(84)
862.0(60)
863.1(84)
863.6(12)
863.7(37)
863.9(62)
864.9(46)
864.9(109)
867.7(36)
867.7(33)
867.7(33)
867.8(58)
868.2(93)

40.2(fixed)
109.0(fixed)
50.9(fixed)
31.2(fixed)
90.2(fixed)
29.6(fixed)
96.2(fixed)
63.4(fixed)
63.5(fixed)
59.2(fixed)
57.4(fixed)
50.6(fixed)
21.6(fixed)
27.3(fixed)
90.7(fixed)
52.3(fixed)
44 4(fixed)
79.7(fixed)
39.8(tied to u2165)
74.9(fixed)
43.5(fixed)
92.1(fixed)
72.9(fixed)
27.0(tied to u2165)
43.6(fixed)
62.8(fixed)
54.6(fixed)
48.5(fixed)
93.9(fixed)
32.7(fixed)
30.3(fixed)
43.1(fixed)
56.8(fixed)
39.3(fixed)
58.0(fixed)
85.3(fixed)
25.6(fixed)
72.5(fixed)
83.4(fixed)
45.0(fixed)
78.6(fixed)
50.7(fixed)
45.6(fixed)
45.6(fixed)
32.9(fixed)
68.6(fixed)
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-13.2
-27.4
-10.1
-10.9

-9.3

-7.4
-25.2

-9.4
-12.0
-34.7
-16.0

-7.4
-14.6
-25.0
-20.7

-8.3
-34.1

-1.8
-36.3
-24.5
-10.5
-14.8
-32.6
-13.2
-14.3
-11.5
-13.1
-29.1
-29.2
-10.9
-15.6
-14.6
-23.6
-15.1
-25.3
-13.3
-19.2
-38.2
-22.1
-16.1
-16.8
-18.5
-11.5
-11.5
-14.9
-18.5

40.2
109.0
50.9
31.2
90.2
29.6
96.2
63.4
63.5
59.2
57.4
50.6
21.6
27.3
90.7
52.3
44.4
79.7
40.5
74.9
43.5
92.1
72.9
27.4
43.6
62.8
54.6
48.5
93.9
32.7
30.3
43.1
56.8
39.3
58.0
85.3
25.6
72.5
83.4
45.0
78.6
50.7
45.6
45.6
32.9
68.6



Uz163
U261
Uzo41
Upoa7
U232
U174
U303
U274
Uz289
U267
Uz197
U297
Uz209
U252
Uz321
U2280
U204
U2320
U248
U3328
U307
U2086
U260
U2306
U282
U326
U268
U269
U168
U227
U296
U162
U288
U2300
U285
U213
U276
U342
U298
U237
U292
U310
U358
U312
U317
U3305

C(123)...H(149)
C(123)..H(161)
H(14)...H(46)
H(12)...H(45)
C(15)...H(42)
H(72)...H(106)
H(81)...H(105)
C(15)...H(50)
H(18)...C(47)
H(134)...H(162)
C(123)...C(147)
C(23)...H(49)
H(137)...C(159)
H(24)...H(48)
H(65)...H(94)
C(123)...H(162)
C(79)...H(104)
H(65)...HH(88)
H(130)...H(152)
H(25)...H(49)
H(24)...H(49)
C(67)...H(104)
H(80)...H(105)
H(26)..H(37)
C(67)...H(92)
H(70)...H(108)
C(135)...H(160)
H(17)..H(41)
H(70)...H(102)
C(67)...H(105)
H(121)...H(148)
H(68)...H(102)
C(79)...H(106)
H(16)..H(41)
H(126)...H(161)
H(22)...H(50)
C(15)...H(40)
H(68)...H(109)
H(69)...H(93)
H(70)...H(102)
H(121)...C(147)
H(68)...H(93)
H(68)...H(102)
H(16)...H(48)
C(67)...H(94)
C(119)...H(150)

869.2(62)  60.6(fixed)
869.4(35)  32.1(fixed)
869.9(45)  53.2(fixed)
870.0(46)  75.7(fixed)
870.5(30)  30.8(fixed)
872.7(50)  64.4(fixed)
873.3(67)  36.6(fixed)
873.3(47)  57.8(fixed)
873.6(49)  58.3(fixed)
874.4(119) 67.7(fixed)
875.8(40)  39.7(tied to u2165)
876.030)  41.7(fixed)
876.8(46)  45.4(fixed)
877.3(51)  95.6(fixed)
877.8(123) 62.3(fixed)
878.4(60)  33.2(fixed)
879.4(38)  32.5(fixed)
882.6(104) 39.8(fixed)
884.6(113) 44.3(fixed)
886.6(49)  47.9(fixed)
886.7(31)  68.4(fixed)
886.8(40)  53.6(fixed)
886.8(42)  40.9(fixed)
887.7(62)  51.8(fixed)
887.9(45)  31.3(fixed)
888.2(56)  46.1(fixed)
888.4(36)  31.7(fixed)
889.1(28)  43.9(fixed)
892.1(87)  58.2(fixed)
892.5(20)  43.1(fixed)
894.1(43)  53.4(fixed)
894.3(147) 78.0(fixed)
894.8(62)  28.5(fixed)
895.5(34)  35.3(fixed)
895.9(39)  44.9(fixed)
896.3(86)  79.3(fixed)
896.4(38)  30.3(fixed)
896.8(64)  38.2(fixed)
897.1(52)  47.6(fixed)
897.4(86)  36.0(fixed)
897.8(29)  38.1(fixed)
898.8(85)  63.8(fixed)
899.0(146) 51.4(fixed)
899.8(26)  49.6(fixed)
900.9(85)  42.9(fixed)
901.934)  31.4(fixed)
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-7.4
-18.3
-17.3
-28.2
-11.2
-19.8
-10.1
-27.0
-29.3
-14.4
-10.9
-43.2
-13.1
-43.4
-25.6
-16.0

-6.0
-25.4
-13.7
-46.5
-47.7

-3.9

-5.5
-21.6
-18.5
-17.9
-16.4
-10.6
-16.6
-13.4
-11.2
-12.9

-7.6
-14.6
-18.3
-10.3
-11.3
-18.5
-17.5
-13.6
-12.5
-15.7
-12.0
-34.1
-20.5
-12.9

60.6
32.1
53.2
75.7
30.8
64.4
36.6
57.8
58.3
67.7
40.3
41.7
45.4
95.6
62.3
33.2
32.5
39.8
44.3
47.9
68.4
53.6
40.9
51.8
31.3
46.1
31.7
43.9
58.2
43.1
53.4
78.0
28.5
353
44.9
79.3
30.3
38.2
47.6
36.0
38.1
63.8
51.4
49.6
42.9
31.4



U291
U3283
U254
U3330
U281
U284
Uz325
U265
Un249
U2309
Uzsn
U134
U332
U2293
Uz272
Uz181
U318
U3343
U333
U314
U319
Uz186
U331
U3338
U357
U295
U340
U322
U336
U3339
U337
U304
U329
U3323
U346
Uz316
U327
U3335
U33s1
U3308
U313
U299
U345
U176
U334
U3350

H(12)...H(46)
H(136)...H(161)
H(137)...H(161)
H(28)...H(52)
H(17)...H(42)
H(121)...H(149)
H(12)...H(50)
C(123)...H(148)
H(125)...H(149)
H(125)...H(161)
H(136)...H(160)
H(69)...H(104)
H(81)...H(106)
H(70)...H(105)
H(69)...H(105)
H(74)...H(106)
H(126)...H(162)
H(121)...H(144)
H(26)...H(52)
H(18)..H(41)
H(74)...H(108)
H(70)...H(104)
H(125)...H(162)
H(124)...H(162)
H(80)...H(104)
H(124)...H(152)
H(18)...H(48)
H(69)...H(92)
H(124)...H(161)
H(16)...H(50)
H(120)...H(150)
C(135)..H(162)
C(23)...H(50)
H(24)...H(50)
H(18)...H(50)
H(125)...H(148)
H(17)...H(40)
H(121)...H(152)
H(68)...H(108)
H(137)...H(162)
H(80)...H(106)
H(124)...H(149)
H(82)...H(106)
H(68)...H(104)
H(18)...H(40)
H(68)...H(92)

903.5(73)
903.5(37)
904.3(52)
904.4(46)
905.2(36)
905.5(49)
905.6(80)
907.1(29)
909.3(46)
909.6(30)
910.6(40)
912.1(44)
912.8(75)
914.5(29)
914.6(34)
914.9(66)
917.7(67)
919.7(110)
920.5(44)
922.6(36)
923.0(75)
923.3(32)
923.7(44)
924.7(76)
925.0(35)
925.2(75)
925.8(37)
929.4(33)
930.3(46)
930.5(40)
930.5(56)
931.9(59)
936.3(31)
937.5(43)
938.6(59)
940.9(30)
941.2(36)
942.9(26)
944.7(103)
945.7(57)
948.7(47)
948.8(70)
950.5(77)
951.5(51)
953.8(51)
956.4(58)

68.3(fixed)
46.3(fixed)
56.0(fixed)
67.5(fixed)
37.8(fixed)
50.1(fixed)
58.1(fixed)
46.7(fixed)
64.7(fixed)
39.8(fixed)
39.2(fixed)
62.7(fixed)
32.9(fixed)
45.2(fixed)
50.2(fixed)
69.9(fixed)
41.3(fixed)
44 9(fixed)
95.1(fixed)
40.1(fixed)
46.0(fixed)
50.4(fixed)
37.0(fixed)
41.6(fixed)
38.3(fixed)
48.9(fixed)
50.0(fixed)
39.0(fixed)
35.6(fixed)
56.6(fixed)
39.5(fixed)
34.3(fixed)
47.0(fixed)
83.8(fixed)
66.4(fixed)
48.0(fixed)
33.6(fixed)
32.2(fixed)
51.6(fixed)
53.8(fixed)
36.4(fixed)
62.5(fixed)
35.9(fixed)
66.3(fixed)
38.9(fixed)
40.9(fixed)
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-21.3
-16.4
-16.6
-35.2
-12.7
-11.2
-20.1
-14.3
-12.8
-19.7
-16.6

-4.1
-10.4
-15.3
-13.9
-16.5
-17.9
-14.2
-30.5
-12.8
-19.2

-9.3
-18.6
-16.9

-7.5
-15.5
-40.1
-19.4
-22.1
-32.0
-14.7
-16.1
-39.3
-38.5
-30.6
-17.8
-15.0
-16.5
-19.7
-14.3

-9.2
-11.3

-8.3

-4.0
-11.7
-24.4

68.3
46.3
56.0
67.5
37.8
50.1
58.1
46.7
64.7
39.8
39.2
62.7
32.9
45.2
50.2
69.9
41.3
44.9
95.1
40.1
46.0
50.4
37.0
41.6
38.3
48.9
50.0
39.0
35.6
56.6
39.5
343
47.0
83.8
66.4
48.0
33.6
32.2
51.6
53.8
36.4
62.5
35.9
66.3
38.9
40.9



U C(67)..H(106)  957.1(46)  47.0(fixed) -14.5 47.0
urps C(123)..H(150) 958.9(43)  41.9(fixed) 154 41.9
ursy H(25)..H(50)  959.1(27)  45.2(fixed) 476 452
urss H(68)..H(94)  961.8(112) 54.9(fixed) -26.4 54.9
urias H(138)..H(160) 967.6(43)  35.4(fixed) 214 35.4
upgr H(136)..H(162) 967.7(43)  35.2(fixed) 214 35.2
urr H(69)..H(106)  968.4(60)  59.9(fixed) 117 59.9
uryis H(68)..H(105)  968.4(23)  53.8(fixed) -16.6 53.8
Uurao H(124)..H(148) 985.2(27)  49.9(fixed) -17.9 49.9
urss H(121)..H(150) 991.4(30)  36.9(fixed) -18.5 36.9
ursar H(70)..H(106)  992.2(26)  41.0(fixed) -19.6 41.0
urs, H(138)..H(162) 1002.5(78) 41.6(fixed) -18.6 41.6
uriss H(26)..H(50)  1016.5(39) 51.7(fixed) 433 51.7
uras H(68)..H(106)  1029.5(59) 60.9(fixed) -17.3 60.9
x5y H(124)..H(150) 1044.8(46) 43.3(fixed) -20.9 433
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Table S11 Interatomic distances (r,/ pm), refined and calculated amplitudes of vibration

(un; / pm) and perpendicular corrections (k,; / pm) for the SARACEN-restrained GED
structure of 2.

Atom pair Ta un(GED) Restraint kit up (calc.)
U C(179)-H(182) 109.6(2) 8.9(tied to u9) —_— 0.4 7.7
U4 C(135)-H(137) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
Uy C(27)-H(30) 109.7(2) 8.9(2) 7.6(8) 0.4 7.7
U C(147)-H(149) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
Ug C(85)-H(87) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
Ugo C(11)-H(12) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
us C(131)-H(133) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Us) C(143)-H(146) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Usy C(151)-H(152) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Ug3 C(139)-H(142) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Usg C(69)-H(71) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Uz C(7)-H(9) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Us7 C(85)-H(88) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Usg C(135)-H(136) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Usg C(147)-H(150) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Uy C(31)-H(32) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Ug) C(73)-H(74) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Usy C(19)-H(22) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Ug) C(23)-H(26) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Us3 C(15)-H(18) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Uss C(77)-H(80) 109.7(2) 9.0(tied to u9) — 0.4 7.7
Usg C(81)-H(84) 109.7(2) 9.0(tied to u9) —_— 0.4 7.7
Usg C(93)-H(94) 109.7(2) 8.9(tied to u9) — 0.4 7.7
U C(143)-H(145) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
Uss C(15)-H(16) 109.7(2) 8.9(tied to u9) — 0.4 7.7
U>g C(179)-H(183) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
Uss C(7)-H(8) 109.7(2) 8.9(tied to u9) — 0.4 7.7
U3e C(55)-H(59) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
U7 C(55)-H(58) 109.7(2) 8.9(tied to u9) — 0.4 7.7
Uss C(117)-H(121) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
U3 C(179)-H(181) 109.7(2) 8.9(tied to u9) — 0.4 7.7
Ug C(77)-H(78) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
Usg C(11)-H(14) 109.7(2) 8.9(tied to u9) — 0.4 7.7
U C(135)-H(138) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
U3 C(19)-H(21) 109.7(2) 8.9(tied to u9) — 0.4 7.7
Usg C(81)-H(83) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
U3 C(23)-H(24) 109.7(2) 8.9(tied to u9) — 0.4 7.7
Usg C(131)-H(134) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
U3y C(73)-H(76) 109.7(2) 8.9(tied to u9) — 0.4 7.7
U3 C(89)-H(91) 109.7(2) 8.9(tied to u9) —_— 0.4 7.7
ug C(117)-H(120) 109.7(2) 8.9(tied to u9) — 0.4 7.7
U3 C(23)-H(25) 109.7(2) 8.9(tied to u9) — 0.4 7.7
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us  C(73)-H(75) 109.7(2) 8.9(tied to u9) 0.4 7.7
uy;  C(85)-H(86) 109.7(2) 8.9(tied to u9) 0.4 7.7
up  C(117)-H(119)  109.7(2) 8.9(tied to u9) 0.4 7.7
u;  C(19)-H(20) 109.7(2) 8.9(tied to u9) 0.4 7.7
ue  C(69)-H(70) 109.7(2) 8.9(tied to u9) 0.4 7.7
ue  C(147)-H(148)  109.7(2) 8.9(tied to u9) 0.4 7.7
un  C(7)-H(10) 109.7(2) 8.9(tied to u9) 0.4 7.7
u;,  C(139)-H(141)  109.7(2) 8.9(tied to u9) 0.4 7.7
us  C(69)-H(72) 109.7(2) 8.9(tied to u9) 0.4 7.7
us  C(11)-H(13) 109.7(2) 8.9(tied to u9) 0.4 7.7
u  C(151)-H(153)  109.7(2) 8.9(tied to u9) 0.4 7.7
we  C(131)-H(132)  109.7(2) 8.9(tied to u9) 0.4 7.7
u  C(77)-H(79) 109.7(2) 8.9(tied to u9) 0.4 7.7
uis  C(89)-H(92) 109.7(2) 8.9(tied to u9) 0.4 7.7
u  C(27)-H(29) 109.7(2) 8.9(tied to u9) 0.4 7.7
un  C(I51)-H(154)  109.7(2) 8.9(tied to u9) 0.4 7.7
w,  C(139)-H(140)  109.7(2) 8.9(tied to u9) 0.4 7.7
us  C(55)-H(57) 109.7(2) 8.9(tied to u9) 0.4 7.7
us  C(143)-H(144)  109.7(2) 8.9(tied to u9) 0.4 7.7
us  C(15)-H(17) 109.7(2) 8.9(tied to u9) 0.4 7.7
w C(81)-H(82) 109.7(2) 8.9(tied to u9) 0.4 7.7
us  H(29)..H(30) 175.5(8) 12.6(fixed) 0.3 12.6
ue  H(24)..H(25) 175.5(8) 12.6(fixed) 0.3 12.6
ug;  H(182)..H(183)  175.5(8) 12.7(fixed) 0.2 12.7
ues  H(181)..H(183)  175.5(8) 12.6(fixed) 0.2 12.6
urs  H(3)..H(9) 175.5(8) 12.6(fixed) 0.2 12.6
ugs  H(148)..H(150)  175.5(8) 12.6(fixed) 0.2 12.6
ugy  H(149)..H(150)  175.5(8) 12.6(fixed) 0.2 12.6
uns H(12)..H(13) 175.5(8) 12.6(fixed) 0.2 12.6
ue  H(132)..H(133)  175.5(8) 12.6(fixed) 0.2 12.6
uzs  H(181)..H(182)  175.5(8) 12.6(fixed) 0.2 12.6
ugs  H(12)..H(14) 175.5(8) 12.7(fixed) 0.2 12.7
ugo  H(83)...H(84) 175.5(8) 12.6(fixed) 0.2 12.6
une  H(75)..H(76) 175.5(8) 12.6(fixed) 0.2 12.6
ugs  H(70)..H(72) 175.5(8) 12.6(fixed) 0.2 12.6
une  H(13)..H(14) 175.5(8) 12.6(fixed) -0.2 12.6
uno  H(20)..H(21) 175.5(8) 12.6(fixed) 0.2 12.6
ure  H(8)..H(10) 175.5(8) 12.6(fixed) -0.2 12.6
ues  H(O1)...H(92) 175.5(8) 12.6(fixed) 0.2 12.6
up H(132)..H(134)  175.5(8) 12.6(fixed) -0.2 12.6
ugo  H(86)...H(88) 175.5(8) 12.6(fixed) 0.2 12.6
ws  H(152)..H(154)  175.5(8) 12.6(fixed) -0.2 12.6
us  H(17)..H(18) 175.5(8) 12.6(fixed) 0.2 12.6
uns  H(148)..H(149)  175.5(8) 12.6(fixed) -0.2 12.6
ugy  H(16)..H(18) 175.5(8) 12.6(fixed) 0.2 12.6
ugy  H(90)..H(91) 175.5(8) 12.6(fixed) -0.2 12.6
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u;s  H(9)...H(10) 175.5(8) 12.6(fixed) 0.2 12.6
us  H(82)..H(83) 175.5(8) 12.6(fixed) 0.2 12.6
wor  H(86)...H(87) 175.5(8) 12.6(fixed) 0.2 12.6
us  H(137)..H(138)  175.5(8) 12.6(fixed) 0.2 12.6
wey  H(152)..H(153)  175.5(8) 12.6(fixed) 0.2 12.6
ue  H(16)..H(17) 175.5(8) 12.6(fixed) 0.2 12.6
une  H(87)..H(88) 175.5(8) 12.6(fixed) 0.2 12.6
un,  H(78)..H(79) 175.5(8) 12.6(fixed) 0.2 12.6
ups  H(136)..H(137)  175.5(8) 12.6(fixed) 0.2 12.6
upg  H(82)..H(84) 175.5(8) 12.6(fixed) 0.2 12.6
ugs  H(140)..H(142)  175.5(8) 12.6(fixed) 0.2 12.6
up,  H(144)..H(146)  175.5(8) 12.6(fixed) 0.2 12.6
us  H(58)..H(59) 175.5(8) 12.6(fixed) 0.2 12.6
ue  H(153)..H(154)  175.5(8) 12.6(fixed) 0.2 12.6
uns  H(57)..H(59) 175.6(8) 12.6(fixed) 0.2 12.6
up,  H(57)..H(58) 175.6(8) 12.6(fixed) 0.2 12.6
ugs  H(133)..H(134)  175.6(8) 12.6(fixed) 0.2 12.6
us  H(145)..H(146)  175.6(8) 12.6(fixed) 0.2 12.6
uo  H(28)...H(29) 175.6(8) 12.6(fixed) 0.2 12.6
un  H(28)..H(30) 175.6(8) 12.6(fixed) 0.2 12.6
us  H(136)..H(138)  175.6(8) 12.6(fixed) 0.2 12.6
upy  H(140)..H(141)  175.6(8) 12.6(fixed) 0.2 12.6
uge  H(141)..H(142)  175.6(8) 12.6(fixed) 0.2 12.6
un,  H(144)..H(145)  175.6(8) 12.6(fixed) 0.2 12.6
ugr  H(120)..H(121)  175.6(8) 12.6(fixed) 0.2 12.6
ugs  H(119)..H(121)  175.6(8) 12.6(fixed) 0.2 12.6
uos  H(119)..H(120)  175.6(8) 12.6(fixed) 0.2 12.6
uy;  H(25)..H(26) 175.6(8) 12.6(fixed) 0.2 12.6
uy;  H(74)..H(76) 175.6(8) 12.6(fixed) 0.2 12.6
ue  H(71)..H(72) 175.6(8) 12.6(fixed) 0.2 12.6
up H(90)..H(92) 175.6(8) 12.6(fixed) 0.2 12.6
un H(70)..H(71) 175.6(8) 12.6(fixed) 0.2 12.6
uo  H(79)...H(80) 175.6(8) 12.6(fixed) 0.2 12.6
ugs  H(74)..H(75) 175.6(8) 12.6(fixed) 0.2 12.6
ug;  H(24)..H(26) 175.6(8) 12.6(fixed) 0.2 12.6
us  H(78)..H(80) 175.6(8) 12.6(fixed) -0.2 12.6
up,  H(21)..H(22) 175.6(8) 12.6(fixed) 0.2 12.6
ugy  H(20)...H(22) 175.6(8) 12.6(fixed) -0.2 12.6
u  Si(4)-C(27) 187.7(2) 6.3(2) 0.2 5.9
upe  Si(127)-C(139)  187.8(2) 6.3(tied to u127) 0.2 5.9
ups  Si(65)-C(69) 187.8(2) 6.3(tied to u127) 0.2 5.9
u Si(66)-C(81) 187.9(2) 6.3(tied to u127) 0.2 5.9
u - Si(66)-C(89) 188.0(2) 6.3(tied to u127) 0.2 5.9
uo  Si(128)-C(151)  188.02) 6.3(tied to u127) 0.2 5.9
us  Si(4)-C(19) 188.1(2) 6.4(tied to u127) 0.2 6.0
waw  Si3)-C(11) 188.1(2) 6.4(tied to ul27) 0.2 6.0
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ue Si(127)-C(131)  188.1(2) 6.4(tied to u127) 0.2 5.9
uzs  Si(3)-C(7) 188.1(2) 6.4(tied to u127) 0.2 5.9
ue  Si(65)-C(77) 188.1(2) 6.4(tied to u127) 0.2 5.9
uis  Si(3)-C(15) 188.1(2) 6.4(tied to u127) 0.2 5.9
uss Si(128)-C(143)  188.1(2) 6.3(tied to u127) 0.2 5.9
w Si(127)-C(135)  188.2(2) 6.4(tied to u127) 0.2 6.0
was  Si(65)-C(73) 188.2(2) 6.4(tied to u127) 0.2 6.0
uz,  Si(66)-C(85) 188.2(2) 6.4(tied to u127) 0.2 6.0
e Si(4)-C(23) 188.3(2) 6.4(tied to u127) 0.2 6.0
uae  Si(128)-C(147)  188.3(2) 6.4(tied to u127) 0.2 6.0
uas Si(125)-C(179)  192.9(19)  6.6(tied to ul27) 0.2 6.2
us  Si(1)-C(55) 193.3(19)  6.6(tied to ul27) 0.2 6.2
ur  Si(63)-C(117) 193.4(19)  6.6(tied to ul27) 0.2 6.2
ws;  H(144)..H(168)  197.9(297)  56.9(fixed) 22.7 56.9
ue  H(20)..H(33) 229.8(162)  63.4(fixed) 31.7 63.4
wr H(10)...H(44) 229.8(162)  63.4(fixed) 31.7 63.4
wy  H(58)..H(61) 232.5(113)  51.4(fixed) 12.3 51.4
wyy  H(17)..H(57) 233.8(90)  57.7(fixed) 20.8 57.7
wgs  H(137)..H(149)  234.0099)  59.8(fixed) 22.7 59.8
ues  H(132)..H(153)  235.8(144)  53.0(fixed) 26.4 53.0
wsy  Si(1)-Si(5) 236.3(1) 7.7(1) 0.4 7.4
us Si(63)-Si(68) 236.3(1) 7.7(tied to u152) 0.4 7.4
wss  Si(1)-Si(6) 236.6(1) 7.7(tied to u152) 0.4 7.4
uiss  Si(63)-Si(67) 236.6(1) 7.7(tied to u152) 0.4 7.4
wse  Si(125)-Si(126)  236.9(1) 8.0(tied to u152) 0.4 7.7
uss  Si(125)-Si(130)  236.9(1) 7.8(tied to u152) 0.4 7.5
wss  Si(1)-Si(2) 237.0(1) 7.9(tied to u152) 0.4 7.6
ugo  Si(63)-Si(64) 237.2(1) 8.0(tied to u152) 0.4 7.7
use  Si(125)-Si(129)  237.3(1) 7.9(tied to u152) 0.4 7.5
uyy  H(13)..H(25) 239.7(98)  69.2(fixed) 37.3 69.2
ure  H(140)..H(166)  245.3(176)  71.2(fixed) 28.1 71.2
ures  H(8)..H(29) 248.3(149)  98.6(fixed) 26.7 98.6
ugs  Si(4)...H(28) 249.4(6) 13.2(fixed) 0.4 13.2
uey  Si(4)..H(29) 249.5(6) 13.3(fixed) 0.4 13.3
us  Si(4)...H(30) 249.5(6) 13.2(fixed) 0.4 13.2
Uy Si(65)..H(70) 249.5(6) 13.2(fixed) 0.4 13.2
urs  Si(127)..H(141)  249.5(6) 13.2(fixed) 0.4 13.2
s Si(65)..H(72) 249.6(6) 13.1(fixed) 0.4 13.1
uro  Si(127)..H(140)  249.6(6) 13.1(fixed) 0.4 13.1
ues  Si(127)..H(142)  249.6(6) 13.2(fixed) 0.4 13.2
ugs  Si(65)...H(71) 249.6(6) 13.2(fixed) 0.3 13.2
uiss  Si(66)..H(83) 249.6(6) 13.3(fixed) 0.4 13.3
w - Si(66)...H(84) 249.6(6) 13.2(fixed) 0.4 13.2
urs  Si(66)..H(82) 249.7(6) 13.1(fixed) 0.4 13.1
urs  Si(66)..H(92) 249.7(6) 13.5(fixed) 0.4 13.5
w1 Si(66)..H(91) 249.7(6) 13.3(fixed) -0.4 13.3
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urrs Si(66)...H(90) 249.7(6) 13.3(fixed) 0.4 13.3
uige  Si(128)..H(153)  249.7(6) 13.2(fixed) 0.4 13.2
wg  Si(128)..H(152)  249.7(6) 13.2(fixed) 0.4 13.2
ury  Si(128)..H(154)  249.8(6) 13.1(fixed) 0.3 13.1
uns  Si(4)...H(20) 249.8(6) 13.3(fixed) 0.4 13.3
us  Si(4)..H(21) 249.8(6) 13.3(fixed) 0.4 13.3
une  Si(3)...H(10) 249.8(6) 13.3(fixed) 0.4 13.3
uo  Si(127)..H(133)  249.8(6) 13.3(fixed) 0.4 13.3
ue  Si(3)...H(12) 249.8(6) 13.4(fixed) 0.4 13.4
s Si(65)..H(78) 249.8(6) 13.2(fixed) 0.4 13.2
e Si(3)...H(8) 249.8(6) 13.3(fixed) 0.4 13.3
us Si(128)..H(146)  249.8(6) 13.3(fixed) 0.4 13.3
us Si(3)...H(18) 249.8(6) 13.3(fixed) 0.4 13.3
uros  Si(127)..H(134)  249.8(6) 13.2(fixed) 0.4 13.2
uer  Si(128)..H(145)  249.8(6) 13.2(fixed) 0.4 13.2
urs  Si(127)..H(132)  249.8(6) 13.3(fixed) 0.4 13.3
wss  Si(3)...H(9) 249.8(6) 13.3(fixed) 0.4 13.3
w - Si(65)..H(79) 249.8(6) 13.1(fixed) 0.4 13.1
ugs  Si(3)...H(16) 249.8(6) 13.3(fixed) 0.4 13.3
uer  Si(3)...H(14) 249.8(6) 13.3(fixed) 0.4 13.3
wry  Si(3)...H(13) 249.8(6) 13.2(fixed) 0.4 13.2
uiso  Si(65)...H(80) 249.9(6) 13.2(fixed) 0.3 13.2
wy  Si(128)..H(144)  249.9(6) 13.1(fixed) 0.4 13.1
ure  Si(3)...H(17) 249.9(6) 13.0(fixed) 0.3 13.0
uro  Si(65)..H(75) 249.9(6) 13.3(fixed) 0.4 13.3
ug  Si(4)..H(22) 249.9(6) 13.2(fixed) 0.3 13.2
wy  Si(127)..H(137)  249.9(6) 13.3(fixed) 0.4 13.3
ur - Si(66)..H(88) 249.9(6) 13.4(fixed) 0.4 13.4
s Si(66)...H(86) 249.9(6) 13.3(fixed) 0.4 13.3
wiss  Si(127)..H(136)  249.9(6) 13.3(fixed) 0.4 13.3
wgy  Si(127)..H(138)  249.9(6) 13.3(fixed) 0.4 13.3
upo  Si(66)..H(87) 249.9(6) 13.3(fixed) 0.4 13.3
o Si(65)..H(76) 249.9(6) 13.2(fixed) 0.4 13.2
us  Si(65)..H(74) 249.9(6) 13.2(fixed) 0.3 13.2
uns  Si(4)...H(25) 250.0(6) 13.5(fixed) 0.4 13.5
urr  Si(4)..H(24) 250.0(6) 13.4(fixed) 0.4 13.4
ws Si(128)..H(150)  250.0(6) 13.3(fixed) 0.4 13.3
urs  Si(128)..H(148)  250.0(6) 13.2(fixed) 0.4 13.2
wr,  Si(128)..H(149)  250.0(6) 13.3(fixed) 0.4 13.3
ue  Si(4)...H(26) 250.0(6) 13.3(fixed) 0.3 13.3
ups  Si(125)..H(182)  2543(17)  14.0(fixed) 0.3 14.0
uns  Si(125)..H(183)  254.3(17)  13.5(fixed) 0.4 13.5
us  Si(125)..H(181)  254.4(17)  13.0(fixed) 0.3 13.0
uy;  H(75)..H(91) 254.4(165)  84.4(fixed) 225 84.4
w Si(1)...H(59) 254.7(17)  13.1(fixed) 0.3 13.1
ups  Si(1)..H(58) 254.8(17)  13.0(fixed) -0.3 13.0
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uro  Si(1)...H(57) 254.8(17)  13.0(fixed) 0.3 13.0
una  Si(63)..H(121)  254.8(17)  13.1(fixed) 0.3 13.1
wy Si(63)..H(119)  254.8(17)  13.0(fixed) 0.3 13.0
upo  Si(63)..H(120)  254.9(17)  13.0(fixed) 0.3 13.0
wrso  H(76).. H(87) 256.8(104)  74.9(fixed) 27.0 74.9
uys  H(72)..H(107)  256.8(141)  67.7(fixed) 44.2 67.7
wrge  H(72)..H(119)  260.4(154)  79.9(fixed) 21.4 79.9
urs  H(30)..H(54) 260.5(166)  88.5(fixed) 29.0 88.5
uras  H(70)..H(106)  262.0(168)  71.9(fixed) 35.7 71.9
usg  H(134)..H(182)  263.6(120)  88.4(fixed) 21.4 88.4
wgo  H(79)..H(119)  264.1(122)  59.1(fixed) 22.0 59.1
urss  H(17)...H(45) 272.0(122)  85.6(fixed) 24.4 85.6
uns  H(70)..H(107)  273.5(141)  96.8(fixed) 16.2 96.8
uys  H(154)..H(181)  276.9(68)  71.0(fixed) 22.7 71.0
wrys  H(79)..H(120)  280.0(120)  56.6(fixed) 26.7 56.6
we  H(141)..H(182)  280.4(109)  81.2(fixed) 37.3 81.2
war  H(13)..H(24) 280.5(128)  74.5(fixed) 32.1 74.5
uspy  H(141)..H(166)  281.3(230)  82.1(fixed) 3.6 82.1
e H(75)..H(87) 281.7(148)  62.0(fixed) 39.1 62.0
wy  H(86)..H(124)  282.2(41)  57.9(fixed) 18.5 57.9
ugs H(144)..H(178)  283.7(228)  46.1(fixed) 26.2 46.1
urss  H(16)..H(57) 284.3(106)  70.5(fixed) 15.4 70.5
w1 H(137)..H(148)  284.3(128)  67.3(fixed) 19.5 67.3
urgy  H(14)...H(62) 284.6(66)  66.0(fixed) 17.0 66.0
urys  H(132)..H(149)  286.3(165)  65.2(fixed) 25.5 65.2
ups  H(120)..H(123)  287.6(107)  52.1(fixed) 10.4 52.1
uy  H(138)..H(186)  288.1(66)  61.6(fixed) 16.9 61.6
ue  H(82)..H(116)  288.5(218)  57.7(fixed) 33.4 57.7
wyy H(72)..H(106)  291.0(246)  82.9(fixed) 18.9 82.9
urgs  H(78).H(123)  291.3(58)  55.1(fixed) 18.6 55.1
usa  C(143)..H(168)  292.7(227)  50.9(fixed) 13.7 50.9
us;  H(133)..H(142)  296.7(30)  38.7(fixed) 8.6 38.7
ur;;  C(11)...C(15) 296.8(26)  11.8(4) 0.3 12.5
ures  H(145)..H(178)  297.2(86)  70.5(fixed) 21.6 70.5
ursy  H(134)..H(153)  297.8(126)  70.0(fixed) 19.5 70.0
usss  C(73)...C(77) 298.1(26)  11.9(tied to u277) 0.3 12.6
us  H(134)..H(181)  298.7(90)  82.5(fixed) 21.2 82.5
urse  H(146)..H(150)  298.9(24)  39.3(fixed) 9.6 39.3
usie H(14)..H(16) 299.0(57)  46.3(fixed) 8.2 46.3
usr  C(135)..C(139)  299.0(25)  12.0(tied to u277) 0.3 12.7
urgs  C(23)...C(27) 299.1(21)  12.4(tied to u277) 0.4 13.1
uses  C(55)...H(61) 299.2(81)  40.4(fixed) 5.6 40.4
urss  H(22)...H(26) 299.3(24)  40.4(fixed) 8.9 40.4
urs;  H(21)...H(60) 299.5(51)  58.9(fixed) 19.8 58.9
urgs  C(131)...C(139)  299.6(9) 11.9(tied to u277) 0.3 12.6
oy C(147)..C(151)  299.9(21)  12.0(tied to u277) -0.3 12.6
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uo  H(136)..H(142)  300.0(45)  41.0(fixed) 6.7 41.0
uiso  H(140)..H(165)  300.0(176)  56.7(fixed) 34.8 56.7
e H(17)..H(44) 300.1(131)  62.7(fixed) 35.5 62.7
tros  C(85)...C(89) 300.6(21)  12.1(tied to u277) 0.3 12.8
uye  C(143)..C(147)  300.9(11)  11.7(tied to u277) 0.3 12.3
usy  H(149)..H(153)  301.0(50)  43.0(fixed) 8.3 43.0
ue  H(74)...H(80) 301.3(47)  39.1(fixed) 7.4 39.1
ure  C(81)...C(85) 301.6(11)  11.9(tied to u277) 0.3 12.5
urys  C(19)...C(23) 302.3(11)  12.2(tied to u277) 0.4 12.9
usi; - C(15)...H(57) 302.6(83)  45.8(fixed) 13.2 45.8
uro  C(69)...C(73) 303.0(9) 12.0(tied to u277) 0.3 12.7
g9 C(19)...C(27) 304.3(4) 12.2(tied to u277) 0.4 12.9
us,  H(25)...H(29) 304.4(50)  45.0(fixed) 9.3 45.0
g, C(81)...C(89) 304.8(4) 12.1(tied to u277) 0.3 12.7
uros  C(7)..C(11) 304.9(9) 12.2(tied to u277) 0.3 12.9
uses  H(137)..C(147)  305.0(84)  48.6(fixed) 16.5 48.6
Uros  C(69)...C(77) 305.2(9) 12.0(tied to u277) 0.3 12.7
us  C(131)...C(135)  305.7(9) 12.2(tied to u277) 0.3 12.9
uyss  H(76)..H(78) 305.7(57)  42.6(fixed) 5.3 42.6
urs  H(92)..H(116)  306.1(316)  72.9(fixed) 25.8 72.9
uras  H(70)..H(O1) 306.1(120)  75.6(fixed) 32.1 75.6
uos  C(143)..C(151)  306.1(4) 12.2(tied to u277) 0.3 12.9
urys  H(88)...H(90) 306.4(36)  40.7(fixed) 8.8 40.7
urgy  H(9)..H(18) 306.5(30)  44.4(fixed) 9.3 444
uses  C(7)...C(15) 306.6(9) 12.2(tied to u277) 0.3 12.9
uro  H(84)..H(88) 307.123)  42.2(fixed) 8.1 422
use  H(24)..H(62) 307.4(84)  70.6(fixed) 19.9 70.6
ures  H(12)..H(18) 307.6(46)  40.2(fixed) 9.9 40.2
une  H(57)..H(61) 307.7(76)  56.0(fixed) 6.5 56.0
uo  H(145)..H(184)  307.8(51)  64.0(fixed) 16.7 64.0
ey H(71)...H(80) 308.6(31)  39.1(fixed) 7.1 39.1
urso  H(26)..H(28) 308.9(35)  45.1(fixed) 8.8 45.1
urs  H(71)..H(74) 309.2(37)  40.9(fixed) 6.2 40.9
uys  H(13)..C(23) 309.5(78)  46.8(fixed) 27.8 46.8
wr,  H(84)...H(90) 310.029)  42.3(fixed) 8.0 423
usis  H(79)..H(123)  310.3(66)  70.7(fixed) 4.7 70.7
usgo  C(139)..H(166)  310.4(184)  64.2(fixed) 12.0 64.2
usor  H(146)..H(152)  310.5(26)  42.8(fixed) 7.2 42.8
ure  H(10)...H(54) 310.8(167)  87.6(fixed) 34.0 87.6
ups  H(87)..H(91) 311.051)  45.3(fixed) 7.4 453
ue  C(131)..H(153)  311.3(116)  44.7(fixed) 17.9 44.7
usos  H(138)..H(140)  311.6(56)  42.2(fixed) 6.3 42.2
usse  H(136)..C(139)  312.0(35)  28.3(fixed) 0.9 28.3
urgo  H(8)..H(25) 312.1(160)  80.9(fixed) 33.1 80.9
useo  H(83)...H(86) 312.3(31)  44.9(fixed) 7.4 44.9
wgy  H(22)..H(28) 312.4(28)  43.1(fixed) 8.0 43.1
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usa  H(70)...H(75) 312.7(42)  41.8(fixed) 5.8 41.8
ups  H(132)..H(137)  312.7(40)  44.3(fixed) 7.1 443
usp,  C(11)...H(16) 312.7(37)  30.5(fixed) 0.7 30.5
upo  H(78)..H(124)  313.1(64)  65.4(fixed) 9.1 65.4
wer  H(150)..H(152)  313.9(36)  43.1(fixed) 8.3 43.1
us  H(74)..C(77) 314.037)  26.2(fixed) 1.0 26.2
us,  C(131)..H(142)  315.0(15)  26.4(fixed) 0.9 26.4
urss  H(9)..H(12) 315.036)  44.0(fixed) 9.1 44.0
usy H(133)..C(139)  315.921)  27.1(fixed) 1.6 27.1
user  C(73)...H(78) 316.1(37)  29.3(fixed) 0.2 293
usis  H(8)...H(13) 316.1(41)  45.5(fixed) 8.5 45.5
usgo  H(12)..C(15) 316.2(36)  28.1(fixed) 1.5 28.1
use  H(20)...H(30) 316.5(32)  43.5(fixed) 7.4 43.5
uyy  H(146)..C(147)  316.6(15)  25.4(fixed) 1.5 25.4
use  C(147)..H(153)  316.7(36)  29.0(fixed) 0.7 29.0
usas  H(134)..H(141)  317.038)  44.4(fixed) 5.8 444
urgo  C(73)...H(87) 317.0(102)  47.4(fixed) 26.8 474
uze  C(143)..H(150)  317.1(14)  28.7(fixed) 1.4 28.7
usse  C(135)..H(140)  317.2(36)  27.4(fixed) 0.5 27.4
usso  H(14)...C(15) 317.3(40)  31.6(fixed) 0.6 31.6
uys  H(25)..C(27) 317.3(31)  29.7(fixed) 1.1 29.7
ups  H(22)..C(23) 317.7(15)  26.8(fixed) 1.1 26.8
usss  C(85)...H(90) 317.829)  28.0(fixed) 1.1 28.0
upe  C(19)..H(26) 318.1(15)  28.8(fixed) 1.4 28.8
usgs  H(149)..C(151)  3183(31)  29.2(fixed) 1.1 29.2
uws  C(69)..H(107)  318.4(98)  63.7(fixed) 22.0 63.7
us  C(7)..H(44) 318.5(123)  60.9(fixed) 20.4 60.9
us,  H(133)..H(136)  318.8(36)  42.7(fixed) 7.5 42.7
usis  C(81)...H(88) 319.2(14)  28.7(fixed) 1.1 28.7
uss H(16)...H(61) 319.3(57)  65.1(fixed) 17.2 65.1
uss; C(23)..H(28) 319.4(29)  30.1(fixed) 1.2 30.1
usr H(82)..H(92) 319.7(30)  43.7(fixed) 6.5 43.7
uses  C(23)...H(29) 319.8(36)  30.6(fixed) 1.0 30.6
uro  C(135)..H(149)  319.8(77)  50.9(fixed) 9.4 50.9
wn  H(132)..C(151)  319.9(121)  44.7(fixed) 11.7 44.7
ugs  H(79)..C(117)  320.0092)  45.3(fixed) 20.4 453
uxy  H(87)...C(89) 320.3(31)  30.7(fixed) 0.6 30.7
uspy  C(73)...H(80) 320.3(32)  27.3(fixed) 1.0 273
us,  H(145)..H(148)  320.4(31)  44.5(fixed) 7.0 445
us  H(70)..C(105)  320.5(104)  72.3(fixed) 19.6 72.3
uss;  C(143)..H(152)  320.8(19)  28.6(fixed) 1.1 28.6
usgs  H(71)..C(73) 320.921)  28.0(fixed) 0.8 28.0
uss  H(72)..C(105)  321.0(168)  57.7(fixed) 25.5 57.7
usgs  C(11)..H(18) 321.2(31)  27.6(fixed) 1.3 27.6
uss;  C(135)..H(142)  321.6(30)  27.2(fixed) 0.4 27.2
U35y H(84)...C(89) 321.7(11)  28.9(fixed) 0.9 28.9
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usro . H(26)...C(27) 321.8(23)  30.7(fixed) 0.5 30.7
uss3  H(83)...C(85) 321.9(19)  28.2(fixed) 0.9 28.2
urs  H(148)..H(186)  322.2(78)  61.9(fixed) 21.5 61.9
usss  C(19)...H(28) 322.3(20)  30.6(fixed) 1.2 30.6
us;; - C(69)...H(80) 322.3(15)  26.9(fixed) 0.8 26.9
uss  C(7)...H(18) 322.4(15)  30.1(fixed) 0.9 30.1
up  H(72)..H(79) 322.4(37)  42.4(fixed) 6.3 42.4
U C(69)...H(75) 322.7(26)  27.9(fixed) 0.6 27.9
uso H(88)...C(89) 322.7(24)  27.8(fixed) 1.2 27.8
us; H(150)..C(151)  322.723)  29.8(fixed) 0.9 29.8
uno  H(76)...C(77) 322.7(41)  28.1(fixed) 0.0 28.1
usse  H(84)...C(85) 323.4(14)  28.1(fixed) 0.7 28.1
uso  H(21)..H(24) 323.531)  44.6(fixed) 6.3 44.6
usse  H(9)...C(15) 323.920)  29.3(fixed) 1.4 293
usy;  H(144)..H(154)  324.1(32)  42.4(fixed) 6.7 424
ugo  H(20)..C(27) 324.2(13)  28.4(fixed) 0.5 28.4
usy  C(147)..H(152)  3243(29)  28.4(fixed) 0.9 28.4
uns  C(131)..H(137)  324.6(25)  29.4(fixed) 0.3 29.4
uwe  H(134)..C(139)  324.925)  30.8(fixed) 0.2 30.8
uws  C(85)...H(91) 324.936)  30.4(fixed) 0.4 30.4
uses  C(7)..H(12) 325.4(23)  29.7(fixed) 1.0 29.7
uws  C(131)..H(141)  325.520)  28.2(fixed) 0.0 28.2
use;  H(71)...C(77) 325.621)  26.7(fixed) 0.8 26.7
uys  C(69)...H(74) 325.7(23)  27.4(fixed) 0.3 27.4
usze  C(81)...H(86) 325.7(19)  31.3(fixed) 0.4 31.3
us  C(11)..H(25) 325.9(75)  57.7(fixed) 18.3 57.7
usse  H(8)...C(11) 326.0024)  30.9(fixed) 0.9 30.9
uws  C(81)..H(92) 326.2(21)  30.3(fixed) 0.5 30.3
wy  C(139)..H(165)  326.2(148)  44.0(fixed) 26.0 44.0
us  H(144)..C(151)  326.7(13)  28.4(fixed) 0.7 28.4
usg; C(81)..H(90) 326.7(20)  28.1(fixed) 0.9 28.1
usgy  C(143)..H(148)  326.7(19)  30.0(fixed) 0.7 30.0
usgs  H(17)...C(55) 327.0(76)  50.9(fixed) 9.3 50.9
uss  H(9)..C(11) 327.121)  29.6(fixed) 1.2 29.6
usgs  H(133)..C(135)  327.1(21)  29.6(fixed) 0.6 29.6
us  H(70)...C(73) 327.3(25)  28.7(fixed) 0.2 28.7
w C(69)..H(106)  327.3(186)  57.5(fixed) 20.9 57.5
uye  H(138)..C(139)  327.4(39)  29.4(fixed) 0.5 29.4
usos  H(145)..C(147)  327.4(19)  29.7(fixed) 0.1 29.7
uso  H(10)...C(43) 327.5(130)  55.5(fixed) 19.2 55.5
usos  C(7)..H(13) 327.6(26)  30.4(fixed) 0.8 30.4
user  H(132)...C(135)  327.6(24)  29.5(fixed) 0.9 29.5
usiy  H(10)...H(29) 327.6(125)  103.4(fixed) 212 103.4
uss,  H(22)..C(27) 327.7(11)  27.5(fixed) 0.5 27.5
urse  H(76)..H(124)  328.6(74)  59.6(fixed) 17.7 59.6
ugy  H(72)..C(77) 328.6(24)  28.4(fixed) 0.4 28.4

80



u;  H(146)..C(151)  329.1(11)  29.2(fixed) N 0.3 292
useo  C(19)..H(24) 329.1(18)  30.4(fixed) — 0.3 30.4
uo  H(21)...C(23) 329.5(19)  29.6(fixed) S— 0.0 29.6
wr - C(19)...H(30) 329.8(22)  29.8(fixed) — 0.8 29.8
ws H(136)..H(140)  329.8(51)  44.5(fixed) S— 1.0 44.5
ws;  C(77)..H(123)  329.9(47)  45.9(fixed) — 6.2 45.9
wsr H(87)..H(124)  3303(97)  72.7(fixed) S— 5.5 72.7
uses  C(131)..H(136)  330.5(23)  27.7(fixed) — 1.0 27.7
usso  H(10)...H(17) 330.7(38)  44.6(fixed) S— 7.7 44.6
uy  H(82)...C(89) 331.6(13)  27.9(fixed) — 0.3 27.9
usie  C(7)...H(29) 331.8(116)  89.4(fixed) S— 16.8 89.4
usis  H(134)..C(179)  332.1(84)  69.2(fixed) — 14.9 69.2
w1 C(69)...H(79) 332.2(19)  28.9(fixed) S— 0.4 28.9
uso  H(12)...H(16) 332.7(51)  49.4(fixed) — 1.5 494
uis  H(78)..C(118)  332.8(37)  45.9(fixed) S— 9.5 45.9
ups  H(10)...C(15) 333.7(25)  30.7(fixed) — 0.5 30.7
we H(74)..H(78) 333.8(50)  44.1(fixed) S— 1.3 44.1
usgo Si(1)...C(56) 334.026)  16.3(tied to ud47) = —— 0.3 14.6
wis C(85)..H(124)  3343(53)  44.8(fixed) S— 5.9 44.8
une  C(7)..H(17) 335.1(19)  29.3(fixed) — 0.7 29.3
use;  H(17)...C(43) 335.3(100)  56.8(fixed) S— 24.0 56.8
uno  C(143)..H(154)  336.022)  28.9(fixed) — 0.4 28.9
ury;  H(29)..H(54) 336.5(149)  75.5(fixed) S— 59.5 75.5
usys H(83)..H(122)  336.8(75)  65.7(fixed) — 13.5 65.7
urs  C(143)..H(178)  337.3(156)  45.3(fixed) S— 19.3 453
uiy  H(86)..C(118)  337.8(41)  43.8(fixed) — 10.9 43.8
ugy  H(144)..H(170)  338.4(205)  64.3(fixed) S— 12.0 64.3
useo  H(87)...H(90) 338.6(41)  48.6(fixed) — 14 48.6
wsgs  C(77)..H(119)  338.8(98)  47.8(fixed) S— 6.7 47.8
usn  H(25)..H(28) 339.2(40)  49.8(fixed) — 1.1 49.8
usgs  Si(125)..C(180)  339.3(26)  19.3(tied to udd7)  —— 0.5 17.3
usss  C(69)..H(119)  339.4(124)  66.8(fixed) — 7.9 66.8
upo  H(82)..H(115)  339.7(90)  88.9(fixed) S— 20.2 88.9
wig;  Si(63)..C(118)  339.9(26)  17.0(tied to udd7)  —— 0.3 15.3
ure  H(144)..H(152)  340.6(30)  46.2(fixed) S— 0.7 46.2
upo  H(86)..H(122)  340.7(92)  57.8(fixed) — 12.4 57.8
usso  H(83)...H(88) 341.3(22)  45.8(fixed) S— 1.0 45.8
ugss  C(73)...H(91) 341.5(133)  70.4(fixed) — 10.6 70.4
usy  Si(65)..C(118)  341.5(19)  16.7(tied to udd7)  —— 0.3 15.0
un,  C(11)..H(62) 341.5(56)  48.3(fixed) — 5.8 483
upe  H(138)..C(180)  341.7(49)  46.9(fixed) S— 8.0 46.9
ugys  H(8)..C(27) 341.9(119)  81.7(fixed) — 10.5 81.7
ugro  C(131)..H(182)  342.0098)  81.0(fixed) S— 8.8 81.0
usi;  H(150)..H(153)  342.2(42)  48.4(fixed) — -1.8 48.4
ugs  H(71)..H(75) 342.9(42)  44.4(fixed) S— 0.9 44.4
uy  Si(3)...C(56) 343.0(19)  18.4(4) 16.5(17) -0.5 16.5
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uns  H(14)...C(56) 343.050)  51.1(fixed) 8.9 51.1
uns  H(138)..H(185)  3432(72)  73.6(fixed) 11.2 73.6
wer H(20)...H(28) 343.2(30)  48.2(fixed) 1.1 482
uses  H(76)...C(85) 343.4(99)  61.2(fixed) 11.5 61.2
uis  Si(63)..C(109)  343.4(7) 16.7(tied to u447) 0.2 15.0
usg H(144)..C(175)  343.8(146)  39.4(fixed) 15.4 39.4
ws  H(134)..H(142)  344.0(34)  46.3(fixed) 1.9 46.3
usy  Si(1)...H(61) 344.4(39)  29.4(fixed) 0.9 29.4
s H(84)...H(92) 344.531)  47.7(fixed) 1.4 47.7
ugss  H(75)...C(89) 344.8(123)  67.2(fixed) 11.0 67.2
wiso Si(66)..C(118)  344.8(15)  17.5(tied to ud47) 0.4 15.7
usss  Si(4)...C(56) 3452(15)  17.2(tied to u447) 0.4 15.5
ugs  H(146)..H(148)  345.4(21)  46.1(fixed) 0.9 46.1
usgo  Si(1)...C(47) 345.8(7) 16.6(tied to u447) 0.2 14.9
ussi  H(153)..H(181)  345.9(115)  78.1(fixed) 15.7 78.1
u;s H(133)..H(141)  346.3(34)  44.7(fixed) 12 44.7
wps Si(125)..C(159)  346.3(16)  17.0(tied to ud47) 0.2 15.2
usy;  H(26)...H(29) 346.4(41)  50.8(fixed) 2.4 50.8
wgs  H(14)..H(18) 346.7(49)  49.7(fixed) 1.7 49.7
uss  Si(1)...H(60) 346.7(38)  30.2(fixed) 0.7 30.2
usy  H(149)..H(152)  346.8(40)  47.4(fixed) 1.4 474
wir Si(1)...C(35) 346.9(16)  17.3(tied to u447) 0.3 15.6
ugs  Si(63)..C(101)  346.9(15)  16.5(tied to ud47) 0.2 14.8
wy  H(145)..H(150)  347.2(21)  48.4(fixed) 2.0 48.4
uns  H21)..H(62) 347.2(94)  67.7(fixed) 11.2 67.7
ure  H(22)...H(24) 347.821)  46.5(fixed) 1.5 46.5
ugr  C(55)...C(56) 347.8(63)  29.9(tied to u447) 0.0 26.8
usse Si(128)..C(180)  348.0(15)  18.1(tied to ud47) 0.5 16.2
usie  H(72)...H(80) 348.1(34)  44.2(fixed) 1.5 442
wigo Si(125)..C(171)  348.3(7) 16.4(tied to u447) 0.2 14.7
usyy H(8)..H(12) 348.5(42)  49.8(fixed) 1.7 49.8
uws  H(13)..H(62) 348.5(85)  66.0(fixed) 6.1 66.0
usso  H(133)..H(137)  348.7(42)  46.6(fixed) 22 46.6
uss  C(135)..H(186)  348.8(55)  49.0(fixed) 10.5 49.0
usio Si(63)..H(123)  349.1(38)  29.0(fixed) 0.7 29.0
wis H21)...H(26) 349.121)  47.7(fixed) 1.6 47.7
us;  H21)...C(56) 349.3(50)  47.1(fixed) 10.5 47.1
usp,  H(14)..H(61) 349.5(73)  63.8(fixed) 10.3 63.8
usp,  Si(65)..H(119)  350.1(75)  41.7(fixed) 42 41.7
us;; - Si(125)..H(185)  350.2(38)  44.4(fixed) 0.9 44.4
wsy  Si(127)..C(180)  350.3(19)  17.6(tied to ud47) 0.4 15.8
usp Si(125)..C(175)  350.4(9) 16.4(tied to u447) 0.3 14.7
usey  Si(125)..C(155)  350.4(16)  16.3(tied to ud47) 0.2 14.6
uo  Si(63)...C(97) 350.5(15)  16.5(tied to u447) 0.2 14.8
use  Si(1)...C(31) 351.1(16)  16.6(tied to u447) 0.3 14.9
us;s  Si(127)..H(182)  351.1(64)  70.0(fixed) 8.9 70.0
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us;s Si(63)..C(113)  351.1(9) 16.1(tied to ud47) 0.3 14.4
usos  H(9)...H(44) 351.2(115)  81.8(fixed) 20.3 81.8
uses  C(27)...H(54) 351.4(82)  60.8(fixed) 36.4 60.8
us;;  H(10)...H(18) 351.8(33)  49.7(fixed) 2.2 49.7
usoo Si(1)...C(39) 351.9(14)  17.4(tied to u447) 0.3 15.6
wg C(139)..H(182)  351.9(86)  76.3(fixed) 19.1 76.3
ussy  H(72)..C(117)  352.3(121)  68.0(fixed) 10.7 68.0
usy;  H(88)..H(91) 352.5(41)  47.6(fixed) 1.7 47.6
usos  H(76)...H(80) 352.6(50)  43.6(fixed) 1.6 43.6
uss  Si(1)...C(43) 352.6(15)  16.1(tied to u447) 0.2 14.5
ug  C(151)..H(181)  353.0(59)  60.6(fixed) 14.3 60.6
wgr  Si(65)..H(124)  3533(34)  28.6(fixed) 0.8 28.6
us,  H(84)...H(86) 353.4(21)  47.3(fixed) 2.1 473
usie  H(9)..H(13) 353.5(41)  49.4(fixed) 1.6 49.4
usee Si(125)..H(184)  353.9(37)  30.9(fixed) 2.4 30.9
usig  H(70)..H(92) 353.9(134)  84.5(fixed) 18.0 84.5
usy,  Si(1)...C(51) 354.6(9) 16.8(tied to u447) 0.2 15.1
use  H(75)...C(85) 354.7(114)  49.8(fixed) 15.6 49.8
ugrs  C(117)..H(123)  354.7(86)  41.1(fixed) 3.1 41.1
ussy  H(145)..H(186)  354.8(92)  70.1(fixed) 7.7 70.1
uso  Si(128)..H(168)  354.8(82)  39.2(fixed) 12.9 39.2
usiy  Si(125)..C(167)  354.8(15)  16.1(tied to u447) 0.2 14.4
usy;  Si(63)...C(93) 355.1(16)  15.7(tied to u447) 0.2 14.1
wss  C(11)...H(24) 355.6(100)  63.1(fixed) 16.3 63.1
usis  H(9)...H(17) 355.8(33)  48.3(fixed) 12 483
usig  Si(63)..C(105)  355.9(15)  17.4(tied to ud47) 0.4 15.6
user  Si(1)...H(48) 356.0(11)  33.4(fixed) 1.8 33.4
us;y  H(137)..H(186)  356.1(84)  69.6(fixed) 14.7 69.6
usey  Si(63)..H(122)  356.5(37)  28.5(fixed) 0.1 28.5
usy  Si(3)...H(62) 356.6(34)  32.1(fixed) 0.6 32.1
usys  Si(65)..H(123)  356.6(30)  28.4(fixed) 0.2 28.4
use  Si(127)..H(149)  356.7(60)  44.3(fixed) 7.8 443
usos  Si(4)...H(62) 357.028)  30.5(fixed) 1.0 30.5
usig  H(70)..H(74) 357.1(41)  43.3(fixed) 2.1 433
usss  H(145)..C(180)  357.3(49)  47.3(fixed) 7.1 473
use  Si(3)...H(61) 357.3(30)  31.3(fixed) 0.6 31.3
usey  Si(125)..H(161)  357.5(30)  30.3(fixed) 1.1 30.3
uwe  C(131)..H(149)  357.8(133)  56.6(fixed) 12.1 56.6
us  H(132)..H(136)  357.8(41)  45.6(fixed) 0.9 45.6
usyy  Si(66)..H(124)  357.8(28)  30.0(fixed) 0.1 30.0
uis  C(77)..H(120)  357.9(108)  49.0(fixed) 10.1 49.0
usss  Si(63)..H(110)  358.1(11)  29.7(fixed) 1.8 29.7
use  H(82)..C(113)  358.2(143)  58.4(fixed) 20.0 58.4
usie  H(14)...H(24) 358.3(104)  79.5(fixed) 18.5 79.5
uss;  C(19)...H(60) 358.3(50)  46.2(fixed) 8.7 46.2
uwy  H(132)..C(147)  358.4(130)  55.3(fixed) 11.7 55.3
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usis  H(71)..H(79) 358.5(32)  44.7(fixed) 1.3 447
us;s Si(63)..H(111)  358.7(11)  33.4(fixed) 1.2 33.4
Uy C(135)..H(148)  358.8(103)  60.5(fixed) 5.0 60.5
uss  H(138)..H(142)  358.9(46)  44.3(fixed) 1.9 443
usis  H(22)...H(30) 359.1(30)  45.9(fixed) 2.0 45.9
usos  Si(128)..H(132)  359.4(73)  40.8(fixed) 9.0 40.8
uss,  Si(125)..C(163)  359.7(14)  15.7(tied to ud47) 0.3 14.1
usis  H(82)...H(90) 359.7(29)  44.3(fixed) 1.7 443
usyy  H(76)...H(86) 359.8(135)  82.1(fixed) 13.3 82.1
wsgr Si(128)..H(186)  359.9(28)  38.3(fixed) 1.8 38.3
usor  Si(66)..H(122)  360.3(26)  28.8(fixed) 0.6 28.8
usor  Si(63)..H(104)  360.6(22)  30.6(fixed) 0.6 30.6
usss  Si(63)...H(99) 360.8(29)  30.0(fixed) 1.2 30.0
us;,  H(140)..H(185)  361.1(59)  61.5(fixed) 17.5 61.5
use  H(154)..C(179)  361.4(55)  61.8(fixed) 7.3 61.8
usso  Si(125)..H(172)  361.5(11)  32.7(fixed) 1.7 32.7
wwy  H(141)..C(179)  361.9(86)  62.6(fixed) 12.7 62.6
urs  H(144)..H(169)  361.9(275)  54.5(fixed) 6.0 54.5
uss;  Si(1)...H(37) 361.930)  32.9(fixed) 1.6 32.9
usgs  Si(63)..H(115)  362.1(22)  29.8(fixed) 1.4 29.8
ur,  H(138)..H(148)  362.5(106)  77.8(fixed) 3.9 77.8
usss  Si(4)...H(60) 362.5(27)  29.9(fixed) 0.5 29.9
usex  Si(1)...H(45) 362.822)  29.3(fixed) 1.4 29.3
usss  Si(1)...H(36) 363.6(30)  31.8(fixed) 1.3 31.8
uo  Si(125)..H(178)  363.6(23)  29.7(fixed) 1.2 29.7
usss  Si(63)..H(103)  364.6(22)  28.6(fixed) 1.6 28.6
uso Si(127)..H(186)  365.3(34)  32.7(fixed) 2.1 32.7
uses  Si(125)..H(160)  365.5(30)  31.8(fixed) 1.3 31.8
usis  C(143)..H(184)  365.8(50)  49.4(fixed) 7.1 49.4
uge  C(77)..C(118)  365.8(32)  38.3(tied to ud4?) 0.8 343
usis  H(144)..H(176)  365.9(146)  57.9(fixed) 13.9 57.9
usiy  Si(128)..H(184)  366.0(26)  35.2(fixed) 1.1 35.2
uso  Si(125)..H(157)  366.2(29)  32.9(fixed) 1.1 32.9
urpy  H(132)..H(154)  366.2(150)  56.5(fixed) 2.9 56.5
ugos  Si(1)...H(49) 366.2(11)  30.0(fixed) 1.1 30.0
ugs  Si(1)...H(33) 366.429)  31.7(fixed) 1.3 31.7
usey  Si(125)..H(169)  366.6(22)  32.2(fixed) 1.3 32.2
ugy  C(15)...H(44) 366.8(88)  55.8(fixed) 22.8 55.8
uss  Si(125)..H(173)  366.9(11)  31.5(fixed) 1.3 31.5
ueny  Si(1)...H(42) 367.021)  28.7(fixed) 1.4 28.7
uses  H(146)..H(154)  367.0(29)  45.7(fixed) 2.4 45.7
ugy1  H(24)...C(56) 367.3(67)  57.7(fixed) 7.3 57.7
usos  Si(125)..H(158)  367.3(29)  28.6(fixed) 1.6 28.6
us;y  Si(127)..H(185)  367.4(29)  35.8(fixed) 1.6 35.8
usys  C(139)...C(163)  367.8(150)  38.0(tied to ud47) 13.9 34.1
ugs  H(16)...C(55) 367.9(88)  65.9(fixed) 5.9 65.9
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usss  Si(3)...H(25) 368.1(52)  46.7(fixed) 13.2 46.7
urso  H(14)...H(25) 368.2(107)  74.3(fixed) 5.4 743
ugsy  Si(65)..H(91) 368.5(69)  47.5(fixed) 8.9 47.5
ugss  C(55)...H(60) 368.9(68)  44.7(fixed) 0.9 44.7
ugo  C(23)...H(62) 369.4(72)  53.5(fixed) 5.9 53.5
uos  Si(1)...H(34) 369.6(29)  31.4(fixed) 1.4 31.4
uos  Si(125)..H(177)  370.1(23)  31.5(fixed) 1.0 31.5
o H(16).. H(58) 370.2(92)  79.2(fixed) 7.4 79.2
user  C(77)..H(124)  370.3(54)  51.3(fixed) 0.6 513
ure  H(138)..H(149)  370.5(102)  60.5(fixed) 0.0 60.5
ugo  C(15)...H(61) 370.9(50)  48.2(fixed) 45 482
ugr;  C(15)...H(45) 370.9(114)  82.2(fixed) 8.4 82.2
usys  Si(1)...H(41) 371.2(21)  35.1(fixed) 1.2 35.1
uga  Si(1)..H(53) 371.2(22)  34.0(fixed) 1.5 34.0
uso9  H(134)..C(151)  371.3(116)  61.5(fixed) 6.3 61.5
ur,  H(79)..C(118)  371.4(50)  56.4(fixed) 2.0 56.4
ugs  C(69)...C(105)  372.3(116)  44.4(tied to u655) 15.7 41.9
Uy Si(63)..H(95) 372.928)  29.6(fixed) 0.7 29.6
gy Si(63)...H(96) 373.0028)  27.4(fixed) 1.1 27.4
us;3  H(70)...C(89) 373.0(101)  65.2(fixed) 17.7 65.2
ugo  H(17)..H(58) 373.4(87)  62.4(fixed) 1.7 62.4
ugs  Si(1)...H(54) 373.4(23)  32.5(fixed) 1.7 32.5
ugo  Si(63)...H(98) 373.529)  27.8(fixed) 0.4 27.8
uspy  Si(63)..H(107)  373.7(21)  33.6(fixed) 0.6 33.6
s Si(66).. H(75) 373.8(61)  40.0(fixed) 9.2 40.0
usos  Si(63)..H(106)  374.121)  29.4(fixed) 1.1 29.4
usis  H(20)...H(60) 374.3(87)  65.8(fixed) 8.9 65.8
ugs  Si(63)..H(116)  374.4(23)  29.6(fixed) 0.9 29.6
ugis  H(134)..H(154)  374.5(147)  74.7(fixed) 6.8 74.7
ugs  C(85)...C(118)  375.0(43)  33.0(tied to u655) 0.8 31.2
usio  C(69)...H(91) 375.5(96)  63.7(fixed) 14.9 63.7
ugo  Si(125)..H(166)  375.8(21)  27.4(fixed) 0.8 27.4
usy,  H(78)..H(120)  376.0(111)  74.6(fixed) 8.0 74.6
ugte  H(16)...C(56) 376.4(43)  51.6(fixed) 6.7 51.6
usgs  C(81)..H(116)  376.8(151)  52.4(fixed) 21.1 52.4
ugr;  Si(1)...H(44) 377.121)  28.6(fixed) 0.6 28.6
usyy  Si(3)...H(44) 377.5(59)  53.3(fixed) 18.6 53.3
us;  H(148)..C(180)  377.8(63)  45.8(fixed) 6.8 45.8
ugo  Si(127)..Si(128)  377.9(30)  15.1(tied to u655) 0.2 14.2
usos  H(10)...H(45) 378.0(167)  63.3(fixed) 8.4 63.3
uy  H(8)...H(54) 378.0(156)  107.4(fixed) 243 107.4
ure  C(131)..H(181)  378.4(81)  70.1(fixed) 5.8 70.1
ugo  Si(125)..H(168)  378.7(21)  25.9(fixed) 0.8 25.9
usyy  C(147)..H(186)  379.4(69)  48.2(fixed) 8.4 48.2
ugs  C(135)..C(147)  379.5(71)  39.4(tied to u655) 2.9 37.1
uses  C(7)...H(25) 380.6(124)  68.1(fixed) 18.2 68.1
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w1 C(11)...C(56) 381.1(39)  37.3(tied to u447) 0.1 33.4
ugs  Si(125)..H(165)  381.1(20)  28.2(fixed) 0.5 28.2
usgs  H(10)...C(51) 381.6(117)  78.1(fixed) 19.7 78.1
ugrr  Si(4)...H(8) 381.7(70)  50.8(fixed) 8.3 50.8
s C(11)...C(23) 382.1(66)  37.9(tied to u655) 10.7 35.7
usa  Si(3)...H(57) 382.4(66)  38.5(fixed) 5.2 38.5
ug,  H(144)..H(184)  384.1(85)  58.8(fixed) 8.3 58.8
ey Si(1)...H(17) 384.1(49)  39.2(fixed) 8.4 39.2
U C(135)..C(180)  384.2(38)  34.6(tied to u655) 1.0 32.6
ugss  Si(3)...Si(4) 384.327)  17.6(8) 0.3 16.6
usso  H(8)..C(23) 384.4(125)  66.0(fixed) 14.3 66.0
usey  C(143)..C(167)  384.5(190)  47.7(tied to u874) 3.2 43.7
Uy C(131)...C(151)  384.5(103)  35.8(tied to u655) 44 33.8
uo  H(71)..H(107)  384.6(110)  65.2(fixed) 16.9 65.2
uso  C(73)..H(124)  385.2(61)  46.9(fixed) 55 46.9
uss;  H(76)..C(118)  385.2(55)  49.3(fixed) 6.6 493
us7  C(15)...C(55) 385.5(69)  39.6(tied to u655) 2.9 37.3
us  H(76)..H(91) 385.6(151)  80.6(fixed) 1.8 80.6
ugs,  H(10)...H(46) 386.2(121)  64.6(fixed) 18.4 64.6
U Si(4)...H(33) 386.3(69)  57.5(fixed) 16.2 57.5
gy Si(65)...Si(66) 386.6(27)  15.8(tied to u635) 0.2 14.9
urn  H(87)..C(118)  388.2(72)  59.0(fixed) 1.5 59.0
uges  Si(63)...H(72) 388.4(51)  46.5(fixed) 8.4 46.5
ug;s  H(136)..H(149)  388.5(84)  59.8(fixed) 7.5 59.8
uogs  H(8)...H(30) 388.9(148)  89.1(fixed) 0.4 89.1
urs  H(18)..H(57) 389.2(84)  49.4(fixed) 5.8 494
usss  C(7)..H(54) 389.4(149)  85.9(fixed) 21.4 85.9
uso  C(73)...C(85) 389.4(87)  37.4(tied to u655) 8.3 35.3
ups  H(137)..H(150)  389.6(86)  52.2(fixed) 10.6 52.2
uess  H(132)..H(152)  389.9(120)  53.8(fixed) 8.7 53.8
ugs  C(81)..H(122)  390.1(63)  49.8(fixed) 3.6 49.8
usy  H(145)..C(175)  390.2(68)  66.2(fixed) 6.1 66.2
Uy H(13)..C(15) 390.8(21)  14.1(fixed) 5.1 14.1
ugs  C(11)...H(17) 390.921)  14.2(fixed) 48 14.2
ugyr  C(19)...C(56) 391.1(42)  35.5(tied to u655) 1.9 33.5
ugss  C(77)..C(117)  391.5(80)  37.4(tied to u655) 5.2 35.3
ugrs  Si(63)...Si(65) 391.8(19)  15.5(tied to u655) 0.1 14.7
us,  H(8)..H(44) 391.9(149)  59.5(fixed) 9.4 59.5
uge  H(17)..H(61) 392.0(69)  58.1(fixed) 1.9 58.1
wg;  C(89)..H(116)  392.0(243)  65.9(fixed) 16.1 65.9
uno  C(23)...H(30) 392.3(17)  14.6(fixed) 5.5 14.6
ugys  H(83)..C(118)  392.3(62)  54.3(fixed) 4.7 543
ugr  H(13)...H(26) 392.4(81)  51.2(fixed) 20.7 51.2
uso  C(85)..H(122)  392.4(73)  45.4(fixed) -0.2 45.4
urr  H(137)..C(139)  392.5(20)  14.0(fixed) 4.6 14.0
u,  H(24)..C(27) 392.5(17)  14.3(fixed) -5.2 14.3
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us  C(73)...H(79) 392.621)  14.0(fixed) 44 14.0
ure  H(75)..C(77) 392.8(21)  13.8(fixed) 4.0 13.8
ugs  H(132)..C(139)  393.0(8) 14.2(fixed) 48 14.2
uns  H(148)..C(151)  393.2(17)  14.2(fixed) 5.1 14.2
usss  H(58)...H(62) 393.2(93)  43.3(fixed) 0.2 433
upo  C(147)..H(154)  393.7(18)  14.0(fixed) 4.6 14.0
us  C(135)..H(141)  393.7(20)  13.8(fixed) 4.0 13.8
ugr  C(143)..H(149)  393.8(9) 14.2(fixed) 5.1 14.2
ugs  C(131)..H(140)  393.9(8) 13.8(fixed) 3.9 13.8
us  H(133)..H(153)  394.1(127)  47.2(fixed) 12.1 472
up,  H(86)...C(89) 394.1(17)  14.1(fixed) 49 14.1
ur  C(85)...H(92) 394.2(17)  14.2(fixed) 4.7 14.2
uery  Si(125)..H(141)  3942(47)  41.8(fixed) 7.5 41.8
usos  H(17)..H(59) 394.3(87)  56.6(fixed) 7.2 56.6
ugo  C(81)...H(87) 394.6(9) 14.1(fixed) 5.0 14.1
U,  H(144)..C(147)  394.6(9) 13.9(fixed) 42 13.9
usi  Si(1)...Si(3) 394.7(18)  15.4(tied to u655) 0.2 14.6
ur  Si(4)..H(13) 394.8(59)  38.3(fixed) 8.6 383
ugo  C(19)...H(25) 395.0(9) 14.4(fixed) 5.1 14.4
ups  H(140)..H(164)  395.0(163)  46.1(fixed) 213 46.1
uges  H(70)..H(108)  395.0(115)  74.8(fixed) 16.8 74.8
urn H(12)..H(25) 395.080)  63.7(fixed) 16.3 63.7
uo  H(82)...C(85) 395.4(9) 13.9(fixed) 44 13.9
ugre  Si(125)..Si(127)  395.6(18)  17.9(tied to u655) 0.3 16.9
uos  H(20)...C(23) 395.7(9) 14.1(fixed) 43 14.1
upyy  H(141)..H(164)  396.0(191)  68.5(fixed) 6.3 68.5
uro  Si(128)..H(137)  396.0(61)  40.9(fixed) 7.2 40.9
ury  C(19)...H(29) 396.3(5) 14.5(fixed) 5.5 14.5
usos  H(18)...H(44) 396.3(87)  68.2(fixed) 22.1 68.2
urs,  H(16)..H(62) 396.3(67)  60.2(fixed) 4.7 60.2
uy  H(72)..C(73) 396.4(8) 14.0(fixed) 44 14.0
ursy  Si(125)..H(154)  396.4(56)  45.2(fixed) 6.3 452
ups  C(69)..H(76) 396.8(8) 13.7(fixed) 4.0 13.7
ugs  H(119)..H(123)  396.9(98)  47.1(fixed) 0.2 47.1
urs  H(10)...C(11) 397.1(8) 14.4(fixed) 5.2 14.4
une  C(7)..H(14) 397.1(8) 14.3(fixed) 5.2 14.3
une  H(83)...C(89) 397.4(5) 14.2(fixed) 4.6 14.2
upme  C(81)...H(91) 397.4(5) 14.1(fixed) 48 14.1
ups  H(21)..C(27) 397.5(5) 13.9(fixed) 43 13.9
ue  Si(127)..H(153)  397.6(81)  38.8(fixed) 7.0 38.8
usy  C(143)..C(180)  397.7(41)  32.3(tied to u655) 0.3 30.5
ugs  C(117)..C(118)  397.8(67)  29.7(tied to u874) -1.0 27.2
urp C(143)..H(153)  398.0(6) 14.2(fixed) 47 14.2
urss  Si(125)..Si(128)  398.0(9) 16.1(tied to u655) 0.3 15.2
us  C(69)...H(78) 398.0(8) 13.9(fixed) 43 13.9
ury;  H(®)..C(15) 398.1(8) 14.5(fixed) -5.3 14.5
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ur H(134)..C(135)  398.1(8) 14.3(fixed) 49 143
ure  C(7)..H(16) 398.1(8) 14.4(fixed) 52 14.4
urss  Si(65)..C(117)  398.2(62)  27.7(tied to u655) 0.6 26.2
uro  H(70)...C(77) 398.4(8) 13.9(fixed) 42 13.9
ups  C(131)..H(138)  398.4(8) 14.1(fixed) 4.6 14.1
ugis  H(24)...H(60) 398.5(101)  71.9(fixed) 2.6 71.9
uso  Si(65)...H(87) 398.6(68)  39.6(fixed) 10.1 39.6
urs  H(145)..C(151)  398.8(5) 14.0(fixed) 4.6 14.0
us1  C(135)..H(185)  399.3(57)  59.6(fixed) 0.3 59.6
uge;  C(11)...H(61) 399.4(58)  49.5(fixed) 1.1 49.5
uos  H(78)..H(119)  399.5(114)  65.7(fixed) 2.7 65.7
ussy  H(70)..H(119)  399.8(138)  81.0(fixed) 0.6 81.0
ugy  H(79)..H(124)  400.1(69)  65.7(fixed) 6.7 65.7
upe  H(80)..H(119)  400.7(95)  51.6(fixed) 3.8 51.6
uios  H(75)...H(90) 400.9(118)  73.6(fixed) 9.3 73.6
ugss  C(19)...H(62) 401.0(69)  53.1(fixed) 0.7 53.1
uos;  H(132)..H(181)  401.3(100)  76.9(fixed) 3.8 76.9
ups  H(13)..C(56) 401.8(63)  53.2(fixed) 1.6 53.2
us  Si(65)..H(120)  402.0(89)  41.2(fixed) 1.2 412
urs  Si(127)..C(147)  402.3(55)  27.1(tied to u655) 0.2 25.5
urs H(72)..H(108)  402.8(173)  63.4(fixed) 17.8 63.4
uszo  Si(66)..H(76) 403.1(69)  49.5(fixed) 1.5 49.5
urse  Si(63)...Si(66) 403.4(9) 15.2(tied to u655) 0.2 14.4
upy  C(131)..C(179)  403.7(71)  60.3(tied to u874) 1.7 55.2
gy H(10)...C(27) 404.4(111)  87.9(fixed) 5.0 87.9
s  H(137)..C(180)  404.5(63)  55.0(fixed) 0.8 55.0
ury  Si(127)..C(179)  404.6(46)  41.4(tied to u655) 0.1 39.1
urss  Si(1)...Si(4) 404.7(9) 15.5(tied to u655) 0.2 14.7
ugre  H(74)..H(87) 404.8(108)  49.6(fixed) 20.3 49.6
ussy  H(25)..H(62) 405.0(102)  66.0(fixed) 0.7 66.0
uess  H(75)...H(86) 405.1(140)  76.1(fixed) 3.6 76.1
uoas  H(132)..H(182)  405.1(112)  81.7(fixed) 1.5 81.7
uros  Si(127)..H(166)  405.5(118)  51.7(fixed) 9.7 517
ugy  H(72)..H(120)  405.6(143)  73.1(fixed) 42 73.1
ugro  H(79)..H(121)  406.0(102)  49.1(fixed) 17.2 49.1
uss H(29)..H(53) 406.0(280)  110.1(fixed) 23.9 110.1
uess  Si(63)...H(82) 406.0(41)  42.0(fixed) 7.7 42.0
ury  Si(128)..C(131)  406.1(60)  27.9(tied to u655) 1.2 26.4
ugis  H(71)..H(106)  406.2(201)  60.9(fixed) 12.2 60.9
g9 C(23)...C(56) 406.8(52)  41.6(tied to u874) 0.9 38.0
uss,  H(14)..C(23) 406.9(88)  60.0(fixed) 5.3 60.0
ue  C(143)..H(186)  407.2(67)  57.1(fixed) -1.0 57.1
uoe  H(154)..H(182)  407.5(81)  74.0(fixed) 1.9 74.0
us;;  H(7D)..H(119)  407.5(123)  68.2(fixed) 5.2 68.2
urgs  C(15)...C(56) 407.5(35)  35.2(tied to u655) 1.0 33.2
u;  C(139)..H(185)  407.6(51)  48.6(fixed) 7.2 48.6
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ugiy  Si(66)...C(73) 407.6(46)  28.6(tied to u655) 22 27.0
ugo  Si(3)...C(23) 408.1(50)  30.8(tied to u655) 4.1 29.1
uoss  C(7)...C(27) 408.2(99)  75.9(tied to u874) 2.1 69.4
ugis  H(140)..C(180)  408.3(43)  43.8(fixed) 3.6 43.8
ugro  H(133)..H(182)  408.5(96)  92.1(fixed) 7.5 92.1
ugss  Si(66)..H(95) 408.5(96)  49.4(fixed) 14.1 49.4
urs  H(148)..H(184)  409.0097)  59.4(fixed) 3.8 59.4
uogs  H(138)..C(147)  409.5(88)  54.5(fixed) 2.5 54.5
uges  H(8)...H(28) 409.9(117)  93.4(fixed) 6.4 93.4
usss  C(7)...C(43) 410.1(109)  55.1(tied to u874) 5.5 50.4
s H(10)...H(30) 410.5(141)  101.8(fixed) 2.1 101.8
uer  H(75)..H(92) 410.5(148)  76.8(fixed) 1.6 76.8
uiore H(18)...H(45) 410.7(124)  89.2(fixed) 4.7 89.2
urgs  H(132)..H(142)  410.8(18)  27.6(fixed) 438 27.6
ugs  H(13)...H(16) 4112(35)  29.9(fixed) 5.7 29.9
oy Si(3)...H(29) 411.2(78)  65.1(fixed) 6.4 65.1
ues  H(146)..H(149)  411.9(15)  26.9(fixed) 47 26.9
o, C(15)...H(58) 412.0(79)  54.3(fixed) 0.4 543
upe  C(143)..C(175)  412.2(102)  42.0(tied to u874) 6.0 38.4
urss  Si(3)...H(24) 412.7(74)  53.7(fixed) 3.8 53.7
urer  H(133)..H(140)  412.7(20)  27.2(fixed) 3.1 27.2
uge  H(22)..H(25) 412.8(15)  28.2(fixed) 438 28.2
ugie  H(136)..H(141)  412.8(31)  28.1(fixed) 4.0 28.1
uy;  C(131)..H(154)  413.1(133)  50.4(fixed) 0.2 50.4
ugey  H(14)..H(17) 413.1(37)  30.9(fixed) 5.4 30.9
urs  H(144).H(150)  413.2(15)  28.3(fixed) 3.5 28.3
uor,  H(134)..H(183)  413.3(94)  76.2(fixed) 6.2 76.2
uses  H(148)..H(153)  413.5(33)  28.7(fixed) 5.4 28.7
ugo  H(74)..H(79) 413.6(33)  27.1(fixed) 42 27.1
use  C(147)..C(180)  413.6(50)  30.7(tied to u655) 0.7 29.0
uess  H(149)..H(186)  413.9(100)  56.6(fixed) 6.3 56.6
uo  H(20)...H(26) 414.0(15)  28.6(fixed) 3.7 28.6
ug,  H(141)..H(181)  414.0(102)  72.0(fixed) 2.8 72.0
uss  H(25)..H(30) 4143(31)  29.8(fixed) 5.8 29.8
ugis  H(137)..H(142)  414.7(29)  28.2(fixed) 49 28.2
ug,  H(149).H(154)  414.8(32)  28.7(fixed) 4.6 28.7
uy  H(140)..H(182)  415.1(101)  83.7(fixed) 12.2 83.7
uzr C(73)...C(89) 415.2(103)  58.8(tied to u874) 0.6 53.7
ugss  Si(127)..H(181)  415.4(61)  52.3(fixed) 0.3 52.3
ugos  H(12)..H(17) 415.4(32)  28.2(fixed) 44 28.2
us  C(27)...H(53) 415.5(178)  75.3(fixed) 32.9 75.3
oz H(57)...H(60) 415.6(79)  53.0(fixed) 4.9 53.0
urs;  C(15)...C(43) 415.7(78)  55.8(tied to u874) 9.3 51.0
ug;s  H(24)..H(29) 415.8(33)  29.6(fixed) 5.1 29.6
ugps  H(86)...H(90) 416.0(25)  28.0(fixed) 49 28.0
u  H(133)..H(149)  416.0(138)  67.0(fixed) 9.4 67.0
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ure;  H(75)...H(88) 416.3(108)  53.0(fixed) 11.3 53.0
usos  H(75)..H(80) 416.4(30)  27.7(fixed) 3.5 27.7
ugy  Si(127)..H(148)  416.6(77)  46.6(fixed) 0.9 46.6
uos  Si(66)..H(116)  416.6(90)  53.1(fixed) 15.8 53.1
ugoo  H(75)..H(78) 416.9(35)  28.3(fixed) 4.6 28.3
ugzo  H(8)..H(18) 417.1(18)  30.5(fixed) 5.4 30.5
ugio  H(13)..H(18) 417.2(29)  27.8(fixed) 48 27.8
ugp;  H(24)..H(28) 4173(25)  30.0(fixed) 5.3 30.0
ues H(9)...H(Q29) 417.6(126)  95.1(fixed) 9.5 95.1
urgr  H(83)..H(124)  417.7(93)  64.0(fixed) 2.4 64.0
ur,  H(141)..H(183)  417.8(93)  81.6(fixed) 5.4 81.6
usso  H(137)..H(140)  417.8(33)  27.5(fixed) 5.0 27.5
ugo  H(9)..H(16) 417.8(19)  29.7(fixed) 49 29.7
usy,  H(26)..H(30) 417.921)  30.8(fixed) 6.1 30.8
ugis  H(82)...H(88) 417.9(14)  28.8(fixed) 42 28.8
ugps  H(88)..H(92) 418.0(23)  28.0(fixed) 44 28.0
s, H(84)..H(87) 4183(15)  28.8(fixed) 5.1 28.8
urss  H(132)..H(150)  418.5(129)  69.4(fixed) 8.3 69.4
oty Si(65)...C(89) 418.6(58)  36.7(tied to u874) 0.3 33.6
woy  C(69)...C(117)  419.1(101)  56.5(tied to u655) 0.6 53.4
sy H(84)..H(91) 419.2(15)  29.2(fixed) 49 29.2
ugo  H(76)..H(79) 419.4(37)  27.8(fixed) 5.1 27.8
ugos  H(87)..H(92) 419.4(30)  29.8(fixed) 5.2 29.8
ui2s  H(76)..H(88) 419.4(98)  66.6(fixed) 1.4 66.6
ures  Si(63)...H(79) 419.5(55)  38.4(fixed) 8.7 38.4
ey H(74).. H(91) 419.5(137)  75.0(fixed) 8.4 75.0
uge  H(145)..H(152)  419.7(17)  28.3(fixed) 4.6 28.3
uss  C(73)..C(118)  419.7(41)  37.2(tied to u874) 0.3 34.0
sy H(17)...H(46) 419.9(103)  61.5(fixed) 15.7 61.5
usss  H(70)...H(80) 420.0(17)  27.1(fixed) 42 27.1
ugs  H(71)..H(76) 420.121)  27.7(fixed) 42 27.7
us;s  H(84)..H(116)  420.2(142)  65.7(fixed) 20.6 65.7
ugao  H(83)...H(87) 4203(19)  28.6(fixed) 5.2 28.6
ures  H(142)..H(182)  420.4(82)  78.3(fixed) 16.5 78.3
ugs  H(71)..H(78) 420.5(20)  26.8(fixed) 44 26.8
uoz,  Si(128)..H(181)  420.7(43)  44.2(fixed) 7.8 44.2
ugys  H(21)...H(28) 421.1(18)  29.7(fixed) 42 29.7
usos  H(86)..H(91) 421.1(33)  29.7(fixed) 5.4 29.7
ugs  H(83)...H(90) 4212(19)  28.9(fixed) 44 28.9
uge  H(72)..H(121)  421.3(124)  75.6(fixed) 8.1 75.6
sy H(72)..H(74) 4213(23)  28.2(fixed) 47 28.2
ugss  H(146)..H(153)  421.4(18)  29.6(fixed) 5.0 29.6
ugey  H(22)..H(29) 421.4(16)  29.0(fixed) 5.8 29.0
uspy  H(148)..H(152)  421.4(25)  28.8(fixed) 5.3 28.8
ugss  H(150)..H(154)  421.4(21)  29.4(fixed) 47 29.4
ue  H(20)...C(56) 421.4(66)  52.6(fixed) 0.2 52.6
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us  H(76)..H(123)  421.6(71)  62.9(fixed) 2.8 62.9
uses  H(72)..H(75) 421.8(25)  27.6(fixed) 438 27.6
ugos  H(20)...H(29) 421.8(15)  28.6(fixed) 6.3 28.6
uger  H(134)..H(137)  421.9(24)  29.3(fixed) 5.4 29.3
ugss  H(10)...H(12) 422.021)  29.9(fixed) 5.3 29.9
ugs;  H(10)...H(52) 4223(112)  90.3(fixed) 19.0 90.3
uo  H(146)..H(178)  422.3(164)  46.2(fixed) 13.0 46.2
ugo  C(73)...H(86) 422.4(119)  65.7(fixed) 3.1 65.7
ups  H(82)..H(122)  422.4(92)  60.7(fixed) 1.2 60.7
ugse  H(82)..H(86) 422.6(19)  30.9(fixed) 47 30.9
uge  H(9)...H(14) 4227(21)  29.7(fixed) 52 29.7
ugze  Si(65)..H(106)  422.8(107)  50.6(fixed) 9.7 50.6
ugor  C(81)...C(118)  422.9(46)  39.0(tied to u874) 1.3 35.7
uso  H(3)...H(14) 423.0(24)  30.1(fixed) 5.4 30.1
ugpy  H(132)..H(138)  423.4(25)  28.9(fixed) 47 28.9
usso  H(10)..H(13) 423.5(25)  30.1(fixed) 5.5 30.1
gy H(153)..C(179)  423.6(94)  69.1(fixed) 2.0 69.1
uss;  H(138)..H(141)  423.6(36)  28.9(fixed) 4.0 28.9
ugs  H(132)..H(141)  423.721)  28.1(fixed) 6.0 28.1
usy  C(131)..C(147)  423.8(107)  47.1(tied to u874) 0.7 43.1
urss  Si(1)...H(30) 423.8(53)  52.7(fixed) 10.8 52.7
ures  Si(4)..H(42) 423.9(81)  43.4(fixed) 13.1 43.4
uge  H(96)...H(99) 424.1(26)  28.4(fixed) 42 28.4
ugs  H(70)..H(76) 424.1(26)  28.4(fixed) 42 28.4
Uusos  Si(4)...C(7) 424.1(56)  37.9(tied to u874) 0.1 34.6
ugs  H(134)..H(140)  424.7(24)  29.4(fixed) 4.6 29.4
ur,  H(132)..H(148)  424.8(143)  59.1(fixed) 3.8 59.1
ugos  H(83)..H(92) 425.0(19)  29.4(fixed) 5.3 29.4
uge  Si(128)..H(134)  425.1(77)  49.5(fixed) 0.0 49.5
usor  H(145)..H(149)  425.1(19)  29.3(fixed) 6.1 29.3
oo H(145)..H(176)  4252(81)  75.3(fixed) 1.5 75.3
ugsy  H(133)..H(138)  425.4(20)  29.5(fixed) 4.7 29.5
ugey  H(21)...H(30) 426.0(20)  28.6(fixed) 4.1 28.6
ugge  H(144).H(148)  426.0(19)  29.2(fixed) 4.7 29.2
ugs  H(144)..H(153)  426.1(14)  27.9(fixed) 5.2 27.9
ussy  H(134)..H(136)  4262(22)  28.3(fixed) 5.0 28.3
s C(151)...C(179)  426.7(49)  53.3(tied to u874) 0.4 48.8
uses  C(139)..C(179)  426.7(70)  59.4(tied to u874) 1.8 54.4
ugse  H(21)...H(25) 4273(19)  28.9(fixed) 6.2 28.9
uos  H(82)..H(91) 4273(17)  27.8(fixed) 5.3 27.8
ugs;  H(72)..H(78) 4275(23)  27.9(fixed) 47 27.9
urgo  H(134)..H(149)  427.6(142)  62.3(fixed) 4.7 62.3
ues  H(154)..H(183)  427.6(61)  72.0(fixed) 2.3 72.0
ure  Si(128)..H(178)  428.1(135)  42.4(fixed) 11.5 42.4
usy  H(144)..C(180)  428.2(64)  42.7(fixed) 1.8 42.7
usoo  H(20)..H(24) 4283(18)  29.4(fixed) 4.9 29.4
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uery H(87)..H(122)  4283(96)  66.2(fixed) N 6.7 66.2
urps  H(28)..H(54) 428.5(90)  65.3(fixed) — 28.3 65.3
ugps  H(88)..H(124)  428.5(47)  47.3(fixed) S— 3.7 473
u,  H(140)..H(186)  428.8(64)  59.9(fixed) — 0.1 59.9
g Si(1)...C(15) 428.8(41)  27.5(19) 25.2(25) 0.7 25.2
us»  H(70)..H(79) 4293(21)  28.2(fixed) — 4.6 28.2
Ugsoy  Si(63)...C(69) 429.5(39)  35.6(tied tou874) = —— 0.9 32.6
wsy  H(80)..H(123)  429.7(48)  47.0(fixed) — 1.1 47.0
ugs  C(27)...C(51) 430.1(95)  49.1(tied to u874) ~ —— 26.9 44.9
ugy  H(145)..H(154)  430.7(20)  28.4(fixed) — 47 28.4
ugs  Si(125)..H(144)  430.9(55)  33.1(fixed) S— 5.8 33.1
Uorr  Si(3)...C(55) 430.9(50)  27.1(tied to u874) = —— 0.5 24.8
uoso  Si(128)..C(167)  431.0(77)  34.8(tied to u874)  —— 2.6 31.8
uy  H(16)...H(45) 431.0(118)  90.8(fixed) — 5.8 90.8
ugrs  H(10)...H(16) 4313(23)  29.7(fixed) S— 5.7 29.7
ups  H(75).H(124)  431.3(79)  62.1(fixed) — 1.3 62.1
uoer  H(153)..H(182)  431.4(90)  87.3(fixed) S— 0.1 87.3
oo C(69)...H(92) 431.5(114)  75.4(fixed) — 4.8 75.4
uge  H(8)...H(17) 431.7(20)  28.8(fixed) S— 5.8 28.8
usie  H(78)..C(117)  431.8(93)  61.9(fixed) — 0.2 61.9
uor  Si(125)..H(134)  431.8(53)  51.6(fixed) S— 5.6 51.6
uges  Si(1)...H(62) 432.8(22)  15.4(fixed) S 4.4 15.4
us  H(144)..H(177)  432.9(172)  43.6(fixed) S— 6.7 43.6
oz Si(1)...H(10) 433.5(52)  45.6(fixed) — 6.9 45.6
ugse  C(15)...H(62) 433.9(51)  46.0(fixed) S— 2.6 46.0
wys  H(78).H(122)  434.1(39)  47.7(fixed) — 42 47.7
ugy  C(139)..C(180)  434.3(33)  31.8(tied tou874)  —— 1.1 29.1
ugos  Si(125)..H(186)  434.4(21)  17.8(fixed) — 7.4 17.8
ugy;  H(72)..H(O1) 435.1(109)  80.6(fixed) S— 5.7 80.6
uos,  H(141)..H(185)  4352(67)  56.8(fixed) — 4.7 56.8
uogs  Si(128)..C(135)  4352(47)  28.8(tied tou874)  —— 0.4 26.4
ugos  H(12)..H(62) 435.6(56)  53.3(fixed) — 3.0 53.3
sy Si(4)...C(11) 435.8(44)  26.4(tied to u874) = —— 0.2 24.2
urr H(17)...C(56) 435.8(48)  44.6(fixed) — 2.9 44.6
ugse  H(3)...H(24) 436.2(142)  79.7(fixed) S— 3.6 79.7
uy  H(86)..H(123)  436.6(37)  46.8(fixed) — 5.5 46.8
uges  Si(127)..C(151)  436.6(64)  26.0(tied to u874)  —— 0.2 23.7
ug;s  Si(125)..C(139)  437.039)  30.6(tied to u874)  —— 1.4 27.9
uoze  Si(1)...H(20) 437.1(53)  43.7(fixed) S— 7.2 43.7
ugo  H(138)..H(184)  437.2(51)  49.8(fixed) — 1.3 49.8
ugs  C(69)...C(89) 438.1(84)  58.6(tied to us74) ~ —— 43 53.6
uggo  Si(63)..H(124)  4383(22)  15.6(fixed) — 3.7 15.6
ugiy  C(81)..H(115)  438.5(84)  84.9(fixed) S— 5.4 84.9
up C(117)..H(122)  438.6(77)  35.5(fixed) — 2.9 35.5
uoso  H(12)...H(24) 438.6(111)  68.5(fixed) S— 7.3 68.5
uies  C(143)..H(170)  439.0(181)  57.5(fixed) — 0.4 57.5
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ugrs  Si(63)..H(112)  439.0(6) 15.9(fixed) 54 15.9
Uier  Si(66)..H(96) 439.1(88)  63.2(fixed) 5.3 63.2
uoso  Si(65)...C(85) 439.1(55)  27.5(tied to u874) 0.5 25.2
ups  H(82)..H(114)  439.5(163)  59.8(fixed) 11.9 59.8
ups  Si(66)..H(106)  439.5(144)  47.4(fixed) 11.3 474
wosy  Si(65)..H(122)  439.7(16)  15.5(fixed) 3.7 15.5
uoss  H(152)..H(181)  439.8(58)  65.4(fixed) 7.2 65.4
Uoss  Si(3)...H(60) 440.1(16)  16.6(fixed) 4.6 16.6
s  H(71)..H(O1) 4403(101)  67.1(fixed) 11.4 67.1
usss  H(137)..H(185)  440.4(74)  72.2(fixed) 5.6 72.2
o, H(14)...H(60) 440.4(52)  55.1(fixed) 2.6 55.1
us  C(23)...H(60) 440.4(70)  51.6(fixed) 4.1 51.6
uoss  Si(1)...H(50) 440.9(6) 16.2(fixed) 5.3 16.2
uss  Si(65)..H(107)  441.1(82)  54.7(fixed) 6.2 54.7
ues,  Si(128)..H(185)  441.2(13)  17.7(fixed) 7.5 17.7
uss  H(90)..H(116)  441.3(228)  79.2(fixed) 15.4 79.2
gz Si(1)...H(38) 441.6(13)  16.3(fixed) 5.7 16.3
un  H(120)..H(124)  441.7(93)  46.9(fixed) 0.5 46.9
ugrs  Si(125)..H(162)  442.0(13)  15.9(fixed) 49 15.9
uoss  Si(4)...H(61) 442.0(13)  16.0(fixed) 4.4 16.0
ug; Si(66)...H(70) 442.0(67)  48.9(fixed) 6.2 48.9
user  Si(127)..H(165)  442.1(109)  46.2(fixed) 9.5 46.2
unso  C(7)...H(30) 442.1(127)  80.0(fixed) 4.1 80.0
unas  C(143)..H(169)  442.1(233)  51.4(fixed) 3.4 51.4
uog  H(13)..H(61) 4422(74)  62.1(fixed) 6.7 62.1
ugsr  H(9)...H(25) 4422(127)  79.1(fixed) 16.5 79.1
uoss  Si(66)..H(123)  442.4(13)  15.9(fixed) 3.7 15.9
uoeo  Si(125)..C(151)  442.7(44)  33.0(tied to u874) 0.4 30.2
uso  Si(125)..H(174)  442.8(6) 16.0(fixed) 5.6 16.0
uoss  Si(63)..H(102)  442.8(12)  15.4(fixed) 4.5 15.4
o C(7)...C(23) 443.5(101)  56.4(tied to u874) 3.0 51.6
ues  H(83)..H(116)  443.7(208)  56.2(fixed) 11.6 56.2
uoss  H(136)..H(148)  443.8(115)  64.5(fixed) 2.1 64.5
uie  Si(3)...H(45) 443.9(110)  69.0(fixed) 0.3 69.0
uso  Si(4)...H(54) 444.0(62)  56.8(fixed) 16.7 56.8
uios  Si(3)...C(43) 444.0(63)  47.1(tied to u874) 4.6 43.1
Uy Si(127)..H(184)  4442(16)  16.9(fixed) 6.4 16.9
uoss  H(136)..H(186)  444.5(55)  51.4(fixed) 2.8 51.4
wors Si(1)...H(32) 445.0(13)  15.8(fixed) 5.6 15.8
uos;  Si(63)...C(81) 445.0(38)  28.6(tied to u874) 1.1 26.2
worr Si(125)..H(176)  445.0(8) 15.5(fixed) 5.0 15.5
uos  Si(125)..H(156)  445.1(13)  15.7(fixed) 5.2 15.7
uns C(7)...H(45) 4452(151)  65.5(fixed) 3.3 65.5
uoro Si(63)..H(114)  445.4(8) 15.4(fixed) 4.9 15.4
uss  Si(4)...H(10) 445.4(72)  53.9(fixed) 1.6 53.9
Uies Si(63)...H(70) 445.4(60)  50.3(fixed) 1.1 50.3
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s C(55)...H(62) 445.6(67)  29.4(fixed) 52 29.4
s Si(1)...H(40) 445.6(12)  16.4(fixed) 5.6 16.4
uogy  Si(63)..H(100)  445.7(13)  15.6(fixed) 4.1 15.6
uee  C(143)..H(176)  445.7(103)  56.1(fixed) 2.8 56.1
s, H(25)...C(56) 446.0(69)  48.2(fixed) 44 482
sy Si(65)..H(92) 446.1(83)  53.5(fixed) 2.1 53.5
o H(76)...C(89) 446.1(117)  66.4(fixed) 5.0 66.4
ugss  Si(1)...H(16) 446.4(56)  53.0(fixed) 0.1 53.0
usgs  C(147)..H(184)  446.8(69)  46.9(fixed) 32 46.9
oo H(10)...H(25) 446.9(135)  74.5(fixed) 7.9 74.5
uge;  Si(1)...H(46) 446.9(12)  15.4(fixed) 43 15.4
wors Si(1)...H(52) 447.2(7) 16.2(fixed) -6.1 16.2
urg;  C(81)...C(113)  447.7(109)  56.9(tied to u874) 7.0 52.1
unns H(132)..C(179)  448.2(88)  59.8(fixed) 3.9 59.8
ugzs  H(21)..H(61) 448.4(47)  49.2(fixed) 3.9 492
uoss  H(71)..C(105)  448.6(134)  47.1(fixed) 8.4 47.1
e Si(125)..H(170)  448.6(12)  15.8(fixed) 4.6 15.8
ue  C(139)..H(164)  449.0(163)  39.4(fixed) 8.0 39.4
une  H(13)..H(29) 449.2(139)  77.5(fixed) 9.0 77.5
uer Si(63)..H(108)  449.3(12)  15.9(fixed) 5.1 15.9
oo Si(63)...H(94) 4493(13)  15.0(fixed) 44 15.0
ugys  H(149)..C(180)  449.4(68)  42.9(fixed) 2.7 42.9
uras  H(16)...H(59) 449.5(100)  68.9(fixed) 0.0 68.9
unes  H(9)...C(43) 449.5(111)  74.2(fixed) 2.8 742
ue  H(16)...H(44) 450.1(103)  61.3(fixed) 12.0 61.3
uns  H(137)..H(153)  450.1(138)  56.6(fixed) 8.1 56.6
ugs  C(81)..H(124)  450.8(63)  47.2(fixed) 3.4 472
e Si(3)...C(27) 451.2(60)  46.0(tied to u874) 1.8 42.1
uios  Si(128)..H(169)  451.5(118)  54.0(fixed) 0.8 54.0
ey H(22)...H(60) 452.0(45)  49.0(fixed) 1.6 49.0
uoes  H(20)...H(62) 452.1(88)  65.8(fixed) 5.6 65.8
ugs;  H(145)..H(185)  452.9(46)  51.4(fixed) 3.0 51.4
s Si(125)..H(164)  4533(11)  14.9(fixed) 4.1 14.9
uoss  H(8)..H(26) 4533(124)  73.8(fixed) 10.5 73.8
uns  H(57)..H(62) 453.5(67)  49.9(fixed) 5.0 49.9
uers C(69)..H(108)  453.5(129)  48.4(fixed) 9.8 48.4
uss  C(73)..H(123)  453.8(53)  46.2(fixed) 3.0 46.2
uos  Si(3)...H(58) 455.5(61)  41.4(fixed) 2.1 414
ugo  H(145)..H(177)  455.6(102)  76.4(fixed) 3.1 76.4
s H(26)...H(62) 456.1(61)  59.1(fixed) 0.1 59.1
uogs  Si(125)..H(140)  456.2(54)  44.5(fixed) 1.0 445
uesr  H(18)...C(43) 456.3(80)  63.4(fixed) 6.2 63.4
uoss  Si(63)...H(92) 456.8(63)  43.4(fixed) 6.8 43.4
s H(134)..H(152)  457.0(120)  66.9(fixed) 1.4 66.9
uoer  Si(63)...H(83) 457.5(62)  45.4(fixed) 0.0 45.4
ues  C(151)..H(182)  457.7(63)  67.5(fixed) 5.2 67.5
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uers  H(24)..H(61) 4582(61)  59.9(fixed) 2.4 59.9
uios  Si(63)...C(77) 458.7(41)  27.4(tied to u874) 1.1 25.1
e Si(128)..Si(130)  458.7(39)  19.2(tied to u1079) 0.9 22.5
s H(144)..H(186)  458.9(85)  61.1(fixed) 6.8 61.1
uos,  H(70)...H(90) 459.1(106)  70.2(fixed) 10.4 70.2
uny  H(133)..H(181)  459.4(83)  80.7(fixed) 1.8 80.7
ey H(82)..C(118)  459.7(63)  46.1(fixed) 2.9 46.1
une  Si(128)..C(179)  460.1(29)  25.1(tied to ul079) 1.5 29.4
ugos  H(10)...H(53) 460.2(137)  84.3(fixed) 8.6 84.3
wonr H(146)..H(184)  460.2(45)  54.9(fixed) 0.1 54.9
uoeo  C(69)..H(120)  460.3(124)  58.5(fixed) 2.6 58.5
uge  HOD)..H(116)  460.6(290)  69.0(fixed) 6.3 69.0
unn C(139)..H(186)  460.9(48)  45.8(fixed) 3.1 45.8
uoss  Si(1)...C(27) 460.9(41)  35.4(tied to u874) 2.0 32.3
werr H(136)..C(147)  461.1(79)  46.2(fixed) 2.3 46.2
oz H(72)...H(92) 461.7(115)  91.6(fixed) 4.6 91.6
ugre  C(7)...C(51) 462.6(110)  80.9(tied to u874) 5.8 74.0
wers  H(12)..C(23) 462.7(74)  43.2(fixed) 42 432
uies  H(80)..H(124)  463.1(52)  52.5(fixed) 45 52.5
uero Si(125)..C(143)  463.3(45)  18.6(tied to ul079) 0.4 21.8
unne H(72).H(110)  463.3(127)  85.3(fixed) 22.6 85.3
uioze  Si(127)..C(163)  463.6(102)  31.7(tied to u874) 5.2 29.0
uos1 H(148)..H(185)  463.6(57)  55.8(fixed) 2.1 55.8
tioss  H(18)...H(61) 463.6(49)  56.6(fixed) 3.0 56.6
ugse  H(138)..H(166)  463.7(128)  80.0(fixed) 24.9 80.0
Ui Si(4)..H(14) 463.9(63)  47.4(fixed) 2.6 474
us1 Si(4)...C(31) 464.1(56)  48.0(tied to u874) 2.3 43.9
e C(73)...H(88) 464.9(83)  41.1(fixed) 0.6 41.1
unr Si(128)..H(138)  465.1(62)  42.2(fixed) 3.3 422
uny C(15)...H(59) 465.7(80)  43.3(fixed) 1.9 433
unss  Si(66)...C(93) 465.8(75)  31.2(tied to ul079) 4.6 36.5
uor  H(75)..C(118)  465.9(55)  47.0(fixed) 3.4 47.0
wpy H(79)..H(122)  466.3(52)  58.1(fixed) 5.5 58.1
uoss  C(131)..H(152)  466.4(105)  44.1(fixed) 1.5 44.1
unge  H(141)..C(180)  466.6(45)  40.0(fixed) 3.0 40.0
uors  H(150)..H(186)  466.6(59)  56.7(fixed) 1.1 56.7
o Si(65)...H(86) 467.2(70)  49.8(fixed) 22 49.8
usss  H(9)..H(54) 467.4(158)  89.7(fixed) 12.0 89.7
uns Si(127)..H(154)  467.4(83)  40.1(fixed) 2.3 40.1
gy H(8)..C(51) 467.5(128)  98.4(fixed) 5.2 98.4
s Si(1)...C(19) 467.6(44)  24.8(tied to ul079) 0.3 29.0
uns  H(R0)..C(118)  467.9(30)  34.3(fixed) 5.1 343
uos1  H(80)..C(117)  468.0(83)  38.7(fixed) 0.5 38.7
uy,  H(74)..H(124)  468.4(61)  50.0(fixed) 0.5 50.0
us  Si(125)..C(131)  468.7(38)  35.8(tied to u874) 12 32.7
s Si(1)...C(7) 469.7(38)  31.0(tied to u874) 0.7 28.4
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unao  C(77)..H(122)  469.8(32)  34.8(fixed) N 38 34.8
woss  C(139)..H(181)  470.083)  63.2(fixed) S 4.4 63.2
uos:  Si(125)..H(153)  470.5(72)  50.1(fixed) S— 1.4 50.1
unge  H(70)...C(117)  471.2(110)  67.2(fixed) S 5.4 67.2
s H(16)...H(60) 471.3(45)  57.0(fixed) S 1.2 57.0
unre C(135)..H(150)  471.7(73)  41.2(fixed) S 4.3 412
uno  H(88)..C(118)  472.0(36)  32.2(fixed) S— 7.0 32.2
uns Si(65)..C(105)  473.0(76)  28.7(tied to ul079)  —— 3.6 33.6
ugy  C(89)...C(113)  473.3(197)  60.9(tied to u874)  —— 3.1 55.7
uos  Si(66)...C(69) 4733(51)  37.2(ted to us74)  —— 0.7 34.0
unss C(11)...H(26) 473.4(69)  40.9(fixed) S 3.0 40.9
wsy H(9)...H(45) 474.5(163)  89.9(fixed) S 5.4 89.9
Uy Si(3)...H(54) 474.6(112)  67.1(fixed) S 13.5 67.1
mose  H(83)..H(115)  474.9(118)  93.9(fixed) S 2.1 93.9
mors  H(76)..H(122)  475.3(58)  51.8(fixed) S 2.8 51.8
ungp  H(133)..C(151)  475.6(111)  37.4(fixed) S 23 37.4
unas  C(85)..H(123)  475.6(39)  32.9(fixed) S 3.6 32.9
unes  C(7)...H(46) 476.0(105)  60.2(fixed) S 2.8 60.2
o Si(3)...Si(6) 4762(22)  20.6(14) 24.1(24) 0.2 24.1
ey C(73)...H(92) 476.5(124)  64.0(fixed) S 6.2 64.0
moss  C(131)..H(148)  476.6(121)  50.5(fixed) — 4.8 50.5
unes  H(12)...C(56) 477.4(38)  37.3(fixed) S 7.6 37.3
uner  H(146)..H(170)  478.3(185)  70.9(fixed) — 1.2 70.9
unsy  H(13)...H(17) 478.3(15)  16.8(fixed) S 8.5 16.8
unos  H(18)...C(55) 478.4(72)  41.5(fixed) — 5.3 415
ungs  H(87)..H(123)  478.8(67)  61.9(fixed) S 43 61.9
un;  H(88)..H(122)  478.9(65)  47.6(fixed) — 6.2 47.6
uns;  H(24)...H(30) 478.9(13)  17.0(fixed) S 9.1 17.0
unes  H(132)..H(140)  479.8(10)  16.9(fixed) — 7.6 16.9
us H(8)...C(43) 479.8(127)  50.7(fixed) S 3.5 50.7
unes H(148)..H(154)  479.9(14)  16.7(fixed) — 8.3 16.7
unss  H(137)..H(141)  480.0(14)  16.4(fixed) S 7.6 16.4
unes  H(144)..H(149)  480.1(10)  16.9(fixed) — 8.0 16.9
unso  H(75)...H(79) 480.2(15)  16.6(fixed) S 73 16.6
moso  H(82)..H(106)  480.3(302)  58.6(fixed) N 10.3 58.6
uneo  H(86)...H(92) 480.5(13)  16.9(fixed) S 82 16.9
une  H(20)...H(25) 480.7(10)  17.0(fixed) N 8.1 17.0
uey  Si(1)...H21) 480.8(64)  46.9(fixed) S 2.1 46.9
unss  H(82)...H(87) 480.8(10)  16.7(fixed) N 8.4 16.7
unpe C(135)..H(184)  480.8(39)  34.8(fixed) S 73 34.8
unn C(11)...H(60) 480.9(40)  35.7(fixed) N 5.4 357
gy H(134)..C(147)  480.9(114)  53.7(fixed) S 4.6 53.7
moss H(140)...C(179)  481.0(83)  65.4(fixed) N 2.8 65.4
un  H(136)..C(180)  481.1(37)  33.9(fixed) S 5.7 33.9
won  H(84)..H(122)  481.2(54)  54.6(fixed) — 2.7 54.6
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s Si(1)...H(29) 481.7(70)  49.7(fixed) 0.7 49.7
unss  H(8)..H(16) 481.8(10)  17.4(fixed) -8.9 17.4
unes  H(10)...H(14) 481.8(10)  17.1(fixed) 9.0 17.1
unor  H(22)...H(62) 482.0(60)  55.7(fixed) 3.1 55.7
une  H21)..H(29) 482.0(9) 17.0(fixed) 8.4 17.0
uye  H(133)..C(179)  482.0(72)  68.5(fixed) 3.9 68.5
uns H(83)..H(O1) 482.2(9) 17.0(fixed) 8.2 17.0
unr C(7)...H(24) 482.4(118)  68.7(fixed) 4.1 68.7
unse  H(72)..H(76) 482.5(10)  16.3(fixed) 7.4 16.3
ung  H(145)..H(153)  482.9(9) 16.8(fixed) -8.1 16.8
unes H(134)..H(138)  482.9(10)  16.9(fixed) 8.3 16.9
ung:  Si(125)..H(145)  483.0(65)  44.7(fixed) 1.7 44.7
uo  C(73)...H(90) 483.1(101)  60.7(fixed) 3.1 60.7
une  H(70)..H(78) 483.2(10)  16.5(fixed) 7.3 16.5
ums  H(17)...H(62) 483.5(57)  50.7(fixed) 7.3 50.7
unae  H(12)...H(61) 483.8(58)  55.5(fixed) 6.9 55.5
uros  H(28)..H(53) 484.1(164)  79.3(fixed) 30.8 79.3
U Si(63)...C(89) 484.4(45)  23.9(tied to ul079) 0.3 28.0
unss  H(74)...C(85) 484.5(93)  39.0(fixed) 1.7 39.0
unss  H(136)..H(185)  485.0(58)  63.1(fixed) 5.0 63.1
ups H(22)...C(56) 485.2(34)  35.0(fixed) 3.8 35.0
unss  C(77)..H(121)  485.5(89)  39.8(fixed) 1.0 39.8
unss  H(13)...C(27) 485.6(102)  56.2(fixed) 3.1 56.2
unes  H(72)...C(89) 486.2(92)  72.1(fixed) 0.5 72.1
uise Si(66)..C(113)  487.0(75)  35.6(tied to u1079) 2.4 41.7
uso  H(16)...C(43) 4873(94)  60.7(fixed) 2.3 60.7
s Si(66)...Si(68) 487.5(44)  19.0(tied to ul079) 0.2 222
upg  H(137)..C(151)  487.6(103)  46.2(fixed) 3.5 46.2
s H(83)..H(123)  488.0(58)  57.3(fixed) 0.4 57.3
upg  C(135)..H(153)  488.9(115)  43.3(fixed) 3.7 433
une,  Si(128)..H(182)  488.9(46)  53.7(fixed) 5.0 53.7
upss;  H(145)..H(170)  489.1(234)  67.3(fixed) 6.4 67.3
ups  H(146)..H(186)  489.5(58)  64.2(fixed) 43 64.2
ueo  Si(3)...H(30) 489.7(76)  51.4(fixed) 4.9 51.4
s C(7)...H(28) 490.1(99)  79.8(fixed) 48 79.8
upsy C(117)..H(124)  490.1(67)  31.3(fixed) 4.7 31.3
ures  H(10)...H(28) 490.6(114)  95.6(fixed) 3.3 95.6
uns  H(137)..H(184)  490.8(66)  59.6(fixed) 5.9 59.6
ung,  H(13)...H(60) 490.9(66)  57.1(fixed) 5.4 57.1
woss  C(143)..H(177)  491.1(135)  46.9(fixed) 0.3 46.9
upe  C(11)...H(29) 491.4(115)  70.7(fixed) 1.5 70.7
unas  H(146)..C(180)  491.9(33)  36.0(fixed) -6.0 36.0
ungs  C(19)...H(61) 492.6(39)  34.3(fixed) 3.6 343
urpe  C(131)..H(183)  492.8(80)  62.7(fixed) 8.7 62.7
ungr  Si(128)..C(175)  493.4(100)  27.0(tied to ul079) 1.4 31.6
um  C(179)..C(180)  493.4(41)  15.8(tied to ul079) 3.4 18.5
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une H(20)...H(53) 493.7(142)  89.2(fixed) 14.2 89.2
uner  Si(63)..H(78) 4943(51)  46.2(fixed) 1.0 46.2
Uz Si4)...C(39) 494.5(61)  28.1(tied to ul079) 1.0 32.9
unss  C(143)..H(185)  494.7(38)  33.6(fixed) 9.6 33.6
uioas Si(4)...H(53) 495.6(96)  61.1(fixed) 9.0 61.1
ung  H(146)..C(175)  495.7(115)  39.9(fixed) 0.4 39.9
uoer  H(84)..H(115)  496.0097)  93.5(fixed) 2.4 93.5
ungs  H(133)..C(147)  496.0(113)  53.3(fixed) 4.0 53.3
unse  H(144)..H(181)  496.1(117)  51.6(fixed) 11.7 51.6
unr  C(135)..H(166)  496.8(117)  65.6(fixed) 13.5 65.6
uper HID..C(17)  497.1(104)  56.2(fixed) 3.0 56.2
unsy  C(7)..H(57) 497.2(73)  42.9(fixed) 2.9 42.9
us,  H(26)...C(56) 4973(43)  42.4(fixed) 6.3 424
unes  C(139)..H(183)  498.0(78)  72.3(fixed) 6.7 72.3
ungr  C(131)..H(150)  498.0(107)  56.9(fixed) 47 56.9
upss  H(14)...H(26) 498.0(92)  65.3(fixed) 2.6 65.3
une H(119)..H(122)  498.5(86)  37.5(fixed) 6.1 37.5
urs  H(25)...H(60) 498.7(77)  53.8(fixed) -10.0 53.8
unso  Si(127)..H(183)  498.8(49)  47.2(fixed) 9.9 472
un  Si(127)..H(150)  499.0(52)  30.9(fixed) 6.8 30.9
uies  H(70)...H(87) 499.2(131)  77.9(fixed) 9.6 77.9
U Si(65)..H(121)  499.8(63)  28.6(fixed) 4.0 28.6
uner  H(10)...C(23) 500.5(107)  58.9(fixed) 42 58.9
upss  H(140)..H(184)  500.5(45)  50.3(fixed) 4.4 50.3
ueo  H(72)..C(109)  500.5(90)  64.5(fixed) 14.0 64.5
uer  H(9)...H(46) 500.7(113)  85.0(fixed) 0.8 85.0
uee  C(69)..H(121)  501.1(104)  60.6(fixed) 3.5 60.6
ugs  C(23)..H(61) 501.3(48)  39.0(fixed) 5.4 39.0
usm H(9)..C(27) 501.6(106)  74.4(fixed) 6.4 74.4
uy  C(69)...C(118)  501.6(17)  12.5(tied to ul079) 4.0 14.7
unor  H(149)..H(184)  501.7(77)  51.1(fixed) 8.3 51.1
ume  H(142)..H(185)  501.9(48)  52.8(fixed) 1.6 52.8
wmo  Si(128)..H(133)  502.0(61)  29.7(fixed) 5.2 29.7
uae  H(18)...C(56) 502.0(31)  39.0(fixed) 7.4 39.0
unss  C(15)...H(46) 502.2(83)  55.6(fixed) 2.3 55.6
ups,  H(75)..H(106)  502.4(93)  76.1(fixed) 15.5 76.1
uigs  H(138)..H(150)  502.5(92)  58.5(fixed) -10.7 58.5
uoss  H(84)..C(113)  502.6(106)  65.8(fixed) 4.8 65.8
unzo  H(83)..C(113)  503.1(160)  59.6(fixed) 0.4 59.6
uor  C(147)..H(185)  503.1(47)  37.2(fixed) -8.9 37.2
ums  C(89)...C(118)  503.1(22)  12.9(tied to ul079) 3.7 15.1
uss,  H(78)..H(87) 503.2(66)  66.5(fixed) 6.0 66.5
uisos H(76)...H(90) 503.3(121)  76.4(fixed) 8.1 76.4
uss  H(74)...C(89) 503.3(108)  58.4(fixed) 3.7 58.4
umae  Si(127)..Si(129)  503.4(68)  17.9(tied to u1079) 0.1 21.0
upes  H(142)..C(179)  504.3(68)  58.7(fixed) 2.1 58.7
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une H(150)..C(180)  504.4(42)  35.7(fixed) 72 35.7
upp  C(15)...H(60) 504.6(35)  35.9(fixed) 5.9 35.9
umi C(7)...C(56) 504.7(19)  12.7(tied to u1079) 3.3 14.8
us  Si4)...H(34) 504.9(80)  61.1(fixed) 2.6 61.1
e H(153)..H(183)  505.4(107)  74.8(fixed) 7.1 74.8
uias C(151)..H(183)  505.5(59)  58.0(fixed) 7.3 58.0
ungs  Si(125)..H(132)  505.5(52)  40.7(fixed) 3.3 40.7
upssi H(133)..H(154)  506.1(142)  54.7(fixed) 7.5 54.7
uyss H(18)...H(58) 506.5(82)  59.7(fixed) 9.4 59.7
ues  C(179)..H(185)  506.6(49)  41.2(fixed) 1.6 412
unse  Si4)...C(51) 506.9(55)  32.0(tied to ul079) 7.1 37.5
ums  C(27)...C(56) 507.0(15)  12.9(tied to ul079) 4.5 15.1
ups,  Si(3)...H(26) 507.3(48)  31.8(fixed) 3.1 31.8
us C(131)...C(180)  507.3(20)  13.7(tied to ul079) 32 16.0
ungs  H(74)..C(118)  507.3(40)  36.1(fixed) 47 36.1
upr  H(82)..H(124)  507.4(71)  50.5(fixed) 72 50.5
uso  C(27)...H(52) 507.5(93)  51.5(fixed) 21.0 51.5
upsy  Si(1)...H(8) 507.7(52)  44.0(fixed) 3.0 44.0
U Si(63)...H(91) 508.2(66)  46.6(fixed) 2.6 46.6
uims  C(151)...C(180)  508.5(15)  12.4(tied to ul079) 2.6 14.6
uney  Si(66)..H(115)  509.8(116)  66.1(fixed) 2.7 66.1
U Si(65)...Si(68) 510.1(46)  18.6(tied to ul079) 0.4 21.8
uner  Si(66)..C(105)  510.1(115)  30.2(tied to u1079) 1.3 35.4
usi  Si(66)..H(74) 510.4(47)  28.4(fixed) 3.5 28.4
us H(79)..H(104)  511.6(176)  83.4(fixed) 12.4 83.4
U Si(65)..H(90) 511.7(56)  35.7(fixed) 5.8 35.7
un  H(79)..H(107)  511.7(164)  83.1(fixed) 11.7 83.1
uper  C(69)..H(123)  511.9(32)  29.1(fixed) 3.9 29.1
un  H(182)..H(185)  512.0(59)  54.4(fixed) 44 54.4
ugn  H(145)..H(169)  512.1(254)  53.0(fixed) 112 53.0
uno  C(7)..H(52) 512.5(107)  88.5(fixed) 3.0 88.5
ue  H(141)..H(186)  512.6(52)  48.6(fixed) 7.8 48.6
usee  H(71)..H(92) 512.9(127)  79.6(fixed) 2.7 79.6
unes  H(146)..H(176)  513.0(123)  61.6(fixed) 0.7 61.6
uses  H(20)...H(54) 513.5(189)  82.5(fixed) 1.3 82.5
worn,  H(154)..H(178)  513.9(244)  49.0(fixed) 11.0 49.0
Uy Si(66)..H(72) 514.2(58)  50.1(fixed) 3.9 50.1
up;  H(20)...H(61) 514.7(63)  54.4(fixed) 4.4 54.4
unes  C(73)..H(122)  514.7(42)  35.8(fixed) 4.0 35.8
une  C(89)..H(124)  514.7(45)  30.0(fixed) 3.5 30.0
upy  H(84)..C(118)  515.0(37)  38.8(fixed) 7.0 38.8
ups  Si(128)..H(170)  515.2(74)  37.0(fixed) 2.7 37.0
u  H(74)..H(86) 515.8(126)  70.0(fixed) 3.8 70.0
ues  H(71)...C(89) 515.8(92)  57.6(fixed) 1.4 57.6
u H(144)..H(185)  516.4(61)  48.3(fixed) 9.9 483
upos H(8)..H(52) 516.7(129)  110.8(fixed) 1.6 110.8
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uso  H(72)..H(123)  516.9(47)  40.5(fixed) 22 40.5
wps  H(75)..H(123)  517.0(57)  51.9(fixed) 8.3 51.9
upsi H(9)...C(23) 517.0(106)  63.6(fixed) 13 63.6
e H(18)...H(62) 517.2(49)  53.3(fixed) 7.1 53.3
ug H(26)...H(60) 517.4(64)  58.5(fixed) 7.9 58.5
uis  H(7D..H(108)  517.5(155)  55.2(fixed) 3.5 55.2
uos  H(O1)..C(118)  517.542)  28.8(fixed) 2.8 28.8
s H(119).H(124)  517.6(71)  41.9(fixed) 5.5 41.9
wms  H(142)..H(164)  518.6(188)  45.4(fixed) 3.2 45.4
us H(72)..C(118)  519.0(28)  27.4(fixed) 4.0 27.4
usy H(10)...C(55) 519.4(71)  46.4(fixed) 3.8 46.4
ums - Si(4)...H9) 519.5(56)  38.3(fixed) 73 38.3
une  C(69)...H(87) 519.7(106)  57.1(fixed) 5.5 57.1
wgys H(152)..C(179)  520.1(49)  53.0(fixed) 72 53.0
unee  HOD..H(124)  520.7(73)  41.7(fixed) 0.8 41.7
uso  C(81)..H(123)  520.7(43)  36.9(fixed) 5.1 36.9
uysss H(76)...H(92) 521.1(123)  67.3(fixed) 122 67.3
use  C(7)...H(62) 521.6(37)  30.4(fixed) 23 30.4
ws  H(17)...H(60) 521.8(51)  49.1(fixed) 6.3 49.1
s H(8)...H(53) 522.5(160)  112.1(fixed) 2.1 112.1
unos  C8D)..H(106)  522.9(253)  50.3(fixed) 6.3 50.3
uzes  C(77)...H(87) 523.8(54)  48.5(fixed) 4.6 48.5
ues C(11)...H(57) 523.9(78)  45.0(fixed) 2.4 45.0
w3y Si(1)...H(18) 524.2(39)  27.6(fixed) 6.7 27.6
upes  C(131)..H(186)  524.6(39)  32.0(fixed) 0.0 32.0
ues  C(7)...H(26) 525.2(100)  58.9(fixed) 29 58.9
oo H(150)..H(184)  525.6(62)  55.5(fixed) 7.6 55.5
uzse  H(70)..H(120)  525.7(119)  64.4(fixed) 9.1 64.4
upn  H(78)..H(121)  526.2(102)  67.6(fixed) 4.6 67.6
iy  H(134).H(165)  526.4(156)  64.9(fixed) 8.5 64.9
useo  C(143)..H(181)  526.5(81)  44.6(fixed) 5.5 44.6
unes  H(132)..C(180)  526.6(34)  30.3(fixed) 0.7 30.3
uss - Si(3)...H(59) 526.7(52)  28.9(fixed) 5.4 28.9
uzas C(179)..H(184)  526.8(46)  27.5(fixed) 27 27.5
uagr  C(135)..C(151)  526.8(85)  34.4(tied to ul288) 2.5 32.0
ugs  C(27)...H(60) 526.9(32)  30.1(fixed) 3.8 30.1
s H(18)...H(46) 527.0(88)  71.7(fixed) 0.8 71.7
uis3e  H(8)...H(45) 527.2(154)  60.0(fixed) 13,7 60.0
usos  H(149)..H(185)  527.3(66)  53.2(fixed) 8.6 532
unos  H(17)...H(54) 527.4(139)  63.0(fixed) 12.6 63.0
unes  H(74)..H(123)  527.4(56)  50.4(fixed) 5.8 50.4
uzes Si(4)...H(12) 528.0(46)  29.2(fixed) 7.1 29.2
uige  H(25)...H(61) 528.3(67)  52.0(fixed) 7.3 52.0
iz C(139)..H(184)  528.4(34)  33.3(fixed) 82 33.3
s Si(63).. H(71) 528.4(39)  34.3(fixed) 4.6 34.3
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uasr C(11)...C(27) 529.0(83)  50.2(tied to ul288) — — 5.3 46.7
ey H(8)...C(56) 529.032)  28.4(fixed) — 1.8 28.4
ugs  C(69)..H(124)  529.0(30)  27.1(fixed) S— 44 27.1
uises Si(128)..H(136)  529.1(48)  31.7(fixed) — 5.5 317
uss  Si(4)...Si(6) 529.1(30)  24.0(7) 22.4(22) 0.5 22.4
uisgo  H(142)..C(180)  529.2(29)  30.9(fixed) — 5.5 30.9
wis H(84)..H(124)  529.5(56)  53.0(fixed) S— 8.0 53.0
uss  C(27)...H(62) 529.5(28)  28.3(fixed) — 5.3 28.3
ue:  Si(127)..H(152)  529.7(62)  30.3(fixed) S— 6.0 30.3
uier  H(144)..C(179)  529.8(94)  39.6(fixed) — 3.5 39.6
s H(154)..C(180)  530.1(30)  26.1(fixed) S— 1.6 26.1
ui H(7D).H(120)  530.1(133)  63.3(fixed) — 4.9 63.3
uste  C(69)...H(90) 531.0(88)  57.6(fixed) S— 3.3 57.6
U C(89)..H(115)  531.2(239)  64.0(fixed) — 5.4 64.0
sy Si(65)...H(88) 531.3(51)  28.7(fixed) S— 6.4 28.7
uiso C(7)..H(61) 531.3(25)  27.8(fixed) — 3.5 27.8
uner  C(81)..H(114)  531.3(129)  53.9(fixed) S— 0.2 53.9
uos  Si(3)...C(51) 531.5(79)  42.7(tied to ul079) —— 1.0 50.0
ues  C(151)..H(184)  531.7(31)  31.5(fixed) S— 0.8 31.5
upes  H(144)..C(171)  532.1(94)  40.8(fixed) — 10.9 40.8
uns C(89)..H(114)  532.3(191)  70.2(fixed) S— 0.2 70.2
uer C(73)..H(106)  532.5(88)  59.7(fixed) — 8.9 59.7
ugr H(70)..H(116)  532.8(200)  72.0(fixed) S— 12.2 72.0
urer  H(30)...C(56) 532.831)  31.3(fixed) — 2.7 31.3
ums  C(7)..H(53) 533.2(134)  83.3(fixed) S— 3.5 83.3
uor  C(151)..H(186)  533.4(28)  33.3(fixed) — 1.7 33.3
s C(73)..H(119)  533.9(75)  42.2(fixed) S— 1.5 422
uie C(89)..H(122)  534.1(23)  26.7(fixed) — 4.2 26.7
user Si(3)...H(46) 534.6(60)  46.7(fixed) S— 1.0 46.7
uiss Si(125)..H(142)  535.1(38)  30.8(fixed) — 4.0 30.8
unas  H(132)..H(186)  535.4(56)  43.3(fixed) S— 5.4 433
uiess  H(9)...H(30) 535.6(135)  84.7(fixed) — -14.1 84.7
e H(70)...C(85) 535.9(99)  64.2(fixed) S— 1.8 64.2
ues  H(140)..H(181)  536.0(86)  68.2(fixed) — -10.2 68.2
uses  H(10)...C(56) 536.0(23)  25.8(fixed) S— 3.8 25.8
ues Si(125)..H(152)  536.2(40)  33.1(fixed) — 6.9 33.1
use  Si(4)...H(32) 536.3(59)  55.5(fixed) S— 44 55.5
ursos  H(78)..H(86) 536.7(80)  72.0(fixed) — 4.9 72.0
unge  H(8)...H(62) 537.5(52)  39.5(fixed) S— 1.3 39.5
mey  H(132)..H(183)  537.7(96)  65.4(fixed) — -15.1 65.4
uss  C(131)..H(185)  538.3(24)  31.3(fixed) S— 43 31.3
uiy  H(142)..H(181)  538.5(84)  69.1(fixed) — 7.5 69.1
uss H(29)...C(56) 538.6(25)  29.4(fixed) S— 49 29.4
w C(135)..H(182)  538.7(62)  69.9(fixed) — 3.6 69.9
umo  C(151)..H(178)  538.7(210)  41.5(fixed) S— 7.0 415
U Si(66)...C(77) 538.7(20)  18.4(tied to ul288) —— 3.7 17.1
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ues1 H(3)...H(46) 539.2(127)  63.3(fixed) 6.1 63.3
wpsi; H(13)...H(28) 539.2(105)  67.2(fixed) 0.0 67.2
usee H(13)..H(21) 539.5(99)  73.8(fixed) 43 73.8
uis H(134)..C(180)  539.7(24)  27.9(fixed) 43 27.9
warr Si(3)...H(28) 540.0(57)  47.6(fixed) 8.8 47.6
uss  H(70)..C(118)  540.0(23)  24.9(fixed) 4.6 24.9
usas H(13)...C(19) 540.1(72)  52.8(fixed) 2.4 52.8
uge  H(9)..C(51) 540.1(116)  78.9(fixed) 2.6 78.9
ues  C(139)..H(149)  540.2(59)  45.2(fixed) 43 452
upes  C(77)..H(107)  540.6(127)  64.9(fixed) 5.1 64.9
uiss,  H(153)..C(180)  540.9(27)  26.0(fixed) 2.7 26.0
unss  H(14)...H(58) 541.5(90)  63.3(fixed) 5.6 63.3
wgs H(17)..H(48) 542.0(116)  72.7(fixed) 12.3 72.7
upgs  H(133)..H(148)  542.4(134)  62.2(fixed) 9.4 62.2
usss  H(134)..H(148)  542.6(115)  54.4(fixed) -10.7 54.4
uisr H(92)..C(118)  543.2(22)  25.5(fixed) 47 25.5
uneo  H(78)..H(104)  543.4(158)  73.7(fixed) 22.6 73.7
ursso  H(59)..H(62) 543.6(74)  31.5(fixed) 114 31.5
ums  H(30)...H(60) 543.7(59)  43.8(fixed) 0.4 43.8
upse  H(136)..H(166)  544.0(132)  69.1(fixed) 9.4 69.1
usse  H(132)..C(143)  544.0(75)  41.5(fixed) 5.6 41.5
ussr Si(63)...H(84) 544.033)  30.1(fixed) 5.0 30.1
uaso  H(136)..H(150)  544.2(86)  53.3(fixed) 9.2 53.3
Uy Si(3)...C(19) 544.5(24)  20.0(tied to ul288) 5.0 18.6
s C(7)...C(55) 544.9(58)  34.5(tied to ul288) 2.7 32.1
usey H(20)...C(51) 544.9(150)  71.2(fixed) 3.3 71.2
up  H(142)..H(186)  544.9(46)  49.1(fixed) 5.2 49.1
uper  Si(127)..C(143)  5452(26)  16.9(tied to ul288) 22 15.8
ury H(12)..H(26) 5453(81)  50.1(fixed) 3.3 50.1
us  H(17)...C(51) 545.7(109)  49.8(fixed) 7.5 49.8
uisee  H(82)..H(123)  546.3(61)  49.8(fixed) 5.5 49.8
uzo  H(140)..H(183)  546.8(92)  83.1(fixed) -10.5 83.1
Uy H(154)..H(184)  546.9(57)  37.2(fixed) 2.6 37.2
wss  H(70)..H(121)  547.5(115)  76.7(fixed) 9.9 76.7
us  Si(128)..C(139)  547.5(27)  16.9(tied to u1288) 2.7 15.8
upa Si(4)..H41) 547.7(77)  50.9(fixed) 4.7 50.9
umo  Si(66).. H(78) 547.8(30)  31.5(fixed) 2.7 31.5
upss H(9)..H(24) 548.4(129)  83.0(fixed) 7.6 83.0
wa, H(10)...H(24) 548.6(111)  67.1(fixed) -12.1 67.1
uge H(133)..H(152)  548.7(118)  49.5(fixed) 7.8 49.5
ues  H(137)..C(143)  548.8(74)  46.9(fixed) 5.3 46.9
usr  C(19)...H(54) 548.8(127)  63.4(fixed) 3.1 63.4
ums  C(15)...H(25) 549.0(47)  46.6(fixed) 7.7 46.6
usy Si(128)..H(183)  549.0(30)  35.1(fixed) 9.4 35.1
uage  Si(125)..C(135)  549.3(18)  19.3(tied to ul288) 32 18.0
gy Si(63)...H(80) 549.4(39)  27.2(fixed) 4.5 27.2
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use  H(134)..H(150)  549.5(118)  68.3(fixed) 9.7 68.3
usy H(18)..H(59) 549.6(87)  49.2(fixed) -10.2 49.2
un  H(75)..H(122)  549.8(60)  51.0(fixed) 5.8 51.0
usos  H(137)..H(152)  549.9(107)  55.9(fixed) 2.1 55.9
ups  Si4)...C(15) 550.2(21)  16.8(tied to ul288) 2.7 15.6
us  Si(1)...C(11) 550.2(18)  18.0(tied to ul288) 2.6 16.7
uss  Si(4)...C(55) 550.2(24)  16.8(tied to u1288) 1.8 15.6
wisy; H(141)..H(184)  550.5(48)  45.5(fixed) -8.1 45.5
wsy H(78)...C(85) 550.8(59)  50.3(fixed) 0.1 50.3
uste C(77)...H(O1) 551.0(70)  47.4(fixed) 2.1 47.4
uae C(131)..H(165)  551.0(135)  50.0(fixed) 6.1 50.0
uss C(69)..H(110)  551.1(119)  78.4(fixed) 6.2 78.4
g0 Si(63)...C(73) 552.0(19)  16.3(tied to ul288) 3.7 15.2
unas  H(138)..C(163)  552.3(125)  70.4(fixed) 11.1 70.4
ueo  H(137)..H(145)  552.4(100)  58.7(fixed) 8.1 58.7
ugr  H(136)..H(153)  552.4(128)  51.4(fixed) 3.1 51.4
wps H(70)..H(110)  552.7(139)  99.9(fixed) 0.6 99.9
uso  H(74)..H(88) 552.7(93)  45.9(fixed) 5.7 45.9
uzs Si(65)...C(81) 552.8(23)  16.4(tied to ul288) 32 15.2
uns H(R0)..H(121)  553.1(97)  44.6(fixed) 438 44.6
uigos  H(12)...H(29) 553.2(129)  83.1(fixed) 0.8 83.1
us2o  H(9)..H(57) 553.2(80)  53.6(fixed) 0.8 53.6
s Si(63)...C(85) 553.6(15)  17.7(tied to u1288) 2.9 16.5
unee  H(152)..H(182)  554.4(65)  70.4(fixed) -13.9 70.4
uae  C(139)..H(153)  554.5(83)  47.4(fixed) 42 474
uagr Si(128)..H(176)  554.7(100)  44.4(fixed) 3.4 44.4
uaas  Si(66)..C(117)  5552(21)  17.2(tied to u1288) 1.9 16.0
uze  H(17)...C(47) 555.5(91)  55.9(fixed) 8.7 55.9
unos  H(138)..H(165)  555.6(152)  81.7(fixed) 8.5 81.7
ugy C(19)...H(53) 555.6(89)  66.7(fixed) 7.1 66.7
uass  H(75)...C(81) 556.1(63)  40.0(fixed) 3.3 40.0
s Si(1)...H(28) 556.437)  37.2(fixed) 5.3 37.2
uisso  H(70)..C(113)  556.4(150)  59.1(fixed) 5.0 59.1
Uiy Si(66)..H(107)  556.7(139)  47.5(fixed) 3.9 47.5
uisyy  C(131)..H(166)  556.7(140)  53.8(fixed) 1.2 53.8
uisr  H(181)..H(185)  556.8(47)  40.2(fixed) 5.4 40.2
Uisos  Si(66)...H(94) 557.0(82)  40.7(fixed) 25 40.7
usy H(72)..H(112)  557.0095)  62.6(fixed) 12.8 62.6
ugo  Si(125)..C(147)  557.3(9) 16.5(tied to u1288) 2.1 15.4
ues  Si(1)...C(23) 557.4(8) 17.3(tied to u1288) 4.7 16.1
uger  H(134)..H(166)  557.7(154)  62.1(fixed) 1.0 62.1
us,  Si(4)...H(58) 558.039)  28.3(fixed) 0.4 28.3
uase Si(127)..H(164)  558.1(109)  33.9(fixed) 1.3 33.9
upo  H(79)..H(106)  558.1(167)  75.1(fixed) 1.3 75.1
ups  H(74)..H(92) 558.1(135)  71.6(fixed) -10.5 71.6
ug  Si(128)..H(177)  558.1(119)  45.0(fixed) 3.6 45.0
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ues;  H(144)..H(174)  558.2(99)  47.3(fixed) 13.1 473
uns H(29)..H(62) 558.3(48)  38.6(fixed) 438 38.6
uee  C(11)...H(44) 558.3(61)  54.6(fixed) 16.4 54.6
s Si(1)...H(9) 558.4(39)  34.0(fixed) 7.1 34.0
uo  C(69)...C(85) 558.7(79)  48.1(tied to ul288) 3.4 44.7
ue  Si(3)...H21) 558.9(40)  35.9(fixed) 3.8 35.9
wsoo Si(125)..H(133)  559.2(39)  39.6(fixed) 7.1 39.6
ueo  H(181)..H(184)  559.4(51)  31.9(fixed) 0.6 31.9
wgn H(10)...H(61) 559.7(32)  32.9(fixed) 3.0 32.9
uey  Si(125)..H(146)  559.8(39)  24.3(fixed) 6.3 243
s H(72)..C(113)  560.0(136)  54.6(fixed) 4.7 54.6
uos  H(133)..H(183)  560.3(86)  80.2(fixed) -14.8 80.2
s Si(125)..H(138)  560.5(30)  32.7(fixed) 1.3 32.7
usis H(72)..H(116)  560.6(174)  70.3(fixed) 4.1 70.3
usse  C(143)..C(179)  560.7(65)  32.6(tied to ul288) 3.0 30.3
mes  H(137)..H(154)  560.8(102)  47.6(fixed) 3.1 47.6
us  Si(4)...H(40) 561.1(60)  44.6(fixed) 4.6 44.6
mes H(138)..H(153)  561.2(106)  46.1(fixed) 3.4 46.1
was H(141)..H(153)  561.9091)  60.7(fixed) 6.0 60.7
s Si(66)..H(71) 562.0(51)  35.2(fixed) 5.6 35.2
un  H(153)..H(186)  562.3(50)  35.4(fixed) 0.4 35.4
usyy  H(14)...C(55) 562.5(72)  45.3(fixed) 1.9 453
unes  H(14)...H(29) 562.6(107)  68.4(fixed) 7.2 68.4
ues1  H(13)..H(30) 563.5(100)  54.7(fixed) 4.7 54.7
uso  H(25)...H(54) 563.5(168)  104.4(fixed) 24.5 104.4
uer  H(133)..H(150)  563.5(118)  68.3(fixed) 9.8 68.3
wsor H(8)...C(19) 563.7(70)  51.0(fixed) 0.5 51.0
uo  Si(1)...H(14) 563.7(30)  31.6(fixed) 0.9 31.6
uags H(72)..H(124)  563.7(31)  31.3(fixed) 72 31.3
urer  H(74)..H(90) 564.0(111)  66.7(fixed) -8.1 66.7
ugs  C(77)..H(106)  564.0(145)  60.1(fixed) 1.0 60.1
ues  Si(127)..H(145)  564.9(39)  29.2(fixed) 1.6 29.2
uis2e  Si(63)...H(86) 565.035)  29.5(fixed) 1.5 29.5
upry  C(15)...H(54) 565.3(128)  61.7(fixed) 6.7 61.7
ues  C(77)..H(104)  566.3(150)  63.0(fixed) 12.3 63.0
uer  HOD).H(122)  566.5(33)  31.4(fixed) 6.2 31.4
un  C(135)..H(165)  566.5(131)  62.6(fixed) 5.1 62.6
us»  Si(1)...H(22) 566.7(38)  29.9(fixed) 4.9 29.9
e H(70)..H(124)  567.036)  35.2(fixed) 44 35.2
uso  H(10)...C(47) 567.2(72)  58.8(fixed) 12.1 58.8
sy H(70)..H(123)  567.3(30)  30.5(fixed) 7.3 30.5
useo  Si(65)..H(108)  567.3(83)  38.9(fixed) 32 38.9
w H(14)..H(21) 567.3(108)  84.0(fixed) 3.6 84.0
use  H(70)..C(109)  567.5(98)  80.4(fixed) 1.6 80.4
wisy H(142)..H(183)  568.5(80)  78.7(fixed) 113 78.7
usy  H(134)..H(185)  568.6(30)  34.8(fixed) 4.7 34.8
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s C(11)...H(58) 568.6(76)  51.0(fixed) 24 51.0
ues  H(79)..C(105)  568.8(147)  65.5(fixed) 3.4 65.5
s C(77)...C(85) 568.9(48)  35.1(tied to ul288) 3.3 32.6
uer  Si(66)..H(114)  570.1(74)  47.0(fixed) 3.6 47.0
s H(92)..H(122)  5703(36)  34.4(fixed) 45 34.4
uisio H(10)...H(62) 570.4(33)  32.6(fixed) 6.1 32.6
wen  C(77)...H(86) 570.7(69)  58.4(fixed) 2.6 58.4
uiss H(80)..H(122)  571.0(31)  35.4(fixed) 10.4 35.4
uagy  H(148)..H(178)  571.3(57)  57.5(fixed) 14.4 57.5
uiss  Si(66)..H(119)  571.4(36)  29.1(fixed) 1.2 29.1
uigos  C(11)...C(55) 571.6(58)  33.5(tied to ul288) 2.7 31.2
uisos  Si(128)..H(141)  571.7(37)  27.7(fixed) 2.1 27.7
urss H(9)...H(28) 571.9(111)  88.5(fixed) 13.7 88.5
uss  H(92)..H(124)  572.0(36)  32.1(fixed) 7.4 32.1
wsos  H(154)..H(186)  572.1(27)  35.9(fixed) 4.6 35.9
uo  H(84)..H(114)  572.4(132)  71.0(fixed) 0.7 71.0
e HTD.H(121)  572.7(113)  64.9(fixed) 7.4 64.9
us,  H(75).H(107)  572.7(122)  82.6(fixed) 0.3 82.6
s H(30)...H(62) 572.827)  33.8(fixed) 6.8 33.8
ues  H(8)...H(61) 572.929)  32.3(fixed) 5.3 323
ugss  H(B)...H(57) 573.069)  44.9(fixed) 3.9 44.9
uise,  H(88)..H(123)  573.1(34)  34.2(fixed) 12.2 342
s C(147)..H(181)  573.3(63)  47.5(fixed) 4.9 47.5
usee  H(21)..H(58) 573.4(59)  56.1(fixed) 7.6 56.1
wsis  C(73)..H(120)  573.4(83)  43.0(fixed) 3.0 43.0
uis»  H(149)..H(181)  573.5(97)  55.6(fixed) 9.4 55.6
uass  H(134)..H(186)  573.7(35)  34.5(fixed) 48 34.5
uagr H(9)..H(52) 573.8(120)  96.6(fixed) 3.7 96.6
wsis  H(132)..H(185)  574.0(30)  37.5(fixed) 5.7 37.5
uso  C(147)..H(178)  574.8(86)  47.3(fixed) 10.6 473
e C(179)..H(186)  575.0(38)  22.1(fixed) 9.6 22.1
uisso  Si(63)..H(75) 575.3(33)  27.8(fixed) 4.0 27.8
o Si(66)..H(104)  575.4(93)  47.2(fixed) 5.2 472
upg H(72).H(111)  575.589)  73.2(fixed) 4.0 73.2
uase  H(16)...H(46) 575.6(99)  63.6(fixed) 6.2 63.6
uis3s  H(29)...H(60) 575.7(27)  32.5(fixed) 7.5 325
upe  C(135)..C(163)  575.8(111)  54.0(tied to u1288) 3.9 50.2
uas C(69)...C(109)  576.1(79)  68.0(tied to ul727) 1.0 56.5
wgr Si(66)...H(79) 576.3(21)  26.8(fixed) 5.3 26.8
us,  H(134)..H(169)  576.3(88)  91.7(fixed) 15.6 91.7
uzo  H(71)..H(87) 576.4(117)  62.3(fixed) 5.1 62.3
uy C(81)...C(105)  576.6(210)  42.6(tied to ul288) 0.7 39.7
uer  H(28)..H(52) 576.6(101)  59.6(fixed) 17.4 59.6
uiseo  Si(4)...H(57) 576.7(33)  28.0(fixed) 2.1 28.0
uise  C(23)...H(54) 576.9(107)  79.5(fixed) 15.1 79.5
upa  H(134)..C(163)  576.9(142)  51.4(fixed) 0.7 51.4
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igas  Si(4)...H(44) 577.0(101)  55.0(fixed) 3.0 55.0
uisss Si(66)..H(120)  577.2(35)  27.2(fixed) 2.1 27.2
s H(82)..H(108)  577.3(268)  62.2(fixed) 42 62.2
ussy  H(12)...H(60) 577.439)  39.5(fixed) -14.0 39.5
uisss H(10)...H(26) 577.4(110)  68.1(fixed) -10.0 68.1
ues  H(146)..H(177)  577.5(145)  47.3(fixed) 7.7 473
s Si(1)...H(24) 577.7(17)  30.8(fixed) 52 30.8
uisss  Si(4)...H(17) 577.7(29)  25.5(fixed) 1.3 25.5
usyr H(136)..H(184)  578.1(38)  36.3(fixed) 152 36.3
uso  C(15)...H(24) 578.1(60)  52.3(fixed) 1.9 52.3
s H(76)...C(81) 578.4(69)  49.3(fixed) 1.4 493
ugeo  C(73)...C(117)  578.4(58)  27.3(tied to ul288) 4.6 25.4
s Si(65)...H(82) 578.4(36)  26.8(fixed) 22 26.8
us H(137)..H(166)  579.0(111)  73.6(fixed) 6.7 73.6
s Si(63)...H(90) 579.040)  30.4(fixed) 6.1 30.4
uage  C(151)...C(175)  579.5(175)  34.4(tied to ul288) 0.3 32.0
uesr H(74)..H(119)  579.8(83)  47.1(fixed) 1.0 47.1
ussr  Si(63)...H(76) 579.8(24)  27.9(fixed) 4.2 27.9
uey  C(11)...H21) 580.0(83)  60.4(fixed) 1.6 60.4
uee  C(73)..H(107)  580.1(93)  65.1(fixed) 0.8 65.1
uges  H(182)..H(186)  580.3(52)  49.0(fixed) 6.7 49.0
uis,  H(90)..H(114)  580.3(198)  84.9(fixed) 2.1 84.9
uses H(71)..C(118)  580.5(17)  19.1(fixed) 6.8 19.1
uess  C(15)...H(29) 580.6(74)  64.4(fixed) 3.4 64.4
uor H(76)..H(119)  580.6(71)  43.3(fixed) 48 433
uees  H(80)..H(107)  580.6(141)  68.0(fixed) 5.8 68.0
uises  Si(4)...H(16) 580.7(21)  29.2(fixed) 3.1 29.2
uisy  H(142)..H(149)  580.7(73)  49.5(fixed) 5.4 49.5
uises  H(153)..H(184)  580.9(27)  34.0(fixed) 45 34.0
wsre Si(1)...H(25) 581.2(25)  33.8(fixed) 3.7 33.8
user Si(125)..H(149)  581.4(26)  29.2(fixed) 0.6 29.2
ueer  H(12)..H(57) 581.8(83)  48.7(fixed) 1.5 48.7
uises  H(90)..C(118)  581.9(22)  19.7(fixed) 6.9 19.7
uiese  H(138)..H(145)  582.3(105)  61.4(fixed) 3.2 61.4
user H(72)...H(90) 582.4(96)  75.7(fixed) 9.1 75.7
uiess  H(16)...H(25) 582.9(46)  49.3(fixed) 3.2 493
usyy C(11)...C(19) 583.5(56)  41.4(tied to ul288) 5.2 38.5
ueas  H(7D)..H(123)  583.5(36)  34.4(fixed) 5.9 34.4
uisos  H(90)..H(124)  583.6(47)  35.9(fixed) 5.8 35.9
usss  H(28)...C(56) 583.6(14)  20.9(fixed) 9.8 20.9
uiseo  Si(125)..H(148)  583.6(17)  29.0(fixed) 1.6 29.0
user H(9)...C(56) 583.6(18)  20.4(fixed) 7.3 20.4
weo  H(144)..H(172)  583.9(135)  45.4(fixed) 7.5 45.4
ue H(75)..C(105)  583.9(87)  67.9(fixed) 3.1 67.9
e Si(127)..H(157)  584.2(94)  50.5(fixed) 1.4 50.5
up  H(90)..H(115)  584.3(239)  82.2(fixed) -8.2 82.2
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U1637
U1703
Ui467
U610
U781
U1630
Ui667
U1780
U717
U619
Uie15
U1589
U1602
U647
U779
U1760
U1632
U173s
U1669
U462
Uis14
U1584
Uie12
U622
Uis597
U1593
Ui428
Ujs44
U598
U676
U588
U1525
U643
U1604
Ui614
U601
Ui627
U513
Ui672
U631
U1806
U744
U659
U1865
U652
U1658

Si(63)...H(87)
H(10)...H(58)
Si(66)...H(108)
C(139)...C(147)
H(138)...C(151)
H(140)...H(149)
C(135)...C(179)
H(121)...H(124)
H(75)...H(119)
Si(1)...H(13)
C(15)...C(23)
Si(125)...H(137)
H(138)...H(182)
C(69)..H(116)
H(14)...C(27)
C(135)...H(154)
Si(3)...H(20)
H(137)...H(182)
H(80)...H(87)
Si(3)...H(53)
Si(65)...H(104)
Si(65)...H(83)
Si(127)...H(144)
Si(128)...H(140)
H(22)..H(61)
H(133)...C(180)
H(152)...H(178)
H(132)...H(146)
H(13)..H(22)
H(16)...H(24)
H(152)...C(180)
H(20)...H(58)
C(89)...H(123)
H(14)...C(19)
C(131)...H(184)
C(131)...C(143)
H(132)...H(144)
H(12)...H(44)
C(73)...C(81)
H(146)...H(185)
H(78)..H(O1)
H(145)... H(181)
C(151)...H(185)
H(152)...H(183)
C(77)...C(105)
C(69)...H(122)

584.4(11)  29.3(fixed)
584.6(67)  48.4(fixed)
584.8(112)  47.4(fixed)
584.9(49)  27.5(tied to ul288)
585.080)  39.5(fixed)
585.0(49)  47.2(fixed)
585.1(43)  40.0(tied to ul288)
585.2(71)  34.1(fixed)
585.3(79)  49.4(fixed)
585.4(25)  28.3(fixed)
585.6(41)  29.5(tied to ul288)
585.6(26)  28.8(fixed)
585.7(61)  70.7(fixed)
585.7(173)  57.8(fixed)
585.7(81)  51.3(fixed)
585.9(88)  38.7(fixed)
586.0(23)  26.1(fixed)
586.1(66)  70.2(fixed)
586.3(66)  50.7(fixed)
586.4(99)  60.4(fixed)
586.5(91)  46.7(fixed)
586.6(25)  30.0(fixed)
587.2(26)  22.9(fixed)
587.2(22)  24.7(fixed)
587.3(33)  36.1(fixed)
587.8(19)  21.2(fixed)
587.8(223)  53.4(fixed)
587.9(87)  47.1(fixed)
588.3(78)  55.9(fixed)
588.4(39)  56.8(fixed)
588.7(14)  19.3(fixed)
588.7(48)  50.2(fixed)
588.8(21)  17.4(fixed)
588.8(81)  65.4(fixed)
588.920)  19.8(fixed)
589.2(58)  31.1(tied to ul727)
589.2(80)  43.3(fixed)
589.2(62)  60.1(fixed)
589.6(44)  27.8(tied to ul288)
589.6(32)  38.5(fixed)
589.6(78)  50.2(fixed)
589.6(83)  47.0(fixed)
589.7(14)  18.0(fixed)
589.7(60)  65.2(fixed)
589.7(120)  55.6(tied to ul727)
589.7(16)  16.6(fixed)

-4.0
-2.1
-2.9
-3.4
-7.4

1.4
-5.0
-9.3
-3.4
-3.1

0.2
-4.5

2.8

4.1
10.9
-6.7
-7.1
-1.6

5.8
-5.8

7.6
-3.5
-2.6
-3.7
10.2
-7.6

53

7.1

2.9

59
-6.3

8.9
-6.7
-4.0
-8.2
-2.0

33
20.0
-2.3
16.6
-1.9
-0.9
-8.9
15.0
-0.9
-7.0

293
48.4
47.4
25.6
39.5
47.2
37.2
34.1
494
28.3
27.4
28.8
70.7
57.8
51.3
38.7
26.1
70.2
50.7
60.4
46.7
30.0
22.9
24.7
36.1
21.2
53.4
47.1
55.9
56.8
19.3
50.2
17.4
65.4
19.8
25.9
43.3
60.1
25.8
38.5
50.2
47.0
18.0
65.2
46.2
16.6
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rgos  H(10)...H(59) 589.9(81)  55.1(fixed) 2.1 55.1
uigzo  C(7)...H(60) 590.0(18)  17.4(fixed) 7.0 17.4
uiger  C(139)..H(148)  590.1(67)  49.1(fixed) 3.7 49.1
uees  H(136)..H(182)  590.4(68)  75.4(fixed) 5.3 75.4
wsyy  H(83)..H(114)  590.4(175)  60.5(fixed) 8.6 60.5
us H(144)..H(183)  590.4(106)  52.7(fixed) 0.3 52.7
s C(135)..H(181)  591.0(60)  51.0(fixed) 45 51.0
uess  H(133)..H(165)  591.1(154)  56.2(fixed) 7.2 56.2
ugso  C(135)...C(143)  591.1(56)  33.5(tied to ul288) 2.1 31.2
uiz, C(19)...C(51) 591.2(96)  55.7(tied to ul727) 0.2 46.3
o H(76)..H(120)  591.3(81)  53.2(fixed) 1.8 53.2
us  H(74)..H(106)  591.9(112)  63.3(fixed) 6.6 63.3
usso  H(20)...C(55) 592.1(38)  42.7(fixed) 5.3 42.7
e C(135)..H(145)  5922(81)  43.5(fixed) 1.1 435
wgr Si(65)...Si(67) 592.3(38)  19.2(tied to ul288) 1.6 17.8
ug  H(9)..H(26) 592.5(109)  72.6(fixed) 7.9 72.6
wsyr H(9)...H(62) 592.6(41)  38.0(fixed) 5.4 38.0
ues:  C(27)...H(61) 592.9(14)  17.5(fixed) -8.0 17.5
ugss C(131)...C(163)  593.2(126)  37.4(tied to ul288) 0.6 34.8
ursss  H(72)..H(87) 593.8(95)  59.4(fixed) 2.8 59.4
wry H(26)..H(61) 593.9(42)  43.0(fixed) 122 43.0
uie  HOD).H(123)  594.5(43)  33.2(fixed) 5.0 33.2
uigse C(11)...H(30) 594.9(85)  47.7(fixed) -10.6 47.7
usss  H(82)..C(117)  595.2(40)  41.7(fixed) 4.0 41.7
us C(7)..H(58) 595.2(60)  39.8(fixed) 6.2 39.8
uesy  H(144)..H(173)  595.6(68)  41.8(fixed) 8.3 41.8
uigao  H(28)...H(60) 595.6(34)  38.5(fixed) 8.2 38.5
uis  H(79)..H(87) 595.9(47)  49.0(fixed) 2.7 49.0
uee  H(141)..H(154)  596.0096)  60.5(fixed) 2.4 60.5
uers  H(28)..H(62) 596.1(31)  35.0(fixed) 9.3 35.0
uesr  H(150)..H(185)  596.2(40)  41.7(fixed) -17.0 41.7
uzss H(13)..H(57) 596.2(72)  47.8(fixed) 3.4 47.8
o H(70)...C(81) 596.2(78)  48.1(fixed) 2.4 48.1
uise  C(11)...H(28) 596.3(84)  56.4(fixed) -11.0 56.4
ues  H(146)..H(181)  596.6(77)  54.8(fixed) 2.6 54.8
uiess  H(18)..H(25) 596.6(59)  52.8(fixed) 10.3 52.8
uos  C(139)...C(151)  596.7(65)  36.6(tied to ul727) 2.7 30.4
user  H(133)..H(186)  596.9(43)  39.9(fixed) 3.5 39.9
s C(15)...C(51) 597.1(94)  48.3(tied to ul288) 2.0 45.0
ueso  H(70)..H(82) 597.1(102)  53.4(fixed) 5.5 53.4
s H(TD..H(124)  597.3(35)  33.0(fixed) 5.9 33.0
uess  H(137)..H(146)  597.4(80)  51.4(fixed) 5.6 51.4
s HEOD.H(115)  597.4(261)  64.4(fixed) -15.3 64.4
uzes  C(77)...C(89) 597.6(52)  38.2(tied to ul727) 5.2 31.7
uer H(75)..H(84) 597.9(72)  46.1(fixed) 3.8 46.1
sy Si(4)..H(52) 598.1(56)  43.8(fixed) -0.8 43.8
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ugrs H(17)...H(29) 598.2(80)  66.8(fixed) N 8.6 66.8
wsie  H(144)..H(182)  598.2(86)  47.8(fixed) — 438 47.8
ey H(138)..C(143)  598.9(80)  50.3(fixed) S— 3.1 50.3
uio  C(69)...C(113)  598.9(128)  47.2(tied toul727) —— 0.1 39.2
use  H(71)...H(90) 598.9(99)  63.7(fixed) S— 8.6 63.7
ues  H(92)..H(119)  599.0(79)  54.0(fixed) — 8.0 54.0
s H(141)..H(149)  599.2(69)  48.6(fixed) S— 2.2 48.6
e H(132)..H(145)  599.3(74)  45.3(fixed) — 2.2 453
uagr H(17)..H(52) 599.6(115)  62.1(fixed) S— 4.7 62.1
ursor  H(70)...H(86) 599.8(93)  68.2(fixed) — 7.1 68.2
ws, H(82)..C(109)  599.9(89)  53.0(fixed) S— 9.0 53.0
ues  H(21)...C(55) 599.9(52)  48.4(fixed) — 0.1 48.4
wss  H(134)..H(168)  600.1(98)  73.1(fixed) S— 10.3 73.1
uso  H(181)..H(186)  600.3(44)  33.3(fixed) — 6.7 333
ugeo  H(132)..H(184)  600.4(40)  36.4(fixed) S— 47 36.4
uiss; Si(3)...H(52) 600.4(75)  62.2(fixed) — 43 62.2
w3, H(18)...H(60) 600.5(32)  41.0(fixed) S— 137 41.0
war C(85)..H(116)  600.5(87)  54.0(fixed) — 13.2 54.0
uee H(72)..H(122)  600.6(33)  30.8(fixed) S— 6.6 30.8
uisrs  H(10)...H(50) 600.7(74)  63.0(fixed) — 14.1 63.0
uio  C(73)...C(105)  600.7(70)  57.3(tied toul727) —— 0.5 47.6
uisos  H(82)..H(107)  600.8(239)  51.5(fixed) — 0.4 51.5
uers  H(9)...H(61) 600.8(31)  35.0(fixed) S— 6.1 35.0
uess  H(134)..C(143)  600.8(77)  50.5(fixed) — 2.5 50.5
79, H(80)...H(91) 601.9(82)  53.5(fixed) S— 3.7 53.5
uieoe  H(142)..H(153)  601.997)  50.7(fixed) — 43 50.7
w0 C(19)...H(58) 602.0(46)  37.1(fixed) S— 3.8 37.1
uzss  C(7)...C(19) 602.051)  39.3(tied toul727) —— 7.5 32.6
wsio C(135)..H(152)  602.0(86)  41.9(fixed) S— 6.4 41.9
ugos  H(76)..H(83) 602.2(84)  56.8(fixed) — 2.6 56.8
s H(141)..C(151)  602.8(74)  43.8(fixed) S— 0.2 43.8
uso  H(136)..H(165)  602.9(144)  65.6(fixed) — 6.0 65.6
ues H(136)..C(151)  603.1(95)  40.1(fixed) S— 5.7 40.1
wen  H(152)..H(184)  603.1(35)  38.5(fixed) — 3.5 38.5
wns  Si(127)..Si(130)  603.4(12)  20.8(tied toul727) —— 25 17.3
upss  H(154)..H(185)  603.5(31)  32.2(fixed) — 7.1 322
uor H(12)...C(27) 603.8(93)  57.8(fixed) S— -10.5 57.8
ur Si(3)...Si(5) 603.924)  18.9(10) 15.7(16) 2.3 15.7
ueso  H(79)..H(110)  604.3(124)  69.5(fixed) — 19.1 69.5
ursss H(70)..H(88) 604.4(104)  71.7(fixed) — 0.2 71.7
unes H(79)..H(O1) 604.4(60)  50.6(fixed) S— 0.5 50.6
uges HOD.H(119)  604.6(77)  61.3(fixed) — 45 61.3
ugyy  H(149)..H(182)  604.7(93)  70.5(fixed) S— 3.2 70.5
wiss H(8)...H(20) 604.9(76)  56.4(fixed) — 3.0 56.4
uses  H(133)..H(166)  604.9(160)  59.9(fixed) S— 0.2 59.9
ues  H(90)..H(122)  605.027)  32.6(fixed) — -6.1 32.6
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mes H(74)..H(122)  6052(41)  37.9(fixed) 9.5 37.9
wise  H(82)..H(111)  605.2(52)  64.4(fixed) 11.8 64.4
uigss  H(75)...H(83) 605.3(67)  45.4(fixed) 0.8 45.4
uesr  H(152)..H(186)  605.4(30)  40.7(fixed) 3.7 40.7
upgr  H(78)..H(103)  605.9(167)  81.2(fixed) 16.3 81.2
ugs  H(70)..H(114)  606.2(156)  67.8(fixed) 5.2 67.8
o H(76)..H(106)  606.6(77)  61.5(fixed) 2.1 61.5
urnos  H(17)..H(50) 606.7(96)  64.9(fixed) 6.7 64.9
uses H(92)..C(117)  606.8(54)  45.2(fixed) 4.7 452
urmo  H(8)...H(60) 607.036)  33.9(fixed) 4.6 33.9
e Si(65)..H(116)  607.6(121)  49.0(fixed) 3.3 49.0
uisor  H(75)...H(82) 607.9(67)  42.8(fixed) 0.1 42.8
msos  C(139)..H(154)  608.1(86)  49.1(fixed) 2.7 49.1
uigzo  H(8)...C(55) 608.6(56)  38.4(fixed) 7.3 38.4
e H(30)...C(55) 608.6(44)  51.2(fixed) 5.8 51.2
wsis  H(22)...H(54) 608.9(129)  67.7(fixed) 3.2 67.7
ups  H(13)...H(44) 608.9(80)  57.0(fixed) 12.5 57.0
urs C(69)...H(86) 609.079)  55.1(fixed) 9.6 55.1
uisao  H(145)..C(179)  609.3(72)  40.5(fixed) 6.6 40.5
up  H(17)..H(25) 609.6(53)  49.4(fixed) 45 494
wgis  H(140)..H(148)  609.8(61)  56.4(fixed) 1.6 56.4
uy H(133)..H(185)  610.2(29)  38.6(fixed) 7.2 38.6
urss Si(66)..C(101)  610.8(72)  38.7(tied to ul727) 1.8 32.1
w9y H(16)...C(23) 611.0(40)  33.5(fixed) 0.3 33.5
urzes C(19)...C(55) 611.036)  33.5(tied to ul727) 0.5 27.8
wo  H(132)..H(168)  611.2(91)  58.1(fixed) 10.3 58.1
ugo  C(147)..C(179)  611.3(46)  37.0(tied to ul727) 3.5 30.7
w0 H(76)..C(117)  611.3(55)  33.9(fixed) 5.6 33.9
uzy H(30)...H(61) 612.132)  36.0(fixed) 5.4 36.0
w Si(3)..H(42) 612.1(51)  41.6(fixed) 43 41.6
urss H(3)...H(22) 612.5(81)  57.5(fixed) 1.7 57.5
uisoo  H(10)...H(60) 613.027)  31.3(fixed) 6.4 31.3
w H(10)...H(48) 613.1(88)  57.4(fixed) 7.9 57.4
wse  H(149)..C(179)  613.2(75)  41.5(fixed) 1.2 41.5
us,  H(134)..H(184)  613.3(29)  34.1(fixed) 7.5 34.1
ups  C(77)..H(103)  613.6(146)  62.3(fixed) 12.6 62.3
ugs  C(143)..C(171)  613.6(84)  40.2(tied to ul727) 0.2 33.4
uoer  H(70)..H(112)  613.8(99)  81.7(fixed) 0.7 81.7
ugsy H(9)...C(55) 613.8(64)  42.4(fixed) 7.1 424
wsee  H(137)..H(181)  614.2(68)  54.6(fixed) 32 54.6
use  H(153)..H(185)  6142(31)  31.9(fixed) 7.3 31.9
wss:  Si(127)..C(155)  614.4(81)  38.7(tied to ul727) 3.5 32.1
wsr H(80)..H(106)  614.4(169)  64.3(fixed) 0.5 64.3
une  H(84)..H(123)  614.7(36)  39.5(fixed) -12.0 39.5
sy H(72)..H(114)  614.8(147)  60.7(fixed) 4.8 60.7
s, H(9)..H(53) 615.1(138)  86.6(fixed) -13.7 86.6
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oo C(143)..H(182)  615.5(61)  45.7(fixed) 8.9 45.7
urs; H(8)..H(21) 615.7(68)  51.8(fixed) 2.6 51.8
9o H(29)...H(61) 615.7(29)  34.8(fixed) 7.1 34.8
uiso  H(10)...C(19) 615.7(70)  55.3(fixed) 8.7 55.3
urpes  H(13)...H(20) 616.2(62)  52.1(fixed) 48 52.1
uisas H(134)..H(161)  616.2(83)  82.7(fixed) 13.3 82.7
wrys H(22)..H(53) 616.5(88)  70.8(fixed) 7.8 70.8
uie Si(128)..H(157)  616.6(55)  58.7(fixed) 4.4 58.7
s Si(4)...C(43) 617.2(72)  42.6(tied to ul727) 3.1 35.4
wi H(14)..H(44) 618.3(54)  56.8(fixed) 12.4 56.8
uiss,  H(18)...H(54) 618.7(141)  76.2(fixed) 3.6 76.2
uiseo C(15)...C(27) 618.9(55)  46.6(tied to ul727) 43 38.7
o H(153)..H(178)  618.9(193)  44.9(fixed) 0.3 44.9
uors  C(147)..H(182)  619.4(66)  60.7(fixed) 4.6 60.7
uer H(70)..H(122)  619.527)  29.3(fixed) 6.5 29.3
uisss  Si(65)..H(95) 620.0(55)  47.7(fixed) 3.4 47.7
msor  Si(127)..H(146)  620.0(30)  19.7(fixed) 5.3 19.7
uery  H(17)..H(53) 620.0(101)  51.3(fixed) 0.2 513
uror  H(7D)..H(110)  620.3(130)  86.7(fixed) 1.3 86.7
usy  Si(66)...H(80) 621.0(24)  19.8(fixed) 6.5 19.8
wser H(140)..C(147)  621.1(41)  31.0(fixed) 42 31.0
uie H(134)..C(167)  621.1(78)  70.5(fixed) 7.8 70.5
mses  H(132)..H(169)  621.2(102)  81.8(fixed) 3.3 81.8
uips  C(89)..H(119)  621.2(60)  40.2(fixed) 1.7 40.2
uie Si(3)...H(22) 621.227)  22.5(fixed) 8.0 22.5
uisos  Si(128)..H(142)  621.3(32)  19.9(fixed) 5.4 19.9
usoo  H(92)..H(123)  621.5(26)  30.1(fixed) 6.9 30.1
wp Si(127)..H(161)  621.7(75)  53.8(fixed) 2.5 53.8
uzs H(72)...C(85) 622.0(71)  50.7(fixed) 9.0 50.7
wsyr H(134)..H(144)  622.7091)  56.4(fixed) 0.6 56.4
wsor  H(137)..C(179)  623.1(47)  38.6(fixed) 7.0 38.6
uises  Si(65)..H(110)  623.3(84)  49.1(fixed) 1.3 49.1
ey H(138)..H(164)  623.4(136)  79.9(fixed) 6.8 79.9
ups; H(136)..C(163)  623.5(126)  53.7(fixed) 1.8 53.7
e C(11)...H(45) 623.5(110)  73.1(fixed) 25 73.1
U0 H(21)..H(54) 623.9(115)  61.8(fixed) 4.1 61.8
g C(81)...C(117)  6243(33)  30.3(tied to ul727) 1.9 25.2
uoos  H(21)..H(53) 624.9(100)  69.7(fixed) 4.4 69.7
g H(142)..H(184)  625.0(30)  33.9(fixed) -13.9 33.9
uoes  H(74)..H(107)  625.0096)  68.9(fixed) 0.3 68.9
g C(77)..C(101)  625.1(132)  47.2(tied to u1288) 6.7 43.9
wsy  H(137)..H(144)  625.2(64)  46.9(fixed) 0.5 46.9
uigas  H(138)..C(179)  625.3(42)  41.8(fixed) 6.0 41.8
uiss,  C(77)...H(92) 625.5(72)  52.5(fixed) 6.6 52.5
o H(150)..H(178)  626.0(105)  51.3(fixed) 9.8 513
urgr  H(79)..H(86) 626.1(57)  59.9(fixed) 7.7 59.9
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s H(78)..H(107)  626.2(116)  69.2(fixed) 45 69.2
wis,  C(73)...H(83) 626.6(53)  35.5(fixed) 2.0 35.5
oor  C(7)...H(59) 626.8(65)  40.0(fixed) 6.6 40.0
wisos  Si(127)..H(168)  627.0(48)  37.7(fixed) 3.2 37.7
uigss  Si(4)...H(18) 627.125)  20.3(fixed) 6.8 20.3
uroes  H(13)..H(58) 627.3(75)  56.4(fixed) 6.2 56.4
e Si(128)..H(166)  627.4(48)  43.8(fixed) 3.2 43.8
uigsy  C(11)...C(43) 627.5(64)  53.9(tied to ul727) 2.0 44.8
mgs  C(131)..H(144)  627.5(65)  30.1(fixed) 2.1 30.1
usss H(75)..C(117)  627.9(58)  31.9(fixed) 7.1 31.9
e C(89)...C(117)  628.1(39)  35.1(tied to ul727) 1.6 29.2
uis  HEOD..C(117)  628.1(60)  51.2(fixed) 1.3 512
uzgr H(71)...C(85) 628.4(87)  49.2(fixed) 6.5 492
uiser  Si(65)...H(84) 628.4(27)  19.6(fixed) 7.4 19.6
uog,  H(79)...C(85) 628.6(40)  36.2(fixed) 8.3 36.2
urzss  H(10)...H(49) 628.7(69)  66.4(fixed) 9.5 66.4
msos  H(74)..H(120)  629.0096)  48.0(fixed) 4.0 48.0
woar  H(72)..H(115)  629.4(111)  53.6(fixed) 1.9 53.6
oz H(76)...H(84) 629.5(78)  56.4(fixed) 45 56.4
us  C(15)...H(48) 629.8(104)  65.0(fixed) 1.7 65.0
wgsy  H(140)..H(153)  629.8(73)  47.1(fixed) 1.1 47.1
uisns Si(65)..C(113)  630.0(86)  37.7(tied to ul727) 2.7 31.4
wsgs H(83)..C(117)  630.2(49)  45.4(fixed) 2.4 45.4
wss; Si(125)..H(136)  630.8(19)  21.2(fixed) 7.0 212
ey H(78)...C(89) 631.0(54)  35.4(fixed) 7.7 35.4
wiseo  Si(127)..H(178)  631.1(51)  44.9(fixed) 2.6 44.9
uises Si(1)...H(12) 631.3(19)  19.4(fixed) 6.8 19.4
uisy C(69)...C(81) 631.4(57)  39.2(tied to ul727) 3.8 32.6
e H(26).. H(54) 631.4(96)  82.4(fixed) 12.2 82.4
uin  C(151)..H(176)  631.6(186)  46.5(fixed) 32 46.5
e H(18)...H(29) 631.8(89)  75.8(fixed) 2.0 75.8
uross  H(13)...C(55) 632.2(53)  37.5(fixed) 6.5 37.5
uigrs  Si(63)...H(74) 632.8(18)  18.7(fixed) 6.8 18.7
uisss H(82)..H(120)  632.9(45)  45.0(fixed) 1.4 45.0
wgr H(17)...H(49) 632.9(83)  51.2(fixed) 2.2 51.2
uoes  H(145)..C(171)  633.2(108)  56.9(fixed) 3.3 56.9
uigy C27)...C(55) 633.2(31)  34.6(tied to ul727) 1.6 28.8
uer Si(65)..C(101)  633.3(76)  36.7(tied to ul727) 0.9 30.5
uorr  C(143)..H(183)  634.1(75)  41.6(fixed) 9.1 41.6
usos  H(10)...H(20) 634.2(85)  66.9(fixed) 7.5 66.9
sy H(132)..H(166)  634.4(119)  52.7(fixed) 12 52.7
u,  C(69)..H(112)  634.582)  56.2(fixed) 0.5 56.2
urors H(70)..H(115)  634.5(140)  60.8(fixed) 5.0 60.8
uge  H(17)...C(27) 634.6(63)  43.8(fixed) 0.8 43.8
uor,  H(10)...H(33) 634.6(104)  86.3(fixed) 9.4 86.3
uiseo  C(131)..H(169)  635.3(78)  75.0(fixed) 3.8 75.0
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usse  H(75)..H(120)  635.9(77)  42.8(fixed) 75 42.8
mes  C(11)..H(54) 635.9(112)  72.9(fixed) 11.8 72.9
oy H(148)..H(181)  636.0(55)  47.7(fixed) 0.6 47.7
uigrs  C(69)...H(82) 636.5(78)  40.5(fixed) 0.3 40.5
uors  C(15)...C(47) 636.5(75)  54.6(tied to ul727) 47 453
uisos  H(74)..C(117)  636.6(67)  31.4(fixed) 5.7 31.4
wsso  Si(127)..C(159)  636.8(68)  42.6(tied to ul727) 2.9 35.4
uoss  H(150)..H(181)  636.8(61)  55.4(fixed) 2.5 55.4
s C(131)..H(145)  636.9(53)  31.1(fixed) 48 31.1
wssi  H(141)..C(147)  637.2(52)  31.0(fixed) 5.2 31.0
msis C(131)..H(168)  637.3(75)  49.8(fixed) 5.4 49.8
uisp,  H(88)..H(116)  637.4(93)  58.3(fixed) 17.0 58.3
gy C(7)...H(20) 637.7(59)  40.8(fixed) 9.3 40.8
wiops  Si(125)..H(150)  638.1(10)  19.1(fixed) 7.0 19.1
moss  H(132)..H(165)  638.2(123)  49.9(fixed) 1.4 49.9
uisyy C(69)...H(88) 638.5(81)  51.4(fixed) 7.8 51.4
Uisos  Si(63)...H(88) 638.5(15)  18.7(fixed) 6.3 18.7
ures  H(20)..H(52) 638.5(153)  76.8(fixed) 6.0 76.8
us C(81)..H(108)  638.7(221)  53.7(fixed) 3.8 53.7
e H(17)..H(30) 638.8(83)  59.9(fixed) 2.6 59.9
usss  H(142)..C(147)  638.9(62)  31.7(fixed) 4.6 317
us  H(18)..H(24) 638.9(76)  59.0(fixed) 0.7 59.0
Uiseo  Si(4)...H(59) 639.1(19)  18.3(fixed) 5.5 18.3
uore  Si(128)..C(171)  639.3(37)  27.7(tied to ul727) 1.5 23.0
s H(30)...H(57) 639.8(38)  52.0(fixed) 3.2 52.0
uos  H(17)...C(23) 639.9(41)  31.6(fixed) 2.7 31.6
gy C(73)...H(82) 639.9(45)  30.0(fixed) 47 30.0
e Si(1)...H(26) 640.2(9) 19.9(fixed) 9.6 19.9
oy H(17)..H(24) 640.3(52)  51.9(fixed) 3.8 51.9
uiser  H(78)..H(106)  640.3(119)  59.5(fixed) 4.9 59.5
o1 Si(65)..C(109)  640.4(53)  39.3(tied to ul727) 3.5 32.6
wgs  H(82)..H(119)  640.5(57)  44.0(fixed) 2.4 44.0
s C(15)...H(30) 640.6(73)  52.4(fixed) 5.4 52.4
tigoo  H(16)...H(54) 640.8(118)  61.7(fixed) 1.5 61.7
tiosa  H(76).. H(82) 641.2(61)  48.1(fixed) 5.7 48.1
uers  H(12)...C(55) 641.2(63)  35.8(fixed) 6.1 35.8
s Si(65)..H(103)  641.5(89)  52.8(fixed) 2.5 52.8
g H(80)..C(105)  641.9(136)  50.9(fixed) 1.8 50.9
urss  H(138)..H(154)  641.9(75)  43.0(fixed) -10.1 43.0
sy H(12)...H(58) 642.0(80)  55.6(fixed) 7.5 55.6
uess  H(13)...H(54) 642.0(116)  79.9(fixed) 16.9 79.9
U060 H(80)...C(85) 642.1(57)  36.2(fixed) 5.2 36.2
s H(83)..H(120)  642.1(64)  51.3(fixed) 0.6 513
uoe  H(138)..H(181)  642.2(55)  50.1(fixed) -8.0 50.1
o H(146)..C(179)  642.3(60)  38.9(fixed) 7.9 38.9
U3 H(79)...C(89) 642.5(45)  37.1(fixed) -6.1 37.1
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o2 Si(3)...H(33) 642.8(50)  50.9(fixed) 3.5 50.9
wops  Si(66)..H(121)  643.0(17)  18.0(fixed) 5.2 18.0
oo H(133)..C(163)  643.2(145)  42.6(fixed) 1.9 42.6
sy C(73)...H(84) 643.5(52)  32.7(fixed) 4.6 327
oso  C(7)...C(47) 644.0(58)  54.6(tied to ul727) 3.9 45.4
ies  H(25)..C(51) 644.1(155)  94.0(fixed) 5.7 94.0
s C(11)...H(22) 644.5(61)  42.4(fixed) 7.3 42.4
ey C(7)...H21) 645.1(48)  35.8(fixed) 9.6 35.8
uoos  H(72)...H(82) 645.1(92)  59.3(fixed) 1.4 59.3
uisso  H(29)...C(55) 645.4(50)  47.0(fixed) 1.7 47.0
uioss  H(142)..H(148)  645.6(84)  53.7(fixed) 5.9 53.7
uors  H(18)...C(23) 645.6(52)  34.2(fixed) 0.5 342
mses  C(81)..H(107)  645.7(205)  44.1(fixed) 7.0 44.1
Uross  Si(3)...C(47) 646.030)  30.5(tied to ul727) 6.2 25.4
o0 H(16)...H(29) 646.2(65)  60.6(fixed) 4.1 60.6
ey C(131)..H(146)  646.4(68)  32.9(fixed) 3.0 32.9
o1y H(20)...H(49) 647.045)  76.9(fixed) 16.5 76.9
uzss  C(23)...C(51) 647.5(102)  79.0(tied to ul727) 0.4 65.7
uri0o  H(78)...H(88) 647.9(60)  52.6(fixed) -10.1 52.6
ure  H(24)...H(54) 647.9(101)  81.0(fixed) 5.0 81.0
mogs  C(143)..H(174)  648.2(92)  41.6(fixed) 1.0 41.6
usro  H(80)...H(86) 648.2(81)  63.3(fixed) 6.4 63.3
o H(136)..C(179)  648.4(47)  44.5(fixed) 6.5 44.5
ungs  H(70)..H(111)  648.8(90)  79.7(fixed) -10.3 79.7
ey Si(127)..H(169)  649.1(60)  57.8(fixed) 1.1 57.8
uzas C(23)...H(53) 649.3(142)  83.3(fixed) 2.7 83.3
urss  H(14)...H(30) 649.9(74)  50.6(fixed) 143 50.6
us;  C(11)...H(20) 650.045)  39.7(fixed) -10.5 39.7
s C(81)..H(120)  650.1(44)  31.6(fixed) 25 31.6
ueyy  H(79)..C(109)  650.2(106)  57.7(fixed) 7.8 57.7
worr H(149)..H(178)  650.6(85)  49.0(fixed) 4.6 49.0
urn  H(86)..H(116)  650.6(76)  56.0(fixed) 10.2 56.0
ugss  H(30)...H(58) 651.2(52)  52.6(fixed) 3.2 52.6
sy H(24)...H(58) 651.2(64)  56.2(fixed) 0.5 56.2
wsor H(137)..H(165)  651.6(121)  65.4(fixed) 3.3 65.4
Urey  H(14)...H(28) 651.7(86)  60.1(fixed) 172 60.1
tioss  Si(3)...C(39) 651.9(44)  33.4(tied to ul727) 25 27.7
uoso  C(147)..C(175)  652.1(67)  44.4(tied to ul727) 0.4 36.9
oo H(141)..H(148)  652.2(60)  47.5(fixed) 7.0 47.5
ey C(135)..H(146)  652.3(62)  37.0(fixed) 4.3 37.0
g1 H(14)..H(22) 652.5(86)  69.1(fixed) -8.0 69.1
ussy  H(16)...H(41) 652.9(105)  90.2(fixed) 9.8 90.2
wy  C(69)..H(111)  653.2(74)  62.5(fixed) 7.6 62.5
Uroso  H(29)..H(57) 653.5(43)  51.7(fixed) 1.4 51.7
o1 H(70)...H(84) 654.3(86)  58.5(fixed) 1.1 58.5
uzse  H(25)..H(53) 654.3(197)  108.9(fixed) 1.8 108.9
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ugs H(82)..H(121)  654.4(48)  45.9(fixed) 41 45.9
sy H(21)..H(57) 654.5(51)  50.4(fixed) 2.9 50.4
uroro  H(136)..H(181)  654.5(65)  58.1(fixed) 6.5 58.1
s H(20)..H(57) 654.5(40)  44.6(fixed) 0.5 44.6
Uras  Si(66)... H(98) 654.6(64)  47.1(fixed) 2.3 47.1
urss  H(8)...H(58) 654.6(56)  43.1(fixed) 9.4 43.1
ue  H(87)..H(116)  655.0(125)  58.1(fixed) 8.6 58.1
s, H(72)...C(81) 655.069)  51.3(fixed) 5.0 513
oo H(132)..C(167)  655.0(82)  55.9(fixed) 1.6 55.9
uioss  Si(3)...H(41) 655.2(59)  58.1(fixed) 1.4 58.1
ogo  H(8)...H(33) 655.6(88)  84.6(fixed) 12.2 84.6
ug H(18)...C(51) 655.7(101)  61.0(fixed) 6.4 61.0
sy Si(127)..C(167)  656.2(40)  34.9(tied to ul727) 2.4 29.0
uiser C(15)...H(52) 656.5(96)  58.8(fixed) 6.1 58.8
e C(27)...H(57) 656.6(26)  32.6(fixed) 1.6 32.6
uisos  C(135)..H(164)  656.7(123)  58.6(fixed) 1.9 58.6
user H(137)..C(163)  656.8(103)  57.8(fixed) 34 57.8
uer  H(14)..H(20) 656.8(73)  67.0(fixed) 9.3 67.0
urer  H(12)...H(45) 656.8(120)  79.2(fixed) 0.8 79.2
ues  H(82)..H(112)  656.9(117)  56.3(fixed) 9.2 56.3
unr H(7D..C(109)  656.9(90)  63.3(fixed) 5.4 63.3
uens  H(79)..H(92) 657.0(67)  59.4(fixed) 4.3 59.4
urzo  H(16)...H(48) 657.0(122)  86.9(fixed) 44 86.9
uoes  H(134)..H(145)  657.1(65)  49.2(fixed) 7.0 49.2
e Si(4)...C(35) 657.3(21)  28.4(tied to ul727) 32 23.6
uroos  H(142)..C(151)  657.3(77)  35.5(fixed) 4.7 35.5
usss  C(151)..H(177)  657.4(168)  39.3(fixed) 6.5 39.3
urors  C(135)..H(144)  657.5(45)  32.6(fixed) 5.5 32.6
gy H(148)..C(175)  657.7(49)  48.0(fixed) 2.5 48.0
uro  C(69)..H(114)  657.7(136)  47.7(fixed) 0.9 47.7
oy H(20)...H(59) 658.0(46)  48.8(fixed) 44 48.8
usos  Si(128)..C(155)  658.2(39)  42.2(tied to ul727) 2.6 35.1
ooy H(22)...C(51) 658.6(95)  51.6(fixed) 0.8 51.6
uxsi  Si(66)...C(97) 658.8(47)  35.7(tied to ul727) 4.5 29.7
sz Si(65)...C(93) 658.9(42)  37.9(tied to ul727) 2.7 31.4
s H(74)..C(105)  659.1(84)  52.1(fixed) -1.8 52.1
wry H(138)..H(152)  659.8(84)  48.3(fixed) -12.0 483
uo  H(21)...C(51) 659.8(97)  48.4(fixed) -8.9 48.4
uoss  H(134)..H(146)  659.9(88)  56.3(fixed) 45 56.3
unyy  H(75)..H(108)  660.2(94)  77.1(fixed) 1.8 77.1
wne  H(76)..H(107)  660.4(87)  62.3(fixed) 7.8 62.3
ures H(183)..H(186)  660.6(35)  24.9(fixed) -18.3 24.9
urs,  H(80)...C(89) 661.1(64)  38.5(fixed) 6.1 38.5
usso  Si(4)...H(45) 661.4(79)  45.0(fixed) 8.2 45.0
urss  H(145)..H(182)  661.5(59)  51.8(fixed) -10.9 51.8
ureo  H(136)..H(154)  661.9(102)  46.0(fixed) -10.6 46.0
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urso H(148)..C(179)  661.9(37)  35.5(fixed) 6.1 35.5
urorr  H(14)...H(42) 661.9(72)  69.2(fixed) 10.4 69.2
s H(140)..C(151)  662.1(52)  32.4(fixed) 6.0 32.4
uros  H(14)...H(45) 662.4(103)  78.8(fixed) 1.7 78.8
uroza  H(16)...H(42) 662.4(92)  74.6(fixed) 3.8 74.6
urers  H(14)..H(59) 662.6(77)  47.3(fixed) 5.1 473
oy H(79)..H(102)  662.7(159)  66.8(fixed) 3.7 66.8
uross  H(70)..H(83) 662.9(66)  46.8(fixed) 3.8 46.8
w2 C(19)...H(57) 662.939)  33.5(fixed) 3.8 33.5
s Si(3)...H(48) 663.7(58)  40.2(fixed) 6.5 40.2
oy H(92)..H(120)  663.9(49)  46.3(fixed) 0.2 46.3
uzoo  H(138)..H(146)  663.9(85)  56.0(fixed) 72 56.0
urzs  C(7)..H(22) 664.2(61)  40.0(fixed) 8.8 40.0
urnge C(143)..H(172)  664.2(116)  37.0(fixed) 2.9 37.0
uroro  H(134)..C(159)  664.2(81)  69.7(fixed) 3.6 69.7
ures  H(9)..H(58) 664.3(66)  48.4(fixed) -10.8 48.4
urors  H(79)..H(108)  664.9(152)  71.0(fixed) 4.6 71.0
uros  C(81)..H(119)  665.3(41)  30.9(fixed) 32 30.9
Uioss  Si(66)..C(109)  665.3(36)  27.2(tied to ul727) 3.7 22.6
urors  H(12)...C(43) 666.1(69)  52.2(fixed) 3.8 52.2
urnys  H(12)..H(28) 666.1(97)  69.7(fixed) -17.0 69.7
urss  H(138)..H(144)  666.2(71)  50.7(fixed) 6.1 50.7
urnas  C(77)...H(88) 666.2(47)  34.7(fixed) -12.0 347
unor  H(145)..H(174)  666.3(122)  62.9(fixed) 32 62.9
urr H(10)..H(21) 666.4(57)  49.2(fixed) 126 492
usso  H(16)...C(51) 666.5(91)  49.4(fixed) 9.2 494
Uio9o  C(27)...H(58) 666.8(38)  33.4(fixed) 3.4 33.4
uoro  H(82)..H(110)  667.3(90)  52.7(fixed) 2.7 52.7
w00 C(131)..C(167)  667.4(62)  56.3(tied to ul727) 0.2 46.8
urs  H(72)..H(86) 667.4(64)  54.8(fixed) -13.8 54.8
uro  H(148)..H(182)  667.5(63)  64.2(fixed) 6.4 64.2
uors  C(15)...H(53) 667.6(93)  49.1(fixed) 9.1 49.1
o7 Si(128)..C(163)  668.2(36)  34.4(tied to ul727) 2.3 28.6
urgs  H(86)..H(120)  668.5(60)  46.1(fixed) 0.5 46.1
uroar  Si(128)..H(172)  668.8(54)  31.1(fixed) 1.4 31.1
uryr  C(77)..H(110)  668.8(106)  57.9(fixed) 5.6 57.9
uigos  C(85)...C(113)  669.4(71)  52.0(tied to ul727) 12 432
urss  H(78)..C(105)  669.5(102)  50.3(fixed) 8.2 50.3
une  H(12)..H(30) 669.6(99)  58.6(fixed) -16.8 58.6
urzs  C(23)...H(58) 669.6(50)  36.9(fixed) 4.1 36.9
ures  Si(128)..H(158)  669.6(60)  45.5(fixed) 2.3 455
uoes  H(152)..H(176)  669.7(208)  63.0(fixed) 4.6 63.0
ungy  C(69)..H(115)  6702(111)  41.9(fixed) 7.6 41.9
urs,  H(OD)..H(120)  670.4(58)  51.1(fixed) 2.8 51.1
Uz, H(78)..H(92) 670.5(65)  49.0(fixed) -10.6 49.0
ur14s H(24)...C(55) 670.5(38)  41.4(fixed) 3.8 414
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s C(143)..H(173)  671.6(57)  35.9(fixed) 1.1 35.9
urss  C(7)..H(33) 671.8(79)  69.2(fixed) 5.4 69.2
ureo  Si(127)..C(175)  671.8(35)  33.8(tied to ul727) 3.5 28.0
ure  C(11)...H(59) 672.0(61)  33.3(fixed) -8.9 333
urs  C(89)..H(120)  672.2(38)  33.0(fixed) 4.0 33.0
Uy  Si(66)..H(103)  672.3(66)  45.5(fixed) 6.7 45.5
uros  H(72)..H(104)  672.5(109)  63.6(fixed) 1.8 63.6
ury H(142)..H(154)  672.9(101)  53.2(fixed) 6.3 53.2
unos  H(132)..C(163)  672.9(109)  35.0(fixed) 5.5 35.0
uross  H(90)..H(123)  6732(22)  20.0(fixed) 113 20.0
w1 C(23)...C(55) 674.0028)  24.2(tied to ul727) 5.7 20.1
ursy  H(7D)..H(122)  674.1(16)  19.3(fixed) 111 19.3
x5y H(9)...H(60) 674.2(17)  20.8(fixed) -12.8 20.8
uros H(140)..H(154)  674.3(71)  50.5(fixed) 5.7 50.5
urss  H(16)...C(27) 674.5(43)  38.6(fixed) 8.6 38.6
urss  H(133)..H(184)  674.5(19)  22.7(fixed) _14.6 22.7
uro  H(136)..H(152)  674.7(98)  51.7(fixed) 9.9 517
urzo  H(72)..H(103)  674.7(118)  69.8(fixed) 7.0 69.8
ures  H(28)..H(61) 674.7(14)  21.5(fixed) -15.0 21.5
urgr  H(152)..H(185)  674.7(14)  20.9(fixed) -14.8 20.9
e2e  H(30)...H(59) 674.8(54)  56.9(fixed) 6.4 56.9
urss  H(17)..H(42) 675.0(84)  60.2(fixed) 1.0 60.2
s H(134)..H(164)  675.0(148)  54.8(fixed) 6.5 54.8
Uries  Si(65)..H(96) 675.1(55)  45.8(fixed) 4.7 45.8
s C(81)...C(109)  675.3(75)  49.5(tied to ul727) 1.8 41.1
un H(76)..C(105)  675.9(64)  47.1(fixed) 6.9 47.1
uner  Si(127)..H(158)  677.2(72)  35.3(fixed) 7.3 35.3
urng  H(24)..H(57) 677.2(52)  52.0(fixed) 2.0 52.0
ures  H(21)...H(59) 677.4(62)  55.1(fixed) 4.6 55.1
sy Si(4)...H(49) 677.6(71)  60.1(fixed) 1.5 60.1
urgs  H(16)...C(47) 677.7(95)  67.0(fixed) 9.8 67.0
urzs  Si(4)...C(47) 677.7(41)  44.0(tied to ul727) 5.8 36.5
u,  H(145)..H(173)  677.7(70)  62.9(fixed) 1.8 62.9
urss  C(131)..H(161)  678.0(72)  68.8(fixed) 2.9 68.8
urgs  H(71)...H(86) 678.3(92)  61.9(fixed) -12.9 61.9
ursi  Si(3)...C(31) 678.4(36)  37.1(tied to ul727) 3.3 30.8
urer  H(12)..H(21) 678.6(84)  62.8(fixed) -11.9 62.8
ur,  H(14)..C(43) 679.0(60)  48.6(fixed) 0.3 48.6
ey H(92)..H(121)  679.2(61)  50.3(fixed) 3.5 50.3
unss  C(85)..H(120)  679.3(47)  34.0(fixed) 3.0 34.0
ungi  C(135)..H(183)  679.3(45)  45.8(fixed) -16.1 45.8
urer  H(75)..H(116)  679.7(162)  69.6(fixed) 11.9 69.6
ungr  C(85)...C(117)  680.1(26)  23.5(tied to ul727) 44 19.5
usos  H(12)...C(19) 680.2(56)  40.2(fixed) 144 40.2
uror  H(20)...C(47) 680.3(56)  62.6(fixed) 6.0 62.6
urz  C(73)..H(121)  680.3(59)  27.8(fixed) -10.3 27.8
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ureo  H(10)...H(22) 680.7(79)  61.4(fixed) 11.0 61.4
urzs Si(65)..H(115)  681.2(80)  41.0(fixed) 7.4 41.0
urne H(7D)..H(116)  681.4(182)  60.9(fixed) 3.7 60.9
wry  C(139)..H(150)  681.7(49)  31.3(fixed) -11.5 31.3
wro  H(13)...C(43) 682.4(72)  45.5(fixed) 1.3 45.5
unss  C(23)...H(57) 682.4(43)  34.7(fixed) 3.8 34.7
urgr  C(15)...H(42) 682.4(76)  53.0(fixed) 0.1 53.0
wrs H(83)..H(119)  682.8(47)  45.4(fixed) 5.5 45.4
unso  Si(66)..H(102)  682.9(78)  36.0(fixed) 5.6 36.0
uros  H(18)...C(27) 683.0(67)  49.6(fixed) -8.3 49.6
ur,  H(145)..H(183)  683.2(85)  48.8(fixed) -13.0 48.8
uros H(86)..C(117)  6832(37)  33.8(fixed) 32 33.8
uroas  Si(128)..H(165)  684.5(50)  43.4(fixed) 25 43.4
urs  C(15)...H(41) 684.6(86)  69.1(fixed) 1.4 69.1
Uy H(25)..H(57) 685.0(44)  47.4(fixed) 0.7 474
urne  C(7)...H(48) 685.1(74)  44.9(fixed) 7.2 44.9
umo  H(87)..H(120)  685.1(49)  49.1(fixed) 1.7 49.1
urerr C(7)...H(50) 685.2(62)  52.3(fixed) 4.2 52.3
urma  H(150)..C(179)  685.4(43)  38.3(fixed) 8.2 38.3
uros  Si(127)..H(156)  685.6(92)  40.9(fixed) 7.7 40.9
upe  C(81)..H(111)  685.8(43)  53.7(fixed) 0.2 53.7
urer  H(133)..C(143)  685.8(58)  29.6(fixed) 9.3 29.6
ureo  C(15)...H(26) 685.8(40)  30.2(fixed) 7.9 30.2
urzs  H(8)...C(47) 685.9(81)  67.2(fixed) -10.0 67.2
urgr  C(69)...H(83) 686.5(43)  34.2(fixed) 7.5 342
umss  C(73)..H(108)  687.0(80)  55.5(fixed) 6.8 55.5
urooo  H(29)...H(58) 687.1(48)  46.9(fixed) 5.3 46.9
upr  C(19)..H(52) 687.1(100)  51.3(fixed) 9.3 513
wns C(11)...H(42) 687.4(57)  50.2(fixed) 5.6 50.2
urns  C(77)..H(108)  687.5(126)  51.1(fixed) -8.8 51.1
ur0o  H(80)...H(92) 687.7(88)  59.5(fixed) 8.7 59.5
urer H(87)..H(119)  688.2(54)  45.4(fixed) 0.2 45.4
unss  H(72)..C(101)  688.6(97)  55.1(fixed) 1.8 55.1
urs  C(19)...H(59) 688.7(41)  34.3(fixed) 3.7 343
urso  C(85)..H(115)  689.3(96)  71.0(fixed) 6.5 71.0
urss  C(77)...H(90) 689.4(51)  34.0(fixed) -12.1 34.0
urso  H(136)..C(143)  689.4(56)  35.0(fixed) 8.8 35.0
urs,  H(72)..H(99) 689.6(65)  71.7(fixed) 9.9 71.7
ws  H(79)..H(111)  689.6(103)  70.6(fixed) 44 70.6
wrns  H(13)..H(42) 689.7(68)  60.2(fixed) 9.7 60.2
urorr  H(84)..H(108)  689.7(239)  69.8(fixed) 5.4 69.8
upor H(87)..C(117)  689.8(31)  35.3(fixed) 3.3 353
uros  H(13)...H(45) 690.1(111)  69.7(fixed) -8.0 69.7
ussy  C(77)...C(81) 690.4(20)  24.9(tied to ul727) -6.1 20.7
upsy  C(131)..H(164)  690.4(134)  38.4(fixed) 7.6 38.4
urss  H(9)..H(59) 691.1(74)  51.9(fixed) -11.5 51.9
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o H(25)...C(55) 691.128)  35.0(fixed) 5.0 35.0
s H(76)..H(104)  691.4(108)  67.5(fixed) 14.4 67.5
unsy  Si(127)..H(177)  691.4(59)  49.6(fixed) 3.9 49.6
uner  H(138)..H(178)  691.6(69)  69.5(fixed) 6.0 69.5
wm C(85)..H(119)  691.9(41)  33.3(fixed) 3.7 33.3
usros  H(74)...C(81) 692.1(45)  27.4(fixed) -8.8 27.4
Uy H(146)..C(171)  692.2(89)  40.5(fixed) 5.5 40.5
urgo  H(136)..H(145)  692.3(83)  46.3(fixed) 7.0 46.3
ursa  C(15)...H(50) 692.6(79)  54.4(fixed) 7.6 54.4
urs  H(8)..H(59) 692.7(63)  45.5(fixed) -11.9 45.5
oo H(12)...H(54) 692.7(126)  79.6(fixed) 10.2 79.6
urar  H(141)..H(172)  692.7(69)  70.4(fixed) 11.1 70.4
Uurnge  C(15)...C(19) 692.721)  26.1(tied to ul727) 6.9 21.7
une  Si(128)..H(173)  692.9(37)  27.5(fixed) 3.0 27.5
uro  H(78)...C(81) 693.5(38)  37.1(fixed) 43 37.1
urnr H(78)..H(83) 693.7(62)  55.0(fixed) 0.5 55.0
urs,  H(16)..H(21) 694.3(59)  57.6(fixed) 1.1 57.6
urey  C(139)..H(152)  694.4(64)  34.8(fixed) 9.9 34.8
urng  Si(4)...H(36) 694.6(33)  30.9(fixed) 3.5 30.9
w3 C(15)..H21) 694.6(40)  40.8(fixed) 4.9 40.8
urmes H(TD)..C(113)  694.7(136)  42.7(fixed) 7.6 42.7
ups,  H(25)..H(58) 694.7(48)  45.0(fixed) 5.9 45.0
Uy H(145)..H(172)  694.8(133)  54.9(fixed) 8.3 54.9
uros  C(81)..H(121)  695.2(39)  29.8(fixed) 3.7 29.8
umeo  Si(65)..H(111)  696.1(45)  43.3(fixed) 8.3 433
w0 H(146)..H(182)  696.3(59)  52.4(fixed) 144 52.4
urs  H(18)...H(48) 696.4(113)  71.7(fixed) 8.9 71.7
urss  Si(128)..H(174)  696.5(44)  28.9(fixed) 3.4 28.9
ureo  Si(3)...H(34) 696.5(53)  50.9(fixed) 32 50.9
uros  Si(66)..H(111)  696.9(42)  31.6(fixed) 5.1 31.6
urny H(136)..H(164)  697.2(144)  62.8(fixed) 3.9 62.8
uror  H(141)..H(169)  697.4(78)  73.2(fixed) 7.2 73.2
Uras  H(9)..C(19) 697.6(51)  36.7(fixed) -16.2 36.7
Uroso  H(26)..H(53) 697.6(141)  88.6(fixed) 2.4 88.6
umo  H(16)...H(30) 697.9(58)  53.4(fixed) 8.9 53.4
urpr  H(150)..H(182)  698.1(64)  64.8(fixed) -11.5 64.8
Uy H(83)..H(121)  698.5(59)  49.7(fixed) 44 49.7
urzs  C(11)...C(51) 698.5(82)  66.4(tied to ul727) 1.9 55.2
ures  Si(4)...H(37) 699.125)  27.8(fixed) 5.4 27.8
wry Si(127)..H(160)  699.4(59)  43.9(fixed) 7.5 43.9
urng  C(69)...H(84) 700.2(63)  42.4(fixed) 7.4 424
urmos  Si(3)...H(49) 700.4(21)  31.1(fixed) 8.7 31.1
ums  C(69)..H(104)  700.8(91)  51.3(fixed) 0.2 513
uop  H(78)..H(102)  701.5(156)  66.1(fixed) 4.8 66.1
ureo  H(14)..H(54) 701.7(102)  70.1(fixed) 5.0 70.1
ur0s  C(139)..C(143)  702.4(20)  20.6(tied to ul727) 4.7 17.2
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uros  H(141)..H(152)  702.5(75)  47.0(fixed) 8.5 47.0
s C(15)...C(39) 702.8(71)  51.3(tied to ul727) 34 42.6
ury;  Si(4)...H(46) 703.0(67)  39.0(fixed) 6.8 39.0
Uros  H(18)...H(52) 703.1(106)  77.4(fixed) 9.1 77.4
urms  C(77)...H(83) 703.3(39)  41.0(fixed) 44 41.0
uzer  C(7)...H(49) 703.4(57)  54.9(fixed) 6.1 54.9
uzss  H(71)...H(88) 703.7(91)  57.1(fixed) 116 57.1
urss  H(18)...C(47) 703.7(80)  54.8(fixed) 113 54.8
ures  H(72)...H(88) 703.9(75)  58.6(fixed) 137 58.6
urne  H(148)..H(177)  704.0(68)  63.8(fixed) 0.2 63.8
uy H(86)..H(119)  704.3(47)  43.4(fixed) 5.0 43.4
unsy H(8)..H(34) 704.5(127)  90.5(fixed) 2.5 90.5
Uy H(22)..H(58) 704.8(46)  38.4(fixed) 3.3 38.4
ung Si(66)..H(110)  704.947)  28.1(fixed) 5.9 28.1
urmoo  Si(127)..H(162)  705.0(80)  38.5(fixed) 6.6 38.5
urs;  H(141)..H(173)  705.3(68)  63.6(fixed) 6.6 63.6
ungo  H(150)..C(175)  705.6(82)  42.0(fixed) 1.7 42.0
ures  H(71)..H(112)  706.1(96)  64.1(fixed) -6.1 64.1
umsi  C(77)..C(109)  706.2(84)  53.2(tied to ul727) 2.6 442
upis  H(134)..H(172)  706.2(89)  78.3(fixed) 12.7 78.3
s H(72)..H(83) 706.6(58)  50.0(fixed) 8.7 50.0
usse  H(16)...C(19) 706.935)  41.9(fixed) 4.4 41.9
ur,  C(147)..H(183)  706.9(45)  33.7(fixed) 132 33.7
ur  H(20)...H(44) 707.1(149)  64.2(fixed) 4.8 64.2
urso  H(26)..C(51) 707.3(97)  70.7(fixed) 1.8 70.7
urms  Si(3)...H(50) 707.3(32)  32.4(fixed) 9.2 32.4
ureo  H(18)...H(30) 707.487)  60.7(fixed) 117 60.7
upor  H(83)..H(111)  708.3(56)  67.9(fixed) 3.1 67.9
urss  Si(65)..H(114)  708.6(88)  37.3(fixed) 6.9 37.3
urs  H(83)..H(107)  709.0(191)  49.3(fixed) -12.0 493
urmer  C(15)...H(49) 709.1(65)  40.0(fixed) -10.0 40.0
U H(141)..C(171)  709.2(61)  52.8(fixed) 45 52.8
uros  C(147)..H(177)  709.5(88)  52.6(fixed) 49 52.6
unzs  H(14)..H(41) 709.9(95)  84.1(fixed) 7.2 84.1
Uurso  C(7)..H(34) 710.089)  71.2(fixed) 1.2 71.2
ure  H(149)..H(183)  710.1(77)  43.4(fixed) 9.6 43.4
urss  H(9)..C(47) 710.1(66)  59.4(fixed) -11.5 59.4
usnas  C(27)...H(59) 710.5(37)  35.0(fixed) 3.4 35.0
unzy C(89)..H(121)  710.8(44)  34.6(fixed) 48 34.6
umos  H(83)..C(109)  711.0(93)  55.5(fixed) 6.7 55.5
urry  H(72)...C(97) 711.6(52)  57.7(fixed) 4.7 57.7
unos H(141)..H(178)  711.6(50)  52.5(fixed) 0.0 52.5
Uureo  H(79)...C(81) 711.7(26)  33.3(fixed) 6.4 33.3
Ure  H(16)...H(26) 712.1(40)  35.6(fixed) -8.9 35.6
uryze  C(15)...H(28) 712.5(53)  43.5(fixed) -13.1 435
urys  Si(66)..H(99) 712.6(43)  32.6(fixed) 7.8 32.6
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ume  C(73)..H(116)  712.7(140)  57.7(fixed) 49 577
upss  C(147)..H(176)  712.9(73)  49.9(fixed) 5.7 49.9
urr  H(146)..H(183)  712.9(70)  51.2(fixed) -14.8 51.2
unss  H(83)..H(108)  713.1(219)  54.8(fixed) 116 54.8
urrs C(73)..H(104)  713.2(93)  53.2(fixed) 7.2 53.2
urns  H(134)..H(160)  713.2(67)  83.1(fixed) 1.7 83.1
uror  H(86)..C(113)  713.3(59)  48.3(fixed) 3.4 48.3
urs  C(135)..H(178)  713.4(63)  56.7(fixed) 3.4 56.7
urnns  H(17)..C(19) 713.426)  30.1(fixed) 5.5 30.1
urr  C(7)..C31) 713.6(66)  61.5(tied to ul727) 1.9 51.1
upgr  C(139)..H(145)  714.034)  33.4(fixed) 4.0 33.4
ums  HOD..H(121)  714.0(67)  56.6(fixed) 6.1 56.6
upsy  H(137)..H(178)  714.3(86)  68.8(fixed) 7.6 68.8
urse  H(13)..C(51) 714.5(92)  64.2(fixed) 1.4 64.2
urs,  C(19)...H(49) 714.5(34)  64.2(fixed) 2.8 64.2
urs  H(140)..H(178)  714.6(61)  58.6(fixed) 0.9 58.6
U H(22)..C(55) 714.6(34)  28.6(fixed) 6.9 28.6
urps  C(131)..C(159)  714.7(71)  63.1(tied to ul727) 4.8 52.4
Uures  C(11)...H(46) 714.9(64)  50.0(fixed) 42 50.0
s Si(65)..H(112)  715.1(55)  34.2(fixed) 6.7 34.2
uro  H(76)..H(121)  7152(56)  36.0(fixed) 116 36.0
urss  C(77)...H(82) 715.925)  31.7(fixed) 47 317
urosr  H(88)..C(113)  716.1(79)  49.8(fixed) 1.1 49.8
ung  H(24)..C(51) 716.1(87)  63.1(fixed) 8.6 63.1
Uy H(72)..H(95) 716.4(76)  53.0(fixed) 0.4 53.0
Urago  H(78)..H(90) 716.5(56)  39.7(fixed) -13.9 39.7
ure  H(141)..C(167)  716.5(60)  52.8(fixed) 1.9 52.8
ury  H(146)..H(174)  716.8(100)  49.6(fixed) 32 49.6
unee  H(152)..H(177)  716.9(178)  48.9(fixed) -10.8 48.9
urps  H(138)..H(183)  717.0(45)  51.5(fixed) -16.2 51.5
urs  H(24)..H(53) 717.7(117)  77.0(fixed) 11.8 77.0
upso  C(19)...H(44) 717.8(123)  54.5(fixed) 44 54.5
U Si(4)...H(38) 717.926)  31.6(fixed) 48 31.6
ups  H(134)..H(178)  718.1(83)  58.2(fixed) 2.8 58.2
w51 H(148)..H(176)  718.7(63)  59.2(fixed) 4.0 59.2
ury H(86)..H(115)  719.1(72)  80.8(fixed) 6.0 80.8
urze  H(79)..H(83) 719.3(40)  51.5(fixed) 5.5 51.5
urs  H(141)..H(177)  719.3(67)  57.7(fixed) 0.4 57.7
ury  H(17)..H(21) 719.4(35)  43.8(fixed) 5.9 43.8
urgs  H(25)...H(52) 719.5(161)  107.0(fixed) 0.4 107.0
urzs  H(72)..H(98) 720.0(64)  64.0(fixed) 5.6 64.0
ures  H(137)..H(183)  720.1(48)  43.0(fixed) -18.8 43.0
unp  C(77)..H(102)  720.2(140)  48.5(fixed) 1.6 48.5
unn  H(141)..H(168)  720.2(61)  56.0(fixed) 2.3 56.0
une H(141)..C(143)  7202(31)  29.0(fixed) 4.0 29.0
urps  H(134)..H(170)  720.5(81)  74.2(fixed) -0.4 74.2
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urss  H(140)..H(150)  720.8(41)  33.5(fixed) 132 335
urss  C(139)..H(178)  721.4(44)  46.3(fixed) 0.8 46.3
ureo  C(15)...H(20) 721.7(25)  32.7(fixed) 8.1 32.7
Uuros  H(10)...H(42) 721.7(60)  54.8(fixed) 2.6 54.8
ung,  H(87)..C(113)  721.8(100)  45.5(fixed) 5.5 45.5
urgr  H(141)..C(175)  722.047)  43.2(fixed) 1.3 43.2
urno  H(29)...H(59) 723.0(61)  52.6(fixed) 44 52.6
urs  H(14)...C(39) 723.1(69)  59.4(fixed) 2.6 59.4
upmey  H(90)..H(119)  723.2(60)  41.8(fixed) 6.4 41.8
upsr  H(149)..C(175)  723.2(69)  38.3(fixed) 4.9 38.3
urs H(80)..H(110)  723.7(117)  65.8(fixed) 2.3 65.8
upgo  C(69)..H(103)  723.7(97)  57.7(fixed) 0.0 57.7
Uuror  Si(4)...H(48) 723.930)  37.8(fixed) -10.1 37.8
upre  H(140)..H(145)  724.050)  45.6(fixed) 14 45.6
ursy C(69)...H(95) 724.0(60)  44.5(fixed) 0.9 44.5
Uz, H(20)...H(48) 724.137)  68.1(fixed) 3.6 68.1
oo H(84)..C(117)  7243(30)  28.4(fixed) 8.6 28.4
e,  H(79)..H(82) 725.0(37)  43.5(fixed) 2.4 435
urer  H(8)...H(50) 725.3(87)  73.8(fixed) “11.1 73.8
urs  C(7)..H(42) 725.5(53)  41.8(fixed) 1.8 41.8
Uryo  H(70)...H(95) 725.6(72)  54.0(fixed) 0.8 54.0
unes H(132)..H(178)  726.5(105)  53.3(fixed) 6.4 53.3
s H(71)...C(81) 726.6(56)  33.6(fixed) -10.0 33.6
urre  C(69)...C(101)  726.7(78)  47.5(tied to ul727) 3.1 39.5
s H(140)..C(143)  726.8(28)  30.4(fixed) 44 30.4
urs, H(133)..H(144)  727.3(64)  31.8(fixed) -10.3 31.8
uvgs  H(75)..H(121)  727.5(58)  34.9(fixed) -13.0 34.9
urgo  H(140)..H(177)  727.7(76)  62.8(fixed) 2.4 62.8
uper  C(131)..H(178)  727.8(78)  42.9(fixed) 1.4 42.9
urgy  H(137)..H(168)  728.1(82)  49.4(fixed) 6.8 49.4
urass  H(79)..H(88) 728.3(38)  36.6(fixed) -16.7 36.6
urss  H(17)...H(20) 728.3(40)  41.8(fixed) 4.0 41.8
ume  H(153)..H(177)  728.3(162)  47.3(fixed) 114 473
ury H(133)..H(169)  728.7(80)  83.1(fixed) 4.0 83.1
Uros  H(78)..H(82) 728.7(34)  43.4(fixed) 48 43.4
U H(16)..H(53) 729.1(88)  54.7(fixed) -14.6 547
umso  H(90)..C(117)  729.1(37)  30.6(fixed) 8.7 30.6
unos H(79)..C(113)  729.2(84)  44.4(fixed) 1.1 44.4
razo  H(70)...H(96) 729.2(112)  56.9(fixed) 0.1 56.9
urgyy  H(134)..H(157)  729.3(101)  54.2(fixed) 4.4 542
uros  H(72)..H(84) 729.3(74)  60.3(fixed) -10.2 60.3
uryy H(74)..H(83) 729.7(54)  37.0(fixed) 9.0 37.0
w0 H(28)...C(55) 730.029)  32.9(fixed) 9.8 32.9
uryy  H(133)..H(145)  730.7(56)  36.0(fixed) -11.8 36.0
uro  C(139)..H(144)  731.1(28)  27.1(fixed) 3.5 27.1
g H(142)..H(150)  731.1(63)  39.4(fixed) 127 39.4
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unm Si(65)..H(102)  731.2(77)  33.1(fixed) 6.5 33.1
ursy  H(134)..C(171)  731.3(69)  66.6(fixed) 4.4 66.6
uros  H(B)...H(42) 731.3(73)  56.1(fixed) 6.2 56.1
uys, H(75)..C(113)  731.5(122)  55.7(fixed) 0.2 55.7
urpy H(16)..H(52) 731.5(96)  59.2(fixed) -15.1 59.2
uryrs  H(17)...H(28) 731.7(62)  47.2(fixed) -8.9 472
wraa  H(80)..H(108)  731.7(148)  57.7(fixed) 9.3 57.7
ures  H(141)..H(150)  731.9(53)  38.0(fixed) -13.0 38.0
uraro Si(66)..H(100)  731.9(54)  33.9(fixed) 7.4 33.9
upy  Si(66)..H(112)  732.1(45)  28.5(fixed) 4.1 28.5
Urao  H(3)...H(49) 732.5(88)  82.8(fixed) 9.4 82.8
s H(18)..H(53) 733.1(100)  62.0(fixed) -15.3 62.0
uraas  C(131)..H(157)  733.3(93)  47.3(fixed) 47 473
urgs  H(79)..H(112)  733.4(113)  61.6(fixed) 0.2 61.6
w1 C(23)..H(52) 733.7(106)  76.6(fixed) 6.8 76.6
ure  H(133)..H(161)  733.9(89)  83.5(fixed) 0.2 83.5
wrzo  H(133)..H(164)  734.0(157)  47.0(fixed) 8.5 47.0
gy Si(65)...C(97) 734.130)  27.2(tied to ul727) 5.1 22.6
e H(88)..H(115)  734.1(107)  76.3(fixed) 4.6 76.3
o H(13)..H(59) 734.4(53)  37.7(fixed) -12.8 37.7
urne  H(80)...H(88) 734.5(56)  39.7(fixed) -13.8 39.7
urso  Si(3)...H(37) 734.7(42)  42.0(fixed) 2.0 42.0
s H(141)..H(144)  734.9(48)  38.4(fixed) 0.6 38.4
uror  H(79)..H(116)  734.9(98)  52.5(fixed) 1.3 52.5
Uureo  Si(3)...C(35) 734.9(27)  26.4(tied to ul727) 4.6 21.9
ures  H(74)..H(121)  735.0(71)  35.1(fixed) -11.5 35.1
s H(TD.H(111)  735.0(86)  69.9(fixed) -14.8 69.9
urys  H(71)..H(82) 735.0(79)  41.1(fixed) 7.6 41.1
upgi  C(81)..H(110)  735.3(77)  40.1(fixed) 6.8 40.1
urso  H(78)..H(110)  735.7(105)  70.0(fixed) 22 70.0
urass  H(9)...H(20) 735.9(57)  41.1(fixed) -19.4 41.1
urpo  H(8)..H(48) 736.2(82)  58.2(fixed) -15.5 58.2
urer  H(12)..H(22) 736.3(64)  45.9(fixed) -16.5 45.9
urss  C(19)...C(47) 736.5(39)  55.0(tied to ul727) 4.5 45.7
ure  H(133)..H(168)  736.6(78)  54.8(fixed) 3.4 54.8
Uur  Si(65)..H(99) 736.9(40)  40.8(fixed) 3.1 40.8
urse  H(9)..H21) 737.0(51)  43.5(fixed) 175 43.5
urr  H(12)..H(59) 737.069)  39.3(fixed) -12.1 39.3
urr  H(16)...H(20) 737.2(36)  52.8(fixed) 5.9 52.8
ures  H(141)..H(145)  737.7(31)  40.9(fixed) 5.2 40.9
ws  H(136)..H(183)  737.9(53)  55.8(fixed) -18.0 55.8
uyyn  H(133)..H(146)  738.1(72)  38.1(fixed) -10.2 38.1
upp  C(81)..H(112)  738.3(98)  45.6(fixed) 2.1 45.6
s, H(79)..H(90) 738.6(43)  37.5(fixed) 142 37.5
uraeo  H(74)..H(108)  738.9(99)  60.7(fixed) 8.1 60.7
ury  Si(127)..C(171)  739.0(19)  28.1(tied to ul727) 4.3 23.3
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ures  H(134)..C(175)  739.0(62)  53.2(fixed) 12 532
urgr  Si(128)..C(159)  739.2(17)  23.6(tied to ul727) 5.4 19.6
uraoo  H(17)...H(26) 739.2(41)  34.2(fixed) -10.5 342
ungr  H(146)..H(172)  739.2(122)  46.9(fixed) 8.5 46.9
urasy;  C(19)...C(43) 739.7(100)  48.0(tied to ul727) 7.5 39.9
uney H(137)..H(164)  739.8(113)  66.9(fixed) -10.0 66.9
ureo  H(16)...H(50) 740.1(99)  72.3(fixed) -14.9 72.3
Ureo  H(9)...H(50) 740.4(72)  68.5(fixed) -10.8 68.5
une;  C(139)..H(169)  740.8(60)  64.1(fixed) 0.7 64.1
Ury  H(74)..H(82) 741.047)  31.5(fixed) -10.8 31.5
uraor  H(140)..C(175)  741.1(54)  46.2(fixed) 2.1 46.2
uregs  Si(127)..H(172)  742.2(33)  43.0(fixed) 14 43.0
urapr  H(18)...H(26) 742.2(53)  38.5(fixed) 8.8 38.5
uns;  C(11)..H(41) 742.4(80)  69.6(fixed) 1.7 69.6
uraos  H(134)..H(162)  743.0099)  69.9(fixed) 3.7 69.9
Uurgy  H(74)..H(84) 743.1(56)  35.4(fixed) 114 35.4
Urass  C(69)...C(93) 743.5(52)  36.5(tied to ul727) 44 30.3
urgns  C(69)...H(96) 743.5(76)  43.9(fixed) 3.3 43.9
Uy H(12)...H(46) 744.0(72)  59.8(fixed) 1.4 59.8
uraos  C(135)..H(168)  744.1(64)  38.4(fixed) 1.7 38.4
wrarr H(16)...H(49) 744.1(86)  63.9(fixed) -14.8 63.9
uro  C(139)..H(168)  744.2(46)  44.6(fixed) -0.9 44.6
wraro  Si(128)..H(161)  744.4(33)  35.9(fixed) 4.0 35.9
Uros  C(11)...C(39) 744.7(54)  47.0(tied to ul727) 3.1 39.0
uraos  C(139)..H(177)  744.8(61)  50.4(fixed) 2.1 50.4
urs  H(70)..H(104)  745.1(72)  52.1(fixed) 3.3 52.1
wran  C(139)..C(175)  745.2(38)  37.0(tied to ul727) 42 30.8
Urser  H(9)...H(48) 745.6(87)  63.8(fixed) -13.9 63.8
uragr  H(TD.H(114)  745.9(150)  52.4(fixed) 8.5 52.4
urs  H(136)..H(146)  746.2(65)  42.5(fixed) -10.5 42.5
wrarr H(10)...C(39) 746.447)  47.1(fixed) 2.3 47.1
Urre  H(12)...H(20) 746.5(42)  39.9(fixed) -19.9 39.9
uragr  H(22)..H(52) 747.4(102)  58.2(fixed) 9.4 58.2
urgo  H(132)..H(161)  747.4(70)  68.0(fixed) 5.3 68.0
traes  H(18)...H(50) 747.6(85)  66.5(fixed) 126 66.5
urys  C(77)..H(116)  747.6(101)  46.3(fixed) 2.4 46.3
urgy  C(11)...H(53) 747.7(108)  68.0(fixed) 8.8 68.0
Ura9o  H(80)...H(90) 748.6(65)  42.1(fixed) “13.1 42.1
ursos  C(131)...C(155)  749.7(84)  38.9(tied to ul727) 7.9 323
urpe  H(142)..H(152)  749.9(79)  41.9(fixed) 117 41.9
Urass  Si(3)...H(40) 749.9(43)  29.4(fixed) 112 29.4
ursos  H(10)..H(36) 750.2(90)  61.8(fixed) 10.3 61.8
urvss  H(87)..H(115)  751.0(118)  66.7(fixed) 127 66.7
urso  H(84)..H(120)  751.6(42)  32.5(fixed) 9.8 32.5
ursio  H(21)...H(49) 751.8(53)  70.7(fixed) 5.4 70.7
urss;  H(132)..H(170)  751.9(86)  57.9(fixed) -6.0 57.9
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ures  C(139)..C(167)  752.1(43)  47.7(tied to ul727) 38 39.6
urass  C(77)..H(111)  752.5(80)  58.7(fixed) 6.4 58.7
wraz1 Si(3)...H(36) 752.7(36)  35.9(fixed) 3.3 35.9
urns  C(85)..H(114)  752.8(77)  50.1(fixed) -8.0 50.1
Uurgo  H(13)..H(53) 752.8(124)  78.8(fixed) 4.1 78.8
urg  H(84)..C(109)  753.0(77)  53.3(fixed) 6.7 53.3
s H(76)..H(116)  753.1(126)  63.2(fixed) 3.1 63.2
Uurso  Si(4)...H(50) 753.2(41)  42.5(fixed) -10.5 42.5
uragr  C(73)..C(113)  753.8(101)  49.2(tied to ul727) 4.6 40.9
wns  C(77)..C(113)  753.9(76)  39.7(tied to ul727) 5.5 33.0
uragy  H(150)..H(176)  754.1091)  57.5(fixed) 52 57.5
urs  Si(128)..H(160)  754.2(37)  35.3(fixed) 438 353
urags  H(9)...H(22) 754.9(64)  46.1(fixed) 177 46.1
Uries  Si(128)..H(156)  755.4(39)  42.1(fixed) -10.6 42.1
urgr  H(146)..H(173)  755.4(64)  39.7(fixed) 8.5 39.7
ursgs  H(28)..H(57) 755.6(26)  34.4(fixed) -10.6 34.4
gy H(140)..H(144)  756.1(31)  38.3(fixed) 3.7 38.3
urgry  H(136)..H(144)  756.3(42)  34.3(fixed) -12.1 34.3
ursos  H(138)..C(175)  756.3(59)  55.8(fixed) 1.4 55.8
Ursns  C(69)...H(99) 756.7(55)  58.7(fixed) 1.3 58.7
rago  H(13)...C(39) 756.7(63)  51.4(fixed) 1.7 51.4
ursas  H(21)..H(52) 756.8(99)  51.9(fixed) -19.1 51.9
Urasa  Si(65)...H(94) 756.9(45)  34.0(fixed) 8.2 34.0
wrayy  Si(127)..H(173)  757.3(25)  36.7(fixed) 3.0 36.7
o  H(148)..H(183)  757.9(33)  36.1(fixed) -15.8 36.1
ursso  Si(127)..H(170)  758.0(38)  29.5(fixed) 9.9 29.5
Uraes  Si(65)...H(98) 758.4(36)  31.3(fixed) 6.5 31.3
urss  H(14)...C(51) 758.5(72)  51.2(fixed) 6.9 51.2
Uragr  H(28)..H(58) 758.7(39)  37.9(fixed) -10.9 37.9
urgs  H(140)..H(152)  759.4(50)  34.4(fixed) -13.3 34.4
ws  H(12)..C(51) 759.5(90)  63.0(fixed) 3.9 63.0
upss  H(76)..C(101)  759.8(90)  57.1(fixed) 1.9 57.1
urses  C(131)..C(175)  760.5(54)  38.2(tied to ul727) 5.0 317
Ursgo  C(7)...C(39) 760.6(40)  35.8(tied to ul727) 5.6 29.7
rass  H(84)..H(119)  760.9(42)  35.0(fixed) 9.2 35.0
urgrs  H(10)...C(35) 761.2(70)  52.6(fixed) 3.0 52.6
ursy  H(26).. H(58) 761.3(50)  38.5(fixed) -10.3 38.5
urso  H(138)..H(177)  761.7(90)  75.8(fixed) 1.2 75.8
Ursoo  H(20)...H(50) 762.071)  67.7(fixed) 1.7 67.7
unsi  C(139)..H(172)  762.0(56)  59.4(fixed) 1.2 59.4
urey  H(75)..H(104)  762.3(85)  56.4(fixed) 2.4 56.4
Urase  H(13)..H(41) 762.9(92)  77.5(fixed) 3.6 77.5
urs3o  H(20)...H(45) 762.9(104)  54.9(fixed) 5.6 54.9
urer  H(84).H(111)  763.6(51)  65.0(fixed) 5.8 65.0
urse1  H(76)..H(108)  763.7(72)  55.0(fixed) 142 55.0
wrp  H(79)..H(115)  764.4(68)  47.8(fixed) 2.1 47.8
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ursoo  H(22)...H(57) 764.4(37)  33.5(fixed) 9.9 335
ursor  H(70)..C(101)  765.7(66)  45.7(fixed) 7.3 45.7
urs2o  H(16)...H(28) 765.8(41)  40.9(fixed) 174 40.9
g Si(128)..H(164)  766.1(34)  32.2(fixed) -8.0 32.2
urano  H(133)..C(167)  766.3(65)  54.6(fixed) 8.8 54.6
ursy,  H(26)...C(55) 766.5(28)  22.1(fixed) “12.1 22.1
o H(83)..H(110)  766.5(86)  56.2(fixed) “11.1 56.2
ursor  H(13)...H(46) 766.5(72)  52.1(fixed) 6.9 52.1
urags  H(132)..C(175)  766.7(79)  44.4(fixed) 2.4 44.4
wrsir Si(127)..H(176)  766.8(34)  30.2(fixed) -10.7 30.2
ursyy  H(138)..H(168)  767.0(79)  46.6(fixed) 0.4 46.6
Ursrs  C(69)...C(97) 767.2(43)  50.8(tied to ul727) 43 422
wrsyr  H(7TD)..H(115)  767.8(115)  44.0(fixed) -15.6 44.0
ursis  H(78)..H(108)  768.0(107)  53.3(fixed) -16.7 53.3
wrzs  C(139)..H(173)  768.4(57)  49.5(fixed) 0.2 49.5
wps  C(139)..C(171)  768.8(49)  45.7(tied to ul727) 2.9 37.9
uragy  C(131)..H(170)  768.9(65)  49.5(fixed) 8.4 49.5
urapy  H(150)..H(177)  769.6(102)  54.6(fixed) -8.4 54.6
wra;  H(140)..H(173)  769.6(78)  60.5(fixed) 2.7 60.5
wrsis  C(131)..H(160)  769.7(59)  65.5(fixed) 8.4 65.5
sy H(134)..H(173)  769.8(71)  70.1(fixed) 0.9 70.1
ursos  H(14)..H(46) 769.8(60)  51.8(fixed) 8.2 51.8
ursy H(24)...H(59) 770.1(37)  40.9(fixed) -10.6 40.9
ursso  H(80)..C(109)  770.2(92)  50.9(fixed) 6.9 50.9
uraey  H(70)..H(103)  770.3(86)  61.3(fixed) 6.6 61.3
Ursos  H(10)...H(41) 771.1(51)  58.8(fixed) 4.4 58.8
ursso  H(9)...H(33) 771.2(81)  71.3(fixed) 5.1 71.3
urser  H(78)..C(109)  771.2(83)  58.3(fixed) 8.5 58.3
uraor  C(11)...H(52) 771.3(80)  69.0(fixed) 7.9 69.0
ursao  C(23)...H(59) 771.3(23)  20.5(fixed) 112 20.5
uraos  H(90)..H(120)  771.5(36)  33.4(fixed) -10.9 33.4
ursss  H(18)..H(28) 771.5(67)  56.7(fixed) -16.9 56.7
Uy  C(73)..C(101)  771.6(75)  47.5(tied to ul727) 25 39.5
urses  H(132)..H(164)  771.8(115)  37.8(fixed) -12.9 37.8
ursyy  C(135)..C(175)  772.5(49)  49.3(tied to ul727) 47 41.0
ursis  C(131)..H(172)  772.6(72)  60.6(fixed) 0.7 60.6
urs1s H(70)...H(98) 772.8(92)  66.2(fixed) 43 66.2
ussoo  H(70)...H(99) 773.084)  71.3(fixed) 6.3 71.3
rs3s  Si(3)...H(32) 773.4(35)  33.6(fixed) -11.5 33.6
urs3s  C(77)...H(84) 773.7(20)  22.2(fixed) 123 222
rsos H(8)...C(39) 774.7(55)  47.4(fixed) 4.0 474
ursor  H(21)...C(47) 774.7(60)  55.7(fixed) -10.6 55.7
ursss  H(88)..C(117)  774.9(24)  20.1(fixed) 9.4 20.1
urss,  H(78)..H(84) 7753(39)  38.8(fixed) -11.0 38.8
uraer  H(149)..H(177)  775.3(86)  55.7(fixed) 9.1 55.7
urssy  C(85)..H(121)  775.8(21)  20.1(fixed) -9.0 20.1
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Ursey H(9)...H(49) 775.9(60)  62.0(fixed) 159 62.0
Urses C(69)...H(98) 776.2(58)  50.1(fixed) 3.7 50.1
urgor  H(150)..H(183)  776.5(44)  43.1(fixed) 177 43.1
urss,  H(88)..H(120)  777.5(46)  33.4(fixed) 9.6 33.4
urgra  H(70)...C(97) 777.7(73)  57.8(fixed) 7.0 57.8
ursrs  H(86)..H(121)  777.8(38)  34.3(fixed) 7.7 343
ursyr  H(18)...C(19) 778.021)  24.1(fixed) 134 24.1
s H(134)..H(177)  778.4(61)  58.5(fixed) 45 58.5
ursss  H(133)..C(159)  778.8(87)  65.9(fixed) 9.0 65.9
ursss  C(19)...H(48) 779.029)  52.7(fixed) 7.4 52.7
wrsy C(15)...H(22) 779.120)  22.6(fixed) 114 22.6
urs3s  H(10)...H(37) 779.2(80)  62.6(fixed) 1.2 62.6
ursor  H(132)..H(157)  779.5(78)  54.8(fixed) 3.9 54.8
ursss  H(26)..H(57) 779.5(41)  34.8(fixed) 113 34.8
ursy  H(80)...C(81) 780.6(19)  21.1(fixed) -10.6 21.1
uragy  H(83)..H(112)  780.7(117)  57.4(fixed) -8.9 57.4
Urseo  H(18)...H(49) 781.3(67)  48.7(fixed) -17.9 48.7
ursps  H(71)..H(83) 781.4(40)  34.7(fixed) 132 34.7
Uraos  H(140)..H(168)  781.5(47)  49.9(fixed) 3.1 49.9
ursis  C(7)..H(41) 781.5(48)  52.3(fixed) 72 52.3
urna  H(140)..C(171)  781.9(68)  51.2(fixed) 32 51.2
usgor  C(19)...H(45) 781.9(92)  45.2(fixed) 9.8 452
urse  H(137)..C(175)  781.9(70)  56.1(fixed) 2.9 56.1
ursy  H(18)..H(21) 782.4(44)  44.4(fixed) 117 44.4
urgos  H(132)..C(159)  782.6(66)  52.3(fixed) -11.0 52.3
urss, H(140)..H(172)  782.7(75)  69.8(fixed) 1.5 69.8
Ursso  H(17)...H(40) 782.9(74)  54.5(fixed) 8.5 54.5
urgo  C(135)..H(161)  783.9(90)  58.4(fixed) 4.6 58.4
urs  H(76)..H(103)  7842(111)  76.1(fixed) 0.7 76.1
ursey  H(137)..C(167)  784.3(71)  40.2(fixed) 3.3 40.2
urssi H(16)...H(40) 784.7(88)  72.5(fixed) 8.3 72.5
ursss  H(71)..H(104)  785.0(106)  55.7(fixed) 3.0 55.7
urs3o  H(142)..C(143)  785.2(23)  19.5(fixed) 8.6 19.5
ursyy  C(139)..H(146)  785.5(23)  19.7(fixed) 9.3 19.7
urs,  H(12)..H(42) 786.0(57)  51.8(fixed) 3.8 51.8
sy H(13)..H(52) 786.6(92)  77.6(fixed) 5.2 77.6
urso  C(131)...C(171)  786.7(51)  54.1(tied to ul727) 47 45.0
urass  H(26)..H(52) 786.8(103)  82.5(fixed) -8.8 82.5
urag1  H(140)..H(169)  787.2(61)  67.0(fixed) 5.1 67.0
ursso  H(88)..H(119)  787.3(39)  33.7(fixed) 8.6 33.7
wrsis  C(135)..C(159)  788.1(78)  50.4(tied to ul727) 8.1 41.8
ursos  H(140)..C(167)  788.2(47)  47.6(fixed) 6.1 47.6
ursys  C(77)..H(112)  788.4(89)  46.6(fixed) 8.7 46.6
ursy  C(135)..H(177)  788.8(79)  63.3(fixed) 4.7 63.3
wers  H(75)..H(115)  789.3(130)  63.7(fixed) 7.8 63.7
wrss  C(135)..C(167)  789.3(52)  27.7(tied to u2627) 5.9 27.4
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U608
U2609
U594
U2560
Ur425
U612
U569
U3598
Un404
U457
U393
U624
U545
Ups57
U603
U640
Uz579
Uzs19
Uzs67
U645
U595
U2590
Uz610
U2593
U630
U621
U581
U522
Uzsi1
Uzs12
U625
U648
U550
U635
Uze18
U665
U626
U2596
U554
U574
U658
Uz576
U501
U611
U617
U597

H(87)...H(121)
H(25)...H(59)
H(149)...H(176)
H(71)...H(84)
H(138)...H(161)
H(137)...H(169)
H(22)...H(59)
H(72)...H(102)
C(73)...H(103)
H(74)...H(104)
H(88)...H(114)
C(131)...H(162)
H(22)...H(49)
H(84)..H(121)
C(135)...H(169)
C(73)..H(110)
C(77)..H(115)
H(78)...H(116)
H(16)...H(22)
H(20)...H(46)
C(131)..H(177)
H(80)...H(83)
H(76)...C(113)
H(74)...H(116)
H(132)...H(172)
H(75)...H(114)
H(142)...H(145)
H(14)...H(53)
H(87)...H(114)
H(86)...H(114)
H(79)...H(84)
C(131)...H(158)
H(24)..H(52)
H(8)..H(32)
H(17)..H(22)
H(21)...H(48)
C(15)...H(40)
H(8)...H(41)
H(71)...H(103)
H(28)...H(59)
C(73)...C(109)
H(78)...C(113)
H(84)...H(112)
H(141)...H(146)
H(80)...H(82)
H(137)..H(177)

789.5(27)  35.0(fixed)
789.5(25)  36.0(fixed)
789.8(75)  48.2(fixed)
790.1(65)  44.4(fixed)
790.5(108)  70.0(fixed)
790.6(94)  62.1(fixed)
791.0(40)  35.6(fixed)
791.193)  56.0(fixed)
791.1(93)  61.3(fixed)
791.6(105)  57.8(fixed)
791.9(88)  58.5(fixed)
791.9(88)  52.7(fixed)
793.3(43)  73.9(fixed)
793.9(37)  34.4(fixed)
794.1(73)  55.4(fixed)
794.6(86)  52.4(fixed)
794.6(61)  40.2(fixed)
795.1(83)  51.7(fixed)
795.6(34)  40.5(fixed)
797.7(128)  58.9(fixed)
797.9(60)  46.3(fixed)
798.3(38)  40.0(fixed)
798.6(92)  47.4(fixed)
798.8(151)  59.9(fixed)
799.2(92)  64.3(fixed)
799.5(126)  66.0(fixed)
799.9(38)  33.3(fixed)
800.6(96)  65.1(fixed)
801.1(107)  56.3(fixed)
801.4(67)  50.9(fixed)
801.5(23)  32.9(fixed)
801.7(73)  38.8(fixed)
802.2(93)  74.6(fixed)
804.1(86)  74.5(fixed)
804.5(26)  29.7(fixed)
804.6(52)  64.9(fixed)
804.7(70)  44.7(fixed)
805.3(60)  60.2(fixed)
805.4(113)  62.5(fixed)
805.5(36)  40.8(fixed)
805.7(52)  36.7(tied to u2627)
805.8(63)  43.4(fixed)
806.7(102)  60.2(fixed)
806.7(34)  30.4(fixed)
806.7(28)  31.1(fixed)
807.0(98)  75.1(fixed)

-9.2
-10.6
-11.3
-13.5

-3.2

-5.6
-10.2
-5.3
-3.3

3.1
-4.4
10.6
-0.9
-10.6

-6.8

-6.7

-7.7

-4.0
-10.1

-8.3

-7.8
-10.1

-7.0

-0.9

-2.8

-4.3

-8.5
-12.7
-11.9
12.1
-13.7

-9.5
-17.4

-8.6
-10.5
10.8
12.7
-8.2
-2.6
-11.9

-9.4

-8.2

-5.1

-9.2

-9.8

-4.9

35.0
36.0
48.2
44.4
70.0
62.1
35.6
56.0
61.3
57.8
58.5
52.7
73.9
344
55.4
524
40.2
51.7
40.5
58.9
46.3
40.0
47.4
59.9
64.3
66.0
33.3
65.1
56.3
50.9
32.9
38.8
74.6
74.5
29.7
64.9
44.7
60.2
62.5
40.8
36.3
43.4
60.2
30.4
31.1
75.1
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U643
U623
Uz613
U577
Uz627
U605
U681
U386
U634
U2686
U641
U2653
U651
U676
U685
U2650
U631
U2663
U628
U3565
Ur644
Ups55
Uz622
U2568
Uz639
Ups8s
Uz604
U636
Uz661
U655
U642
U691
U652
U654
U573
U637
U2660
U2601
U682
U646
U670
U678
U2690
U702
U669
U649

C(73)..H(115)
C(7)...H(36)
H(78)...H(111)
H(141)..H(174)
C(7)...C(35)
H(79)...H(114)
H(133)...H(157)
H(90)...H(121)
H(18)...H(20)
H(75)...H(110)
H(72)...H(100)
H(132)...C(171)
H(138)...C(167)
H(21)...H(45)
H(75)...C(109)
C(7)..H(32)
H(140)...H(146)
H(136)...H(178)
H(132)...H(177)
H(80)...H(102)
H(14)...H(40)
H(12)...H(53)
H(71)...C(101)
H(141)...H(170)
H(134)...H(174)
H(75)...C(101)
H(84)...H(110)
H(142)...H(144)
C(19)...H(50)
H(9)...H(42)
H(22)...C(47)
H(80)...H(111)
H(141)...H(176)
C(147)...C(171)
H(12)...H(52)
Si(65)...H(100)
C(7)..H(37)
H(142)...H(169)
H(71)...H(95)
H(134)...H(176)
C(131)..H(173)
H(142)...H(178)
C(19)...H(46)
C(131)...H(156)
C(11)...C(47)
H(80)...H(116)

807.6(104)  51.3(fixed)
807.7(70)  46.1(fixed)
807.9(82)  71.0(fixed)
808.1(60)  54.5(fixed)
808.5(49)  34.0(33)
809.3(96)  49.2(fixed)
809.3(104)  49.7(fixed)
809.8(42)  36.9(fixed)
810.324)  32.9(fixed)
810.5(96)  64.9(fixed)
810.7(54)  58.2(fixed)
810.9(69)  51.8(fixed)
811.2(60)  36.8(fixed)
811.4(90)  54.1(fixed)
812.1(67)  51.8(fixed)
812.7(66)  53.6(fixed)
814.027)  31.0(fixed)
814.1(60)  55.7(fixed)
814.2(82)  54.9(fixed)
814.4(151)  53.5(fixed)
814.5(71)  63.2(fixed)
814.7(114)  73.4(fixed)
815.3(92)  43.7(fixed)
815.5(59)  55.0(fixed)
816.1(68)  70.8(fixed)
816.4(63)  43.0(fixed)
817.3(80)  49.9(fixed)
818.6(30)  27.6(fixed)
819.7(49)  50.5(fixed)
820.6(51)  42.2(fixed)
821.138)  53.6(fixed)
821.4(90)  64.7(fixed)
821.5(46)  43.7(fixed)
821.5(36)  23.0(tied to u2627)
821.6(91)  79.1(fixed)
822.4(35)  24.8(fixed)
822.8(55)  47.4(fixed)
822.9(63)  70.0(fixed)
822.9(58)  45.5(fixed)
823.0(66)  58.9(fixed)
823.1(49)  51.1(fixed)
823.2(43)  46.6(fixed)
824.9(101)  43.1(fixed)
825.5(95)  37.6(fixed)
825.8(27)  25.1(tied to u2627)
826.0(118)  49.6(fixed)

33.6(34)

-10.4
-1.5
-9.8
-4.8
-5.9
-5.2

-10.6

-12.0

-16.2
-8.5
-1.9
-6.4
-7.2
-9.8
-8.9

-11.8

-10.1
-4.1
-6.8

-10.2
-7.1

-13.0
-7.0
-5.5
-2.0
-6.7

-12.9
-8.5

-11.4
-6.3
-9.1

-12.6
-8.1
-4.3
-8.1
-9.3
-6.4
-4.6
-6.7
-6.2
-6.6
-6.3

-11.9

-13.5

-11.2
-6.4

51.3
46.1
71.0
54.5
33.7
49.2
49.7
36.9
32.9
64.9
58.2
51.8
36.8
54.1
51.8
53.6
31.0
55.7
54.9
535
63.2
73.4
43.7
55.0
70.8
43.0
49.9
27.6
50.5
422
53.6
64.7
43.7
22.7
79.1
24.8
47.4
70.0
45.5
58.9
51.1
46.6
43.1
37.6
24.8
49.6
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U659
U664
U689
U2688
Uz662
U684
U673
U677
U633
U2683
U638
U671
U620
U2666
Uz679
U657
U2699
U2700
Uz667
U692
U701
U2696
Uz71s
U668
U698
U695
U656
U3703
Uz619
U2706
Uz629
Uz711
Uz729
Uz722
Uz732
U675
U707
U704
U708
U737
U705
U730
U751
U2680
Uz710
U712

H(133)...H(178)
Si(3)...H(38)
H(132)...H(160)
H(138)...H(169)
Si(127)...H(174)
C(73)..H(114)
C(69)...H(102)
Si(128)...H(162)
H(142)...H(168)
H(80)...C(113)
H(14)..H(52)
C(77)..H(114)
H(136)...H(161)
H(12)...H(41)
H(136)...H(168)
H(78)...H(115)
H(10)...H(40)
H(74)...C(113)
C(23)...C(47)
H(133)...H(160)
C(11)...H(40)
H(8)...C(35)
C(11)...H(48)
C(85)...C(109)
H(8)...H(36)
H(12)...C(39)
H(142)...C(167)
H(76)...H(115)
H(75)...H(103)
H(140)...H(176)
H(76)...H(102)
H(13)...H(40)
H(132)...H(158)
C(69)...H(94)
H(80)...H(112)
C(23)...H(49)
H(71)...H(99)
H(132)...H(176)
C(139)...H(176)
H(70)...H(94)
C(131)...H(176)
H(133)...H(162)
H(138)...H(176)
C(135)...H(162)
H(142)...C(175)
H(142)..H(177)

826.0(73)  44.4(fixed)
826.1(26)  22.5(fixed)
827.1(60)  65.9(fixed)
827.8(74)  55.7(fixed)
828.6(17)  24.7(fixed)
828.8(104)  49.7(fixed)
829.0(75)  40.3(fixed)
830.3(13)  20.2(fixed)
831.5(49)  48.2(fixed)
832.0(88)  36.3(fixed)
835.0(70)  62.5(fixed)
835.3(84)  37.5(fixed)
835.8(106)  68.1(fixed)
835.8(80)  71.8(fixed)
836.8(61)  41.1(fixed)
837.2(58)  53.5(fixed)
837.3(49)  51.2(fixed)
837.4(108)  42.9(fixed)
837.9(54)  46.0(tied to u2627)
838.2(72)  78.1(fixed)
838.4(54)  42.0(fixed)
839.2(67)  51.3(fixed)
839.7(58)  42.2(fixed)
840.3(29)  22.7(tied to u2627)
840.6(92)  61.2(fixed)
841.8(54)  40.7(fixed)
841.9(45)  44.4(fixed)
841.9(101)  59.7(fixed)
842.6(76)  60.7(fixed)
842.6(53)  46.7(fixed)
843.4(92)  62.1(fixed)
844.2(62)  54.6(fixed)
844.6(80)  46.2(fixed)
844.9(49)  31.7(fixed)
845.2(100)  53.9(fixed)
845.4(83)  67.5(fixed)
845.5(57)  64.3(fixed)
845.6(84)  50.6(fixed)
845.8(36)  31.1(fixed)
845.9(73)  44.7(fixed)
847.0(57)  37.2(fixed)
847.5(108)  66.7(fixed)
847.5(60)  59.0(fixed)
847.7(93)  49.8(fixed)
848.2(36)  31.6(fixed)
848.4(60)  51.2(fixed)

-6.9
-11.1
-13.4

-9.7
-11.2

-9.5
-10.4
-10.7

-5.2

-9.9
-14.3
10.2
-5.1
-9.5
-3.6
-8.4
-9.4
-9.3
-14.4
-14.5
-12.5

-8.2
-11.7

-8.5

-4.9
-11.6

-8.6
-10.6

-9.1
-10.5

-4.7
-10.2
-10.4
-10.7
-12.1
-12.4

-6.3

-7.8
-11.9
-10.6
-11.1
-14.0
-10.4
-10.7
-10.3

-8.8

44.4
22.5
65.9
55.7
24.7
49.7
40.3
20.2
48.2
36.3
62.5
37.5
68.1
71.8
41.1
535
51.2
429
45.5
78.1
42.0
51.3
422
22.5
61.2
40.7
44.4
59.7
60.7
46.7
62.1
54.6
46.2
31.7
53.9
67.5
64.3
50.6
31.1
44.7
37.2
66.7
59.0
49.8
31.6
51.2
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uyp,  H(74)..H(110)  848.7(98)  61.0(fixed) 7.3 61.0
urs  H(137)..H(161)  849.1(73)  55.3(fixed) -10.9 55.3
urn  H(142)..H(172)  849.4(59)  65.6(fixed) 4.1 65.6
ur;  C(147)..H(172)  851.4(48)  30.9(fixed) 47 30.9
urgar  H(74)..C(101)  852.4(87)  43.5(fixed) 6.0 43.5
Uros  C(135)..H(160)  853.2(63)  42.8(fixed) -13.7 42.8
urae  H(76)..H(110)  853.3(74)  47.0(fixed) -10.9 47.0
ure  H(10)...H(38) 853.4(67)  54.4(fixed) 4.4 54.4
e C(7)...H(40) 853.539)  33.8(fixed) -13.6 33.8
ursy  C(139)..H(170)  853.5(41)  40.6(fixed) -11.3 40.6
w1 H(9)...C(39) 855.5(39)  30.7(fixed) -13.5 30.7
wyy  H(133)..H(172)  855.9(75)  73.6(fixed) 6.5 73.6
wrnas  H(132)..H(173)  855.9(62)  54.9(fixed) 9.2 54.9
ur  H(14)..C(47) 857.2(38)  33.2(fixed) -13.0 33.2
wns  H(78)..H(112)  857.4(86)  58.6(fixed) -15.7 58.6
urns  H(133)..C(175)  858.9(50)  34.4(fixed) -13.3 34.4
wrps  H(18)..H(22) 859.3(25)  26.6(fixed) -17.1 26.6
urry H(80)...H(84) 859.4(22)  24.0(fixed) 162 24.0
wms  H(14)..H(37) 860.8(92)  60.7(fixed) 0.9 60.7
Uurgr  H(26)...H(59) 861.1(23)  23.3(fixed) 174 233
urrso  H(14)...H(48) 861.3(70)  53.8(fixed) 113 53.8
urss  H(76)..C(109)  861.4(44)  34.1(fixed) 129 34.1
urp3s  H(8)...H(40) 861.6(57)  53.3(fixed) 113 53.3
Uror  H(25)...H(49) 862.5(115)  85.7(fixed) -12.6 85.7
wmo  H(142)..H(146)  862.5(30)  23.4(fixed) 124 23.4
uros  C(73)..H(102)  862.6(76)  43.9(fixed) 9.7 43.9
urnas  H(71)...C(97) 862.8(43)  47.0(fixed) -10.3 47.0
urns  H(142)..H(173)  862.9(60)  54.6(fixed) 6.6 54.6
urgo  H(142)..C(171)  863.2(51)  44.1(fixed) 9.1 44.1
ures  C(73)..H(I11)  863.2(40)  41.1(fixed) 143 41.1
urry H(21)...H(50) 863.2(66)  56.7(fixed) -18.5 56.7
urrgo  H(8)..H(37) 863.3(62)  55.7(fixed) -10.9 55.7
s, H(74)..H(103)  863.5(107)  65.0(fixed) 49 65.0
urs  H(132)..H(162)  864.0(78)  51.3(fixed) 172 513
Uy C(135)..H(176)  864.2(50)  44.3(fixed) -12.9 443
urss  H(70)..H(102)  864.8(61)  46.2(fixed) -14.0 46.2
wre  H(133)..H(170)  865.4(69)  58.0(fixed) 177 58.0
uysy  C(69)..H(100)  866.0(43)  41.9(fixed) -10.2 41.9
urys,  H(137)..H(176)  866.1(72)  60.3(fixed) -10.3 60.3
uyg  H(13)..C(47) 866.6(30)  31.3(fixed) 122 31.3
wpr C(139)..H(174)  866.7(47)  38.9(fixed) -11.6 38.9
Uy H(22)..H(48) 867.6(28)  58.3(fixed) -13.9 58.3
urso  H(88)..H(121)  868.3(20)  21.1(fixed) -13.5 21.1
uysy  H(74)..C(109)  868.4(62)  43.7(fixed) 117 43.7
wrs  C(147)..H(173)  868.8(31)  28.7(fixed) 5.4 28.7
wrps  C(85)..H(111)  869.7(29)  32.0(fixed) -10.4 32.0
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Uz736
U739
Ur764
U3788
Uz778
U794
Uz756
U3746
Uz799
U791
U755
U766
Uz760
U2806
Uz777
U771
Uz7s7
U762
Uz769
U3733
U761
U767
U808
U782
Uz795
U3750
Uz776
U770
Uz772
Uz781
U803
U2807
Uz793
U774
Uz780
U2802
U787
U765
U796
U3786
U828
Uzg16
U2809
U2805
U2800
U2820

C(85)...H(110)
H(9)...H(41)
H(136)...C(175)
H(21)...H(46)
H(71)...H(98)
H(75)...H(112)
C(131)...H(174)
C(11)..H(37)
H(75)..H(111)
C(73)..H(112)
C(11)...H(49)
H(133)...C(171)
C(11)...C(35)
H(70)...H(100)
H(137)...H(170)
H(80)...H(115)
H(136)...H(169)
C(147)..H(174)
H(76)...H(114)
H(140)...H(174)
H(136)...C(167)
C(23)...H(48)
H(132)...H(156)
H(136)...H(177)
C(135)...H(170)
H(140)...H(170)
H(12)...C(47)
C(73)...C(97)
C(135)...C(171)
C(11)...H(50)
H(132)...H(174)
H(13)...H(48)
H(148)...H(172)
H(148)...H(173)
H(24)...H(49)
H(9)...H(36)
H(86)...H(111)
H(78)...H(114)
H(133)...H(177)
H(138)...C(171)
H(133)...H(156)
H(74)...H(115)
H(9)...C(35)
H(86)...H(110)
H(22)...H(50)
H(12)...H(48)

870.939)  30.4(fixed)
871.1(51)  55.3(fixed)
871.2(46)  39.3(fixed)
871.7(92)  46.4(fixed)
872.0(58)  54.4(fixed)
872.7(74)  58.3(fixed)
872.8(50)  47.9(fixed)
872.8(63)  46.2(fixed)
873.5(55)  50.4(fixed)
873.6(57)  40.9(fixed)
874.2(21)  32.9(fixed)
876.6(54)  56.1(fixed)
877.2(40)  27.9(tied to u2627)
877.4(69)  55.9(fixed)
877.8(70)  43.7(fixed)
878.2(67)  41.2(fixed)
878.5(70)  60.4(fixed)
878.7(46)  29.4(fixed)
878.7(94)  53.9(fixed)
879.1(65)  51.2(fixed)
879.8(48)  31.0(fixed)
880.4(31)  39.4(fixed)
882.9(76)  42.9(fixed)
884.0(75)  62.0(fixed)
886.1(50)  29.5(fixed)
886.3(46)  48.0(fixed)
886.4(36)  33.1(fixed)
888.2(32)  21.4(tied to u2627)
888.6(17)  21.7(tied to u2627)
888.9(30)  32.7(fixed)
889.1(71)  55.1(fixed)
889.3(46)  40.1(fixed)
889.6(62)  34.7(fixed)
889.8(31)  38.4(fixed)
889.8(51)  57.4(fixed)
890.3(70)  54.2(fixed)
891.029)  42.5(fixed)
892.2(68)  45.2(fixed)
892.3(57)  48.7(fixed)
892.8(36)  37.4(fixed)
894.3(114)  43.5(fixed)
895.0(105)  50.3(fixed)
895.1(50)  40.7(fixed)
898.5(49)  36.3(fixed)
898.6(48)  59.9(fixed)
899.1(71)  48.6(fixed)

-10.6
-13.5
-11.6
-15.9
-10.8

-9.4
-11.0

-4.7
-14.5
-11.8
-13.7
-12.7

-7.8
-13.1
-10.5
-13.8

-9.9

-6.7
-13.7
-12.1
-10.7
-18.6
-16.5
-11.7
-13.5
-13.0
-13.2
-10.5

-8.5
-15.0
-11.0
-14.9

-7.1

-3.5
-17.6

-9.4
-10.5
-14.8
-15.3

-6.6
-18.0
-15.8
-13.8
-12.6
-15.4
-13.6

30.4
553
39.3
46.4
54.4
583
47.9
46.2
50.4
40.9
32.9
56.1
27.6
55.9
43.7
41.2
60.4
294
53.9
51.2
31.0
394
429
62.0
29.5
48.0
33.1
21.2
214
32.7
55.1
40.1
34.7
38.4
57.4
54.2
42.5
45.2
48.7
37.4
43.5
50.3
40.7
36.3
59.9
48.6
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urgs  H(138)..H(173)  899.3(59)  50.5(fixed) 1.7 50.5
ussio C(7)...H(38) 899.9(46)  34.8(fixed) 12,6 34.8
urge  H(136)..H(162)  900.0(117)  58.0(fixed) -13.1 58.0
Uz, C(73)...H(99) 901.5(39)  37.8(fixed) -10.1 37.8
urgis  H(14)...H(49) 902.4(30)  38.3(fixed) -15.6 38.3
ursor  C(135)..H(172)  903.0(25)  38.9(fixed) 7.7 38.9
ures  C(135)..H(173)  903.5(35)  37.0(fixed) 6.1 37.0
sy H(9)..H(37) 904.7(59)  55.4(fixed) -13.0 55.4
urgzo  H(18)...H(40) 904.7(69)  47.0(fixed) 22.6 47.0
ureo  H(75)..H(102)  904.9(63)  47.4(fixed) -13.7 474
urgy1  H(22)...H(46) 905.0(104)  47.9(fixed) -15.7 47.9
ursys  H(138)..H(170)  905.1(58)  40.0(fixed) 143 40.0
ursro  H(80)..H(114)  906.9(100)  42.4(fixed) -13.8 424
ury  H(74)..H(114)  906.9(115)  52.8(fixed) -13.5 52.8
urgrr H(13)...H(49) 907.0(42)  45.0(fixed) 127 45.0
wrsis  H(87)..H(111)  907.1(39)  35.6(fixed) -14.4 35.6
urg1r C(11)...H(36) 907.5(41)  37.0(fixed) 8.6 37.0
urer  C(23)...H(50) 908.1(60)  55.2(fixed) -18.9 55.2
Urgo  C(73)...H(98) 908.3(51)  30.0(fixed) -11.9 30.0
urre  H(25)..H(50) 908.5(92)  78.1(fixed) -15.1 78.1
urgy,  H(133)..H(173)  908.8(54)  61.1(fixed) -13.9 61.1
urgyr  H(148)..H(174)  909.0(61)  36.8(fixed) 7.5 36.8
ursos  H(137)..H(160)  909.5(57)  44.7(fixed) -17.9 44.7
urs3o  H(9)..H(32) 910.3(67)  55.7(fixed) 222 55.7
gz H(76)..H(111)  910.4(34)  42.1(fixed) 157 42.1
uyss  C(85)..H(112)  910.4(38)  28.9(fixed) 9.3 28.9
urgrs  H(13)..H(37) 911.6(56)  50.7(fixed) 7.9 50.7
urgy  H(24)...H(48) 912.9(22)  40.8(fixed) -20.5 40.8
g  H(149)..H(173)  914.1(37)  35.4(fixed) 6.7 35.4
urps  H(137)..C(171)  914.6(31)  33.6(fixed) 9.5 33.6
wsis  H(138)..H(172)  916.2(34)  48.0(fixed) 7.6 48.0
urrs  H(71)..H(102)  916.8(90)  45.1(fixed) -14.9 45.1
Ursao  H(75)...H(98) 917.7(83)  41.1(fixed) 113 41.1
ursis  H(136)..H(160)  918.1(74)  50.7(fixed) -17.5 50.7
urs1»  H(76)... H(99) 921.4(52)  47.3(fixed) -10.7 473
ursey  H(8)...H(38) 925.5(65)  54.1(fixed) -13.3 54.1
ursas  H(14)...H(50) 926.8(39)  37.9(fixed) -18.7 37.9
ursas  H(75)..H(99) 928.047)  40.5(fixed) -12.8 40.5
urgss  H(150)..H(174)  928.1(59)  37.0(fixed) 7.1 37.0
ursao  H(13)..H(50) 930.3(36)  38.1(fixed) -16.2 38.1
urgss  H(74)..H(111)  930.6(50)  48.3(fixed) -17.9 483
ursas  H(137)..H(172)  932.4(40)  41.9(fixed) 9.6 41.9
ursss  H(149)..H(174)  932.6(39)  32.2(fixed) 9.5 32.2
ursgo  H(74)..H(112)  932.6(68)  48.6(fixed) -14.2 48.6
urgss  H(76)..H(112)  935.0(48)  37.7(fixed) -16.7 37.7
ursse  H(12)...H(40) 935.3(54)  43.6(fixed) 21.6 43.6
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urser  H(137)..H(173)  938.1(40)  44.6(fixed) 8.5 44.6
urs3s  H(87)..H(112)  939.1(40)  38.0(fixed) 114 38.0
urgsy  H(13)...H(36) 940.7(54)  41.5(fixed) 9.4 41.5
urgs,  H(12)...H(49) 941.9(24)  36.5(fixed) -17.6 36.5
urgso  H(12)...H(50) 942.4(41)  42.7(fixed) -15.6 42.7
ursar  H(142)..H(170)  942.7(44)  46.2(fixed) -16.8 46.2
gy H(74)..H(102)  943.8(90)  48.2(fixed) -14.0 482
Urses  H(71)...H(94) 945.0(47)  33.3(fixed) -17.1 333
urgss  H(133)..H(176)  945.8(53)  39.6(fixed) -20.1 39.6
urser  H(142)..H(176)  947.4(33)  32.2(fixed) -18.2 322
ursas  H(86)..H(112)  947.8(45)  33.0(fixed) 132 33.0
ures  H(9)...H(40) 948.7(38)  33.9(fixed) 225 33.9
urgsy  H(12)..H(37) 954.2(67)  49.6(fixed) -10.0 49.6
ure,  H(24)..H(50) 955.9(39)  47.6(fixed) 247 47.6
urseo  H(71)..H(100)  960.2(45)  47.0(fixed) -16.3 47.0
urse  H(142)..H(174)  960.4(48)  45.3(fixed) -18.2 453
urses  C(11)...H(38) 961.8(39)  29.7(fixed) -13.6 29.7
urs H(133)..H(174)  963.0(53)  58.8(fixed) -20.0 58.8
urgrs  H(136)..H(176)  963.0(46)  42.3(fixed) 20.2 423
urses  C(73)..H(100)  971.8(31)  25.9(fixed) -14.3 25.9
urgo  H(136)..C(171)  972.6(18)  25.0(fixed) -13.5 25.0
usn  C(135)..H(174)  9732(17)  23.4(fixed) -15.2 23.4
urgsi  H(88)..H(112)  975.1(51)  36.5(fixed) 8.4 36.5
urses  H(26)..H(50) 975.5(67)  66.4(fixed) 235 66.4
urgne  H(138)..H(174)  976.4(37)  39.4(fixed) -13.6 39.4
usn  H(136)..H(170)  977.7(47)  32.4(fixed) -19.1 32.4
Urser  H(74)..H(99) 978.0(43)  44.0(fixed) 12,5 44.0
ursy  H(136)..H(172)  981.331)  44.7(fixed) 1.1 44.7
urgrs  H(136)..H(173)  985.2(36)  39.9(fixed) 114 39.9
ursrs  H(12)..H(36) 987.4(37)  40.0(fixed) -13.0 40.0
urgs1  H(9)...H(38) 988.2(47)  40.4(fixed) 217 40.4
urso  H(74)..H(98) 993.4(45)  32.6(fixed) -16.3 32.6
urgro  H(137)..H(174)  993.5(36)  37.1(fixed) 147 37.1
urssy  H(12)...H(38) 1048.8(41)  31.2(fixed) -20.8 312
sy H(74)..H(100)  1056.7(36)  30.0(fixed) -18.8 30.0
urssa  H(136)..H(174)  1059.8(16)  25.8(fixed) 21.0 25.8

134



135



Table S12 Final refined Cartesian coordinates (in pm) for the three conformers of 1
modelled for the GED refinement.

1a 1b
x y z x y z
Si(1) 118.71 0.00 0.00 Si(57) 118.81 0.00 0.00
Si(2) -118.71 0.00 0.00 Si(58) -118.81 0.00 0.00
Si(3) -226.56  -90.05 -190.14 Si(59) -189.58 -87.23 -207.68
Si(4) -201.79  -84.68 204.73 Si(60) -240.71 -91.97 180.35
Si(5) 226.56 -194.05 -81.28 Si(61) 189.58 224.87 -13.29
Si(6) 201.79 200.66  -93.92 Si(62) 240.71 -121.32 162.07
C(7) -162.24  -15.89 -351.33 C(63) -118.72 -260.94 -228.17
H(8) -54.78  -30.99 -362.80 H(64) -153.44 -328.35 -149.69
H(9) -210.34  -60.58 -438.49 H(65) -147.46 -305.40 -323.59
H(10)  -180.20 91.62 -356.44 H(66) -9.67 -260.90 -224.41
C(11)  -212.58 -278.16 -198.70 C(67) -377.56 -95.00 -224.86
H(12) -270.23 -319.31 -281.71 H(68) -407.78 -130.38 -323.57
H(13) -109.26 -310.51 -212.32 H(69) -422.16 -162.48 -151.62
H(14) -249.26 -325.68 -107.57 H(70) -423.62 2.87 -210.44
C(15) 41131 -53.27 -177.09 C(71)  -127.10 23.38 -347.25
H(16) -455.70 -99.68 -88.87 H(72) -167.87 124.36 -340.24
H(17)  -430.88 53.86 -170.18 H(73) -18.37 32.60 -346.03
H(18) -466.20 -90.33 -263.81 H(74) -154.83 -15.61 -445.32
C(19) -164.77 39.97 341.51 C(75)  -242.53 21.32  331.53
H(20) -57.93 60.63 349.64 H(76) -143.13 32.06 375.27
H(21) -214.58 135.44 323.87 H(77) -277.53 121.61 306.56
H(22) -197.96 4.08 439.07 H(78) -308.07 -16.88 409.97
C(23) -386.53 -122.60 193.61 C(79) -416.69 -123.89 119.77
H(24) -443.64 -36.11 159.47 H(80) -466.54 -31.58 89.75
H(25) -407.03 -204.03 123.92 H(81) -418.32 -190.69 33.50
H(26) -427.72 -152.04 290.27 H(82) -478.40 -169.92 197.10
C(27) -117.67 -248.30 246.35 C(83) -170.94 -260.50 228.40
H(28) -154.17 -289.81 340.43 H(84) -221.93 -302.11 315.44
H(29) -135.08 -323.54 169.26 H(85) -181.14 -333.09 147.57
H(30) -9.59 -236.92 256.16 H(86) -64.81 -254.82 253.14
C@3l1) 162.24 -351.69 0.15 C(87) 118.72 319.85 133.60
H(32) 210.34 -440.79  -40.52 H(88) 147.46 425.10 131.42
H(33) 180.20 -351.89 107.78 H(89) 9.67 31646 135.21
H(34) 54.78 -363.84 -14.41 H(90) 153.44 279.14 228.70
C(3)5) 212.58 -211.17 -268.81 CO1) 377.56 243.71 -13.89
H(36) 109.26 -226.26 -300.50 H(92) 422.16 207.73 78.98
H(37) 24926 -122.31 -320.43 H(93) 423.62 187.61  -95.37
H(38) 270.23 -295.97 -306.13 H(94) 407.78 347.90 -25.66
C39) 411.31 -179.33 -45.14 C(95) 127.10 301.36 -174.10
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H(40) 466.20 -267.66 -78.20 H(96) 154.83 406.58 -182.35
H(41) 455.70  -93.32  -95.53 H(97) 167.87 250.54 -261.64
H(42) 430.88 -167.55 61.56 H(98) 18.37 296.20 -181.84
C(43) 164.77 34298 24.36 C(99) 242.53 -306.96 127.05
H(44) 57.93 352.05 44.62 H(100) 143.13 -350.96 136.70
H(45) 214.58 329.70 120.53 H(101) 277.53 -328.77 26.03
H(46) 197.96 438.80 -15.94 H(102) 308.07 -360.52 195.92
C47) 386.53 187.81 -131.30 C(103) 416.69 -52.87 164.00
H(48) 443.64 157.66 -43.34 H(104) 466.54 -66.63 67.92
H(49) 407.03 114.49 -209.47 H(105) 418.32 54.01 185.92
H(50) 427.72 283.04 -165.12 H(106) 478.40 -101.97 239.42
C(51) 117.67 234.77 -259.27 C(107) 17094 -90.14 334.52
H(52) 154.17 326.86 -305.03 H(108) 22193 -149.91 410.24
H(53) 135.08 154.33 -330.92 H(109) 181.14 14.42 364.03
H(54) 9.59 245.09 -248.35 H(110) 64.81 -114.84 340.34
H(55) 160.04 6.58 144.23 H(111) 160.11 -63.62 -129.50
H(56) -160.04 144.38 0.00 H(112) -160.11 144.29 0.00
1c
X y z
Si(113) 118.71 0.00 0.00
Si(114) -118.71 0.00 0.00
Si(115) -208.58 -87.47 -200.41
Si(116) -230.28 -86.43 190.66
Si(117) 208.58 110.03 188.97
Si(118)  230.28 -204.90 -42.90
C(119) -204.75 -276.36 -194.28
H(120) -266.92 -315.52 -113.60
H(121) -241.15 -320.63 -287.13
H(122) -103.72 -314.31 -178.16
C(123) -386.83 -32.00 -228.73
H(124) -427.53 -72.34 -321.59
H(125) -452.69 -64.63 -148.07
H(126) -394.96 76.65 -234.73
C(127) -111.35 -24.48 -349.27
H(128) -117.40 84.07 -358.60
H(129) -5.52  -50.18 -342.33
H(130) -148.51 -66.78 -442.75
C(131) -158.55 -15.57 350.43
H(132) -55.27 -47.16 365.96
H(133) -158.95 93.55 350.09
H(134) -21532 -47.53 43797
C(135) -414.01 -4424 176.75
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H(136) -430.11  62.99 164.52
H(137) -460.52 -93.56 91.24
H(138) -469.46 -75.03 265.54
C(139) -222.80 -274.74 198.60
H(140) -276.94 -313.82 28491
H(141) -266.53 -320.78 109.85
H(142) -120.13 -310.91 206.14
C(143) 20475  -6.51 33775
H(144) 241.15 4226 42833
H(145) 103.72 -41.94 358.85
H(146) 266.92 -94.73 321.69
C(147) 386.83 165.64 160.94
H(148) 452.69 81.29 139.62
H(149) 394.96 234.68  76.82
H(150) 427.53 216.74 24835
C(151) 11135 26735 226.09
H(152) 148.51 317.78 315.43
H(153) 117.40 339.00 144.01
H(154) 552 24657 242.72
C(155) 158.55 -291.94 -194.46
H(156) 5527 -323.14 -178.14
H(157) 158.95 -227.21 -282.30
H(158) 21532 -381.46 -220.39
C(159) 414.01 -168.74 -68.72
H(160) 430.11 -95.53 -148.02
H(161) 460.52 -128.89  21.59
H(162) 469.46 -258.58 -96.33
C(163) 222.80 -322.54 104.36
H(164) 276.94 -41527  84.89
H(165) 266.53 -278.13 193.93
H(166) 120.13 -350.00 129.08
H(167) 15749  85.65 -116.98
H(168) -157.49 144.99  0.00
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Table S13 Final refined Cartesian coordinates (in pm) for the three conformers of 2
modelled for the GED refinement.

2a 2b
x y z x y z
Si(1) -118.43 0.00 0.00 Si(63) -118.53 0.00 0.00
Si(2) 118.43 0.00 0.00 Si(64) 118.53 0.00 0.00
Si(3) 212.42 85.71 198.98 Si(65) 206.93 168.07 140.90
Si(4) 229.14 -200.54 -58.65 Si(66) 22691 -205.74 41.20
Si(5) -212.42  -87.11 -198.37 Si(67) -206.93 -86.68 -201.46
Si(6) -229.14 -93.84 186.69 Si(68) -226.91 -98.56 185.24
C(7) 20942 -41.23 337.69 C(69) 125.55 175.02 309.95
H(8) 268.51 -130.63 312.97 H(70) 136.26 80.24 364.73
H(9) 250.46 -0.80 431.39 H(71) 169.09 253.59 373.41
H(10) 107.33  -75.62 359.84 H(72) 17.77 195.78 302.95
C(11) 390.66 137.08 168.07 C(73) 391.82 14491 166.95
H(12) 437.60 179.16 258.19 H(74) 436.54 229.11 221.78
H(13) 453.03 52.24 136.30 H(75) 414.21 5391 224.50
H(14) 390841 213.56 89.41 H(76) 446.09 136.52 71.65
C(15) 126.89 243.29 255.70 C(77) 189.48 335.73 57.53
H(16) 138.23 324.83 182.77 H(78) 245.11 340.58 -37.23
H(17) 18.91 228.51 270.46 H(79) 84.64 359.40 34.19
H(18) 167.37 280.04 351.14 H(80) 227.24 417.33  120.87
C(19) 199.84 -248.25 -238.17 C(81) 150.07 -352.56 -47.28
H(20) 9545 -277.67 -256.44 H(82) 4495 -367.51 -18.60
H(21) 222.10 -165.36 -306.96 H(83) 151.86 -340.31 -156.57
H(22) 262.72 -333.04 -269.03 H(84) 202.89 -446.39 -24.86
C(23) 414.54 -176.63 -36.45 C(85) 404.33 -191.27 -19.74
H(24) 451.81 -89.55 -92.34 H(86) 409.21 -167.45 -127.00
H(25) 441.69 -160.85 68.96 H(87) 459.66 -112.20 33.01
H(26) 471.78 -263.81 -71.40 H(88) 460.59 -284.65 -5.24
C(27) 182.77 -346.10 50.33 C(89) 236.40 -243.93 22498
H(28) 236.94 -437.57 22.11 H(90) 297.27 -333.22 245.39
H(29) 205.39 -327.07 156.27 H(1) 281.11 -161.17 281.97
H(30) 75.47 -369.48 44.35 H(92) 137.05 -262.48 268.36
C@31) -209.42 -275.13 -200.09 C(93) -125.55 -246.62 -256.67
H(32) -250.46 -316.11 -293.55 H94) -169.09 -284.83 -350.16
H@33) -107.33 -314.78 -190.03 H(95) -17.77 -233.95 -274.54
H(34) -268.51 -318.01 -117.84 H(6) -136.26 -326.31 -181.62
C(35) -390.66 -29.48 -214.86 C(97) -391.82 -118.29 -186.76
H(36) -453.03 -64.08 -131.15 HO8) -414.21 -199.56 -116.12
H(37) -398.41 80.21 -217.18 H(99) -446.09 -29.42 -151.35
H(38) -437.60 -66.70 -307.10 H(100) -436.54 -146.63 -283.16
C39) -126.89 -21.17 -352.31 C(101) -189.48 41.33 -338.11
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H(40) -167.37 -65.92 -444.27 H(102) -227.24 4.10 -434.47
H41) -138.23 87.78 -362.23 H(103) -245.11 133.48 -315.54
H(42) -1891 -42.04 -351.56 H(104) -84.64 70.48 -354.07
C(43) -199.84 496 343.99 C(105) -150.07 -5598 351.28
H(44) -95.45 -1.73  377.97 H(106) -4495 -87.74 35737
H(45) -222.10 111.79 330.26 H(107) -151.86 52.22  370.95
H(46) -262.72 -30.28 427.06 H(108) -202.89 -104.41 434.72
C@47) 41454 -93.77 154.06 C(109) -404.33 -36.03 188.88
H(48) -451.81 6.49 128.47 H(110) -409.21 73.56 196.87
H49) -441.69 -160.12 70.65 H(111) -459.66 -63.85 97.99
H(50) -471.78 -127.65 241.66 H(112) -460.59 -76.74 274.16
C(51)  -182.77 -272.80 218.86 C(113) -236.40 -285.56 169.02
H(52) -236.94 -314.52 305.01 H(114) -297.27 -330.76 248.70
H(53) -205.39 -337.32 132.71 H(115) -281.11 -316.38 73.38
H(54) -75.47 -284.36 240.04 H(116) -137.05 -332.45 174.34
C(55) -158.08 189.23 0.00 C(117) -166.42 187.42 0.00
C(56) 158.08 129.02 -138.42 C(118) 166.42 53.83 -179.52
H(57) -118.58 239.58 89.45 H(119) -133.29 238.38 91.66
H(58) -114.68 240.39 -87.15 H(120) -121.38 241.43 -84.56
H(59) -266.32 208.62 -2.30 H(121) -275.19 202.12 -7.10
H(60) 118.58 97.92 -236.24 H(122) 133.29 -19.32 -254.66
H(61) 114.68 227.66 -116.43 H(123) 12138 150.34 -206.96
H(62) 266.32 143.92 -151.04 H(124) 275.19 64.85 -191.57
2¢
X y z
Si(125) -118.38 0.00 0.00
Si(126) 118.38 0.00 0.00
Si(127)  213.52  159.23 -147.78
Si(128)  217.75 39.17 211.30
Si(129) -213.52 -105.34 -189.99
Si(130) -217.75 -102.97 188.62
C(131) 211.03 331.24 -71.84
H(132) 267.77 335.53 22.28
H(133) 25490 406.52 -138.96
H(134) 108.78 364.67 -48.96
C(135) 391.62 110.38 -183.79
H(136) 43838 176.87 -257.88
H(137) 45438 114.08 -93.54
H(138) 399.02 8.11 -223.58
C(139) 12996 17491 -315.18
H(140) 136.69 81.86 -373.43
H(141) 23.05 198.94 -305.74
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H(142)
C(143)
H(144)
H(145)
H(146)
C(147)
H(148)
H(149)
H(150)
C(151)
H(152)
H(153)
H(154)
C(155)
H(156)
H(157)
H(158)
C(159)
H(160)
H(161)
H(162)
C(163)
H(164)
H(165)
H(166)
C(167)
H(168)
H(169)
H(170)
C(171)
H(172)
H(173)
H(174)
C(175)
H(176)
H(177)
H(178)
C(179)
C(180)
H(181)
H(182)
H(183)
H(184)

175.17
188.05
81.95
218.38
244.30
404.38
448.93
432.23
454.45
158.47
198.62
188.96
48.86
-211.03
-254.90
-108.78
-267.77
-391.62
-454.38
-399.02
-438.38
-129.96
-175.17
-136.69
-23.05
-188.05
-81.95
-218.38
-244.30
-404.38
-448.93
-432.23
-454.45
-158.47
-198.62
-188.96
-48.86
-166.80
166.80
-127.31
-128.24
-275.86
127.31

254.24
-99.94
-108.42
-197.68
-85.08
55.38
-33.42
141.80
68.40
201.54
217.92
287.97
205.43
-292.45
-343.11
-331.34
-325.80
-47.71
-79.31
61.86
-87.85
-68.16
-124.47
38.39
-93.94
-9.04
-9.61
96.39
-52.20
-112.59
-13.52
-175.41
-155.17
-280.24
-327.26
-343.47
-286.51
186.77
-177.50
239.54
239.30
201.03
-255.04

-376.50
334.30
362.03
294.03
427.64
192.71
145.53
130.64
289.77
285.11
386.18
22431
293.34

-171.34

-258.55

-160.00
-83.23

-209.01

-124.40

-215.01

-300.11

-353.96

-436.91

-380.37

-352.47
348.80
377.79
340.94
432.88
165.91
148.70

80.03
254.10
208.25
299.21
123.57
214.86

0.00
-58.11

88.05

-88.60
0.55
9.15
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H(185) 128.24 -199.86 -158.66
H(186) 275.86 -191.22 -62.02

Figure S1 Variation in Rg/Rg(min.) with different amounts of conformer a for (a) the
refinement of 1, and (b) for the refinement of 2. The abundances of conformers 1¢ and 2¢
were fixed at 0.108 and 0.139, respectively. The horizontal line indicates the 95%
confidence limit (approximately equal to 20).
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Figure S2 Molecular scattering curves and difference curves between theoretical and
experimental data for (a) 1, and (b) 2.
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