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javascript:detailedinfo("LEU", "A", "306", "  1", "T ", "        Turn", "360.00", "-35.45", "01.3")
javascript:detailedinfo("ALA", "A", "307", "  2", "T ", "        Turn", "-90.23", "-11.53", " 4.2")
javascript:detailedinfo("LEU", "A", "308", "  3", "T ", "        Turn", "-86.41", "-17.63", "64.4")
javascript:detailedinfo("SER", "A", "309", "  4", "T ", "        Turn", "-80.09", "-17.30", "09.4")
javascript:detailedinfo("LEU", "A", "310", "  5", "T ", "        Turn", "-66.64", "143.84", "53.7")
javascript:detailedinfo("THR", "A", "311", "  6", "C ", "        Coil", "-76.04", "173.39", "86.6")
javascript:detailedinfo("ALA", "A", "312", "  7", "H ", "  AlphaHelix", "-67.45", "-37.41", "18.1")
javascript:detailedinfo("ASP", "A", "313", "  8", "H ", "  AlphaHelix", "-66.00", "-42.51", "77.5")
javascript:detailedinfo("GLN", "A", "314", "  9", "H ", "  AlphaHelix", "-65.05", "-32.10", "38.0")
javascript:detailedinfo("MET", "A", "315", " 10", "H ", "  AlphaHelix", "-67.84", "-45.14", " 1.8")
javascript:detailedinfo("VAL", "A", "316", " 11", "H ", "  AlphaHelix", "-60.38", "-52.64", "13.4")
javascript:detailedinfo("SER", "A", "317", " 12", "H ", "  AlphaHelix", "-59.11", "-35.69", "58.6")
javascript:detailedinfo("ALA", "A", "318", " 13", "H ", "  AlphaHelix", "-66.58", "-41.14", "34.2")
javascript:detailedinfo("LEU", "A", "319", " 14", "H ", "  AlphaHelix", "-72.76", "-46.54", " 0.8")
javascript:detailedinfo("LEU", "A", "320", " 15", "H ", "  AlphaHelix", "-57.10", "-45.08", "67.8")
javascript:detailedinfo("ASP", "A", "321", " 16", "H ", "  AlphaHelix", "-70.68", "-19.98", "12.8")
javascript:detailedinfo("ALA", "A", "322", " 17", "H ", "  AlphaHelix", "-89.21", " -1.51", " 4.1")
javascript:detailedinfo("GLU", "A", "323", " 18", "C ", "        Coil", "-58.57", "130.89", "64.7")
javascript:detailedinfo("PRO", "A", "324", " 19", "C ", "        Coil", "-71.65", "153.30", "40.1")
javascript:detailedinfo("PRO", "A", "325", " 20", "C ", "        Coil", "-73.76", "152.44", "68.7")
javascript:detailedinfo("ILE", "A", "326", " 21", "C ", "        Coil", "-83.16", "109.37", "97.8")
javascript:detailedinfo("LEU", "A", "327", " 22", "C ", "        Coil", "-83.26", "168.17", "28.2")
javascript:detailedinfo("TYR", "A", "328", " 23", "C ", "        Coil", "111.93", "158.25", "40.0")
javascript:detailedinfo("SER", "A", "329", " 24", "C ", "        Coil", "-95.79", "178.99", "11.2")
javascript:detailedinfo("GLU", "A", "330", " 25", "C ", "        Coil", "-62.18", "143.09", "56.0")
javascript:detailedinfo("TYR", "A", "331", " 26", "C ", "        Coil", "-90.81", "  9.59", "12.4")
javascript:detailedinfo("ASP", "A", "332", " 27", "C ", "        Coil", "-76.01", "117.01", "12.6")
javascript:detailedinfo("PRO", "A", "333", " 28", "C ", "        Coil", "-86.38", " 29.64", "18.7")
javascript:detailedinfo("THR", "A", "334", " 29", "C ", "        Coil", "-78.35", "360.00", "63.5")
javascript:detailedinfo("PRO", "A", "336", " 30", "C ", "        Coil", "360.00", "106.59", "48.3")
javascript:detailedinfo("PHE", "A", "337", " 31", "C ", "        Coil", "-85.57", "153.53", "73.9")
javascript:detailedinfo("SER", "A", "338", " 32", "C ", "        Coil", "106.48", "179.55", "63.6")
javascript:detailedinfo("GLU", "A", "339", " 33", "H ", "  AlphaHelix", "-65.40", "-49.33", "48.4")
javascript:detailedinfo("ALA", "A", "340", " 34", "H ", "  AlphaHelix", "-69.57", "-37.24", "52.4")
javascript:detailedinfo("SER", "A", "341", " 35", "H ", "  AlphaHelix", "-70.01", "-40.87", "44.5")
javascript:detailedinfo("MET", "A", "342", " 36", "H ", "  AlphaHelix", "-66.88", "-49.83", " 5.2")
javascript:detailedinfo("MET", "A", "343", " 37", "H ", "  AlphaHelix", "-65.74", "-29.47", "11.0")
javascript:detailedinfo("GLY", "A", "344", " 38", "H ", "  AlphaHelix", "-64.39", "-48.04", "26.3")
javascript:detailedinfo("LEU", "A", "345", " 39", "H ", "  AlphaHelix", "-62.15", "-43.06", "38.6")
javascript:detailedinfo("LEU", "A", "346", " 40", "H ", "  AlphaHelix", "-66.17", "-42.74", "24.5")
javascript:detailedinfo("THR", "A", "347", " 41", "H ", "  AlphaHelix", "-62.18", "-46.55", "11.3")
javascript:detailedinfo("ASN", "A", "348", " 42", "H ", "  AlphaHelix", "-60.49", "-42.37", "85.7")
javascript:detailedinfo("LEU", "A", "349", " 43", "H ", "  AlphaHelix", "-65.96", "-43.07", " 3.0")
javascript:detailedinfo("ALA", "A", "350", " 44", "H ", "  AlphaHelix", "-66.37", "-34.46", "16.4")
javascript:detailedinfo("ASP", "A", "351", " 45", "H ", "  AlphaHelix", "-65.81", "-38.66", "43.3")
javascript:detailedinfo("ARG", "A", "352", " 46", "H ", "  AlphaHelix", "-77.25", "-32.86", "79.2")
javascript:detailedinfo("GLU", "A", "353", " 47", "H ", "  AlphaHelix", "-68.13", "-28.90", "32.8")
javascript:detailedinfo("LEU", "A", "354", " 48", "H ", "  AlphaHelix", "-64.72", "-35.19", " 3.2")
javascript:detailedinfo("VAL", "A", "355", " 49", "H ", "  AlphaHelix", "-62.78", "-40.64", "57.0")
javascript:detailedinfo("HIS", "A", "356", " 50", "H ", "  AlphaHelix", "-76.75", "-26.54", "71.8")
javascript:detailedinfo("MET", "A", "357", " 51", "H ", "  AlphaHelix", "-65.99", "-44.13", " 9.7")
javascript:detailedinfo("ILE", "A", "358", " 52", "H ", "  AlphaHelix", "-60.43", "-41.11", " 5.8")
javascript:detailedinfo("ASN", "A", "359", " 53", "H ", "  AlphaHelix", "-71.11", "-30.76", "76.2")
javascript:detailedinfo("TRP", "A", "360", " 54", "H ", "  AlphaHelix", "-68.15", "-41.57", " 3.8")
javascript:detailedinfo("ALA", "A", "361", " 55", "H ", "  AlphaHelix", "-61.88", "-43.40", " 0.0")
javascript:detailedinfo("LYS", "A", "362", " 56", "H ", "  AlphaHelix", "-66.21", "-20.81", "61.2")
javascript:detailedinfo("ARG", "A", "363", " 57", "H ", "  AlphaHelix", "-94.39", " -0.45", "35.7")
javascript:detailedinfo("VAL", "A", "364", " 58", "T ", "        Turn", "-80.71", "122.96", " 2.2")
javascript:detailedinfo("PRO", "A", "365", " 59", "T ", "        Turn", "-51.21", "119.09", "17.8")
javascript:detailedinfo("GLY", "A", "366", " 60", "T ", "        Turn", "101.14", "-10.80", " 3.8")
javascript:detailedinfo("PHE", "A", "367", " 61", "G ", "    310Helix", "-76.34", "-32.98", " 0.0")
javascript:detailedinfo("VAL", "A", "368", " 62", "G ", "    310Helix", "-73.74", "-20.41", "82.3")
javascript:detailedinfo("ASP", "A", "369", " 63", "G ", "    310Helix", "-72.19", "-19.30", "79.6")
javascript:detailedinfo("LEU", "A", "370", " 64", "C ", "        Coil", "-78.80", "151.90", "15.4")
javascript:detailedinfo("THR", "A", "371", " 65", "C ", "        Coil", "-66.77", "161.60", "81.7")
javascript:detailedinfo("LEU", "A", "372", " 66", "H ", "  AlphaHelix", "-57.06", "-43.75", "45.1")
javascript:detailedinfo("HIS", "A", "373", " 67", "H ", "  AlphaHelix", "-69.27", "-36.56", "29.9")
javascript:detailedinfo("ASP", "A", "374", " 68", "H ", "  AlphaHelix", "-67.67", "-33.87", "51.7")
javascript:detailedinfo("GLN", "A", "375", " 69", "H ", "  AlphaHelix", "-65.38", "-40.77", " 7.2")
javascript:detailedinfo("VAL", "A", "376", " 70", "H ", "  AlphaHelix", "-62.37", "-45.19", " 5.2")
javascript:detailedinfo("HIS", "A", "377", " 71", "H ", "  AlphaHelix", "-61.84", "-49.88", "48.3")
javascript:detailedinfo("LEU", "A", "378", " 72", "H ", "  AlphaHelix", "-59.25", "-42.23", " 0.0")
javascript:detailedinfo("LEU", "A", "379", " 73", "H ", "  AlphaHelix", "-70.40", "-40.23", " 1.4")
javascript:detailedinfo("GLU", "A", "380", " 74", "H ", "  AlphaHelix", "-63.10", "-30.95", "20.6")
javascript:detailedinfo("CYS", "A", "381", " 75", "H ", "  AlphaHelix", "-84.35", "-32.56", "14.4")
javascript:detailedinfo("ALA", "A", "382", " 76", "H ", "  AlphaHelix", "110.10", " -1.78", " 0.0")
javascript:detailedinfo("TRP", "A", "383", " 77", "H ", "  AlphaHelix", "-59.15", "-34.82", " 3.4")
javascript:detailedinfo("LEU", "A", "384", " 78", "H ", "  AlphaHelix", "-79.72", "-37.85", "15.8")
javascript:detailedinfo("GLU", "A", "385", " 79", "H ", "  AlphaHelix", "-57.77", "-42.77", " 1.4")
javascript:detailedinfo("ILE", "A", "386", " 80", "H ", "  AlphaHelix", "-65.99", "-38.61", " 8.2")
javascript:detailedinfo("LEU", "A", "387", " 81", "H ", "  AlphaHelix", "-65.91", "-45.65", "19.5")
javascript:detailedinfo("MET", "A", "388", " 82", "H ", "  AlphaHelix", "-67.14", "-43.24", "17.5")
javascript:detailedinfo("ILE", "A", "389", " 83", "H ", "  AlphaHelix", "-66.30", "-27.58", " 0.2")
javascript:detailedinfo("GLY", "A", "390", " 84", "H ", "  AlphaHelix", "-69.30", "-43.63", " 7.9")
javascript:detailedinfo("LEU", "A", "391", " 85", "H ", "  AlphaHelix", "-60.48", "-49.02", " 7.6")
javascript:detailedinfo("VAL", "A", "392", " 86", "H ", "  AlphaHelix", "-69.67", "-25.66", " 0.2")
javascript:detailedinfo("TRP", "A", "393", " 87", "H ", "  AlphaHelix", "-73.10", "-38.41", "73.3")
javascript:detailedinfo("ARG", "A", "394", " 88", "H ", "  AlphaHelix", "-73.92", "-25.19", "37.6")
javascript:detailedinfo("SER", "A", "395", " 89", "H ", "  AlphaHelix", "-90.02", "  5.87", " 0.0")
javascript:detailedinfo("MET", "A", "396", " 90", "T ", "        Turn", "-65.46", "-40.77", "10.8")
javascript:detailedinfo("GLU", "A", "397", " 91", "T ", "        Turn", "-95.31", " 16.34", "46.2")
javascript:detailedinfo("HIS", "A", "398", " 92", "T ", "        Turn", "126.80", " 76.26", "73.9")
javascript:detailedinfo("PRO", "A", "399", " 93", "T ", "        Turn", "-55.83", "125.13", "88.9")
javascript:detailedinfo("GLY", "A", "400", " 94", "T ", "        Turn", " 82.43", " 10.40", "50.6")
javascript:detailedinfo("LYS", "A", "401", " 95", "T ", "        Turn", "136.36", "159.18", "16.5")
javascript:detailedinfo("LEU", "A", "402", " 96", "E ", "      Strand", "121.16", "114.47", " 0.2")
javascript:detailedinfo("LEU", "A", "403", " 97", "E ", "      Strand", "-89.19", " 81.18", "21.8")
javascript:detailedinfo("PHE", "A", "404", " 98", "E ", "      Strand", "-63.72", "-46.12", "24.2")
javascript:detailedinfo("ALA", "A", "405", " 99", "E ", "      Strand", "142.00", "157.19", " 0.0")
javascript:detailedinfo("PRO", "A", "406", "100", "T ", "        Turn", "-53.99", "-29.68", "58.2")
javascript:detailedinfo("ASN", "A", "407", "101", "T ", "        Turn", "105.40", " 17.86", "67.0")
javascript:detailedinfo("LEU", "A", "408", "102", "E ", "      Strand", "139.65", " 75.72", " 8.1")
javascript:detailedinfo("LEU", "A", "409", "103", "E ", "      Strand", "104.76", "110.96", "85.2")
javascript:detailedinfo("LEU", "A", "410", "104", "E ", "      Strand", "112.62", "153.98", "10.9")
javascript:detailedinfo("ASP", "A", "411", "105", "C ", "        Coil", "119.04", "177.06", "77.6")
javascript:detailedinfo("ARG", "A", "412", "106", "G ", "    310Helix", "-70.39", "-20.04", "22.9")
javascript:detailedinfo("ASN", "A", "413", "107", "G ", "    310Helix", "-65.48", "-33.96", "27.5")
javascript:detailedinfo("GLN", "A", "414", "108", "G ", "    310Helix", "-74.48", "-29.96", "22.2")
javascript:detailedinfo("GLY", "A", "415", "109", "G ", "    310Helix", "-73.45", "-12.89", " 0.0")
javascript:detailedinfo("LYS", "A", "416", "110", "G ", "    310Helix", "-71.64", "-19.24", "64.0")
javascript:detailedinfo("CYS", "A", "417", "111", "G ", "    310Helix", "-88.16", "  0.60", "81.8")
javascript:detailedinfo("VAL", "A", "418", "112", "T ", "        Turn", "120.34", "120.24", " 7.8")
javascript:detailedinfo("GLU", "A", "419", "113", "T ", "        Turn", "-59.90", "110.96", "92.7")
javascript:detailedinfo("GLY", "A", "420", "114", "T ", "        Turn", " 94.20", "  0.53", "49.9")
javascript:detailedinfo("MET", "A", "421", "115", "H ", "  AlphaHelix", "-75.49", "-27.70", "11.2")
javascript:detailedinfo("VAL", "A", "422", "116", "H ", "  AlphaHelix", "-62.87", "-43.41", "33.7")
javascript:detailedinfo("GLU", "A", "423", "117", "H ", "  AlphaHelix", "-59.22", "-43.42", "61.1")
javascript:detailedinfo("ILE", "A", "424", "118", "H ", "  AlphaHelix", "-74.17", "-37.28", "14.2")
javascript:detailedinfo("PHE", "A", "425", "119", "H ", "  AlphaHelix", "-59.72", "-47.78", " 1.4")
javascript:detailedinfo("ASP", "A", "426", "120", "H ", "  AlphaHelix", "-62.47", "-35.84", "56.0")
javascript:detailedinfo("MET", "A", "427", "121", "H ", "  AlphaHelix", "-68.55", "-38.58", "29.1")
javascript:detailedinfo("LEU", "A", "428", "122", "H ", "  AlphaHelix", "-68.62", "-44.11", " 6.6")
javascript:detailedinfo("LEU", "A", "429", "123", "H ", "  AlphaHelix", "-62.61", "-34.05", "25.8")
javascript:detailedinfo("ALA", "A", "430", "124", "H ", "  AlphaHelix", "-69.46", "-42.02", "24.9")
javascript:detailedinfo("THR", "A", "431", "125", "H ", "  AlphaHelix", "-64.84", "-40.63", " 2.0")
javascript:detailedinfo("SER", "A", "432", "126", "H ", "  AlphaHelix", "-63.08", "-47.59", " 2.8")
javascript:detailedinfo("SER", "A", "433", "127", "H ", "  AlphaHelix", "-65.14", "-26.71", "49.1")
javascript:detailedinfo("ARG", "A", "434", "128", "H ", "  AlphaHelix", "-69.84", "-42.32", "19.6")
javascript:detailedinfo("PHE", "A", "435", "129", "H ", "  AlphaHelix", "-61.24", "-40.50", " 0.4")
javascript:detailedinfo("ARG", "A", "436", "130", "H ", "  AlphaHelix", "-67.65", "-39.72", "64.2")
javascript:detailedinfo("MET", "A", "437", "131", "H ", "  AlphaHelix", "-63.89", "-36.46", "28.9")
javascript:detailedinfo("MET", "A", "438", "132", "H ", "  AlphaHelix", "-83.48", " -6.98", "13.1")
javascript:detailedinfo("ASN", "A", "439", "133", "C ", "        Coil", " 54.32", " 52.56", "06.0")
javascript:detailedinfo("LEU", "A", "440", "134", "C ", "        Coil", "-58.76", "124.04", " 4.0")
javascript:detailedinfo("GLN", "A", "441", "135", "C ", "        Coil", "-92.11", "154.48", "98.4")
javascript:detailedinfo("GLY", "A", "442", "136", "H ", "  AlphaHelix", "-57.54", "-34.66", "18.5")
javascript:detailedinfo("GLU", "A", "443", "137", "H ", "  AlphaHelix", "-68.37", "-31.10", "72.8")
javascript:detailedinfo("GLU", "A", "444", "138", "H ", "  AlphaHelix", "-75.43", "-39.49", "10.4")
javascript:detailedinfo("PHE", "A", "445", "139", "H ", "  AlphaHelix", "-59.38", "-49.03", " 3.0")
javascript:detailedinfo("VAL", "A", "446", "140", "H ", "  AlphaHelix", "-65.98", "-25.98", " 1.8")
javascript:detailedinfo("CYS", "A", "447", "141", "H ", "  AlphaHelix", "-71.97", "-46.75", " 0.0")
javascript:detailedinfo("LEU", "A", "448", "142", "H ", "  AlphaHelix", "-59.28", "-43.69", " 0.2")
javascript:detailedinfo("LYS", "A", "449", "143", "H ", "  AlphaHelix", "-68.17", "-39.76", " 9.0")
javascript:detailedinfo("SER", "A", "450", "144", "H ", "  AlphaHelix", "-62.14", "-38.43", " 0.2")
javascript:detailedinfo("ILE", "A", "451", "145", "H ", "  AlphaHelix", "-62.14", "-46.74", " 0.6")
javascript:detailedinfo("ILE", "A", "452", "146", "H ", "  AlphaHelix", "-54.56", "-44.63", " 2.0")
javascript:detailedinfo("LEU", "A", "453", "147", "H ", "  AlphaHelix", "-57.82", "-45.28", " 0.0")
javascript:detailedinfo("LEU", "A", "454", "148", "H ", "  AlphaHelix", "-87.76", "-22.73", " 2.2")
javascript:detailedinfo("ASN", "A", "455", "149", "H ", "  AlphaHelix", "-93.44", "-41.55", " 3.4")
javascript:detailedinfo("SER", "A", "456", "150", "H ", "  AlphaHelix", "-57.95", "-31.79", " 1.8")
javascript:detailedinfo("GLY", "A", "457", "151", "T ", "        Turn", "115.62", " 18.58", " 0.0")
javascript:detailedinfo("VAL", "A", "458", "152", "T ", "        Turn", "-76.35", "-20.65", " 4.5")
javascript:detailedinfo("TYR", "A", "459", "153", "T ", "        Turn", "106.47", "  9.88", "26.7")
javascript:detailedinfo("THR", "A", "460", "154", "T ", "        Turn", "119.52", " 26.44", "47.7")
javascript:detailedinfo("PHE", "A", "461", "155", "T ", "        Turn", "-72.26", "360.00", "02.0")
javascript:detailedinfo("LYS", "A", "472", "156", "C ", "        Coil", "360.00", "138.85", "52.5")
javascript:detailedinfo("ASP", "A", "473", "157", "H ", "  AlphaHelix", "-89.33", "-32.40", "92.2")
javascript:detailedinfo("HIS", "A", "474", "158", "H ", "  AlphaHelix", "-61.51", "-40.94", "41.8")
javascript:detailedinfo("ILE", "A", "475", "159", "H ", "  AlphaHelix", "-64.57", "-42.99", " 1.0")
javascript:detailedinfo("HIS", "A", "476", "160", "H ", "  AlphaHelix", "-61.85", "-36.22", "19.2")
javascript:detailedinfo("ARG", "A", "477", "161", "H ", "  AlphaHelix", "-70.76", "-29.75", "17.7")
javascript:detailedinfo("VAL", "A", "478", "162", "H ", "  AlphaHelix", "-76.53", "-37.83", " 2.0")
javascript:detailedinfo("LEU", "A", "479", "163", "H ", "  AlphaHelix", "-59.92", "-38.36", " 8.5")
javascript:detailedinfo("ASP", "A", "480", "164", "H ", "  AlphaHelix", "-64.83", "-35.65", "24.9")
javascript:detailedinfo("LYS", "A", "481", "165", "H ", "  AlphaHelix", "-66.85", "-42.51", "41.5")
javascript:detailedinfo("ILE", "A", "482", "166", "H ", "  AlphaHelix", "-64.69", "-36.33", " 2.4")
javascript:detailedinfo("THR", "A", "483", "167", "H ", "  AlphaHelix", "-61.57", "-45.19", " 2.4")
javascript:detailedinfo("ASP", "A", "484", "168", "H ", "  AlphaHelix", "-59.65", "-36.53", "33.3")
javascript:detailedinfo("THR", "A", "485", "169", "H ", "  AlphaHelix", "-67.17", "-40.50", " 0.4")
javascript:detailedinfo("LEU", "A", "486", "170", "H ", "  AlphaHelix", "-63.29", "-46.94", " 0.0")
javascript:detailedinfo("ILE", "A", "487", "171", "H ", "  AlphaHelix", "-62.31", "-41.52", "19.0")
javascript:detailedinfo("HIS", "A", "488", "172", "H ", "  AlphaHelix", "-61.61", "-33.35", "68.5")
javascript:detailedinfo("LEU", "A", "489", "173", "H ", "  AlphaHelix", "-71.74", "-38.33", "23.8")
javascript:detailedinfo("MET", "A", "490", "174", "H ", "  AlphaHelix", "-72.82", "-39.11", " 1.3")
javascript:detailedinfo("ALA", "A", "491", "175", "H ", "  AlphaHelix", "-68.23", "-25.68", "51.7")
javascript:detailedinfo("LYS", "A", "492", "176", "H ", "  AlphaHelix", "-74.46", "-28.83", "38.3")
javascript:detailedinfo("ALA", "A", "493", "177", "H ", "  AlphaHelix", "-87.96", "  4.76", "81.2")
javascript:detailedinfo("GLY", "A", "494", "178", "C ", "        Coil", " 85.48", " 23.93", "62.3")
javascript:detailedinfo("LEU", "A", "495", "179", "C ", "        Coil", "-80.57", "143.93", "48.5")
javascript:detailedinfo("THR", "A", "496", "180", "C ", "        Coil", "-70.25", "170.70", "74.2")
javascript:detailedinfo("LEU", "A", "497", "181", "H ", "  AlphaHelix", "-59.37", "-39.38", "34.1")
javascript:detailedinfo("GLN", "A", "498", "182", "H ", "  AlphaHelix", "-70.47", "-44.98", "05.6")
javascript:detailedinfo("GLN", "A", "499", "183", "H ", "  AlphaHelix", "-65.34", "-23.54", "87.8")
javascript:detailedinfo("GLN", "A", "500", "184", "H ", "  AlphaHelix", "-71.72", "-53.91", "14.2")
javascript:detailedinfo("HIS", "A", "501", "185", "H ", "  AlphaHelix", "-72.97", "-21.96", "14.6")
javascript:detailedinfo("GLN", "A", "502", "186", "H ", "  AlphaHelix", "-72.16", "-44.68", "26.1")
javascript:detailedinfo("ARG", "A", "503", "187", "H ", "  AlphaHelix", "-69.27", "-38.61", "37.0")
javascript:detailedinfo("LEU", "A", "504", "188", "H ", "  AlphaHelix", "-56.01", "-44.87", " 0.2")
javascript:detailedinfo("ALA", "A", "505", "189", "H ", "  AlphaHelix", "-66.06", "-45.37", " 0.8")
javascript:detailedinfo("GLN", "A", "506", "190", "H ", "  AlphaHelix", "-56.23", "-44.05", "39.5")
javascript:detailedinfo("LEU", "A", "507", "191", "H ", "  AlphaHelix", "-63.36", "-46.76", " 0.0")
javascript:detailedinfo("LEU", "A", "508", "192", "H ", "  AlphaHelix", "-70.26", "-26.91", " 3.0")
javascript:detailedinfo("LEU", "A", "509", "193", "H ", "  AlphaHelix", "-70.80", "-25.32", " 7.8")
javascript:detailedinfo("ILE", "A", "510", "194", "H ", "  AlphaHelix", "-70.98", "-25.99", " 0.8")
javascript:detailedinfo("LEU", "A", "511", "195", "H ", "  AlphaHelix", "-62.08", "-27.28", " 3.4")
javascript:detailedinfo("SER", "A", "512", "196", "H ", "  AlphaHelix", "-67.00", "-39.64", " 3.2")
javascript:detailedinfo("HIS", "A", "513", "197", "H ", "  AlphaHelix", "-71.67", "-37.29", "11.2")
javascript:detailedinfo("ILE", "A", "514", "198", "H ", "  AlphaHelix", "-61.01", "-40.70", " 0.0")
javascript:detailedinfo("ARG", "A", "515", "199", "H ", "  AlphaHelix", "-59.24", "-47.17", " 1.4")
javascript:detailedinfo("HIS", "A", "516", "200", "H ", "  AlphaHelix", "-61.34", "-47.83", "15.2")
javascript:detailedinfo("MET", "A", "517", "201", "H ", "  AlphaHelix", "-59.09", "-39.99", " 2.2")
javascript:detailedinfo("SER", "A", "518", "202", "H ", "  AlphaHelix", "-65.57", "-44.74", " 0.6")
javascript:detailedinfo("ASN", "A", "519", "203", "H ", "  AlphaHelix", "-62.60", "-42.68", " 4.0")
javascript:detailedinfo("LYS", "A", "520", "204", "H ", "  AlphaHelix", "-68.32", "-34.61", "58.3")
javascript:detailedinfo("GLY", "A", "521", "205", "H ", "  AlphaHelix", "-71.48", "-31.50", " 5.3")
javascript:detailedinfo("MET", "A", "522", "206", "H ", "  AlphaHelix", "-68.02", "-35.06", " 9.3")
javascript:detailedinfo("GLU", "A", "523", "207", "H ", "  AlphaHelix", "-66.14", "-39.46", "55.6")
javascript:detailedinfo("HIS", "A", "524", "208", "H ", "  AlphaHelix", "-63.46", "-40.06", "30.6")
javascript:detailedinfo("LEU", "A", "525", "209", "H ", "  AlphaHelix", "-71.77", "-29.58", "28.1")
javascript:detailedinfo("TYR", "A", "526", "210", "H ", "  AlphaHelix", "-68.60", "-41.97", "50.3")
javascript:detailedinfo("SER", "A", "527", "211", "H ", "  AlphaHelix", "-73.00", "-27.61", "63.8")
javascript:detailedinfo("MET", "A", "528", "212", "H ", "  AlphaHelix", "-71.93", "-29.47", "17.0")
javascript:detailedinfo("LYS", "A", "529", "213", "H ", "  AlphaHelix", "-72.36", "-33.52", "42.1")
javascript:detailedinfo("CYS", "A", "530", "214", "H ", "  AlphaHelix", "-76.89", "-24.26", "94.6")
javascript:detailedinfo("LYS", "A", "531", "215", "H ", "  AlphaHelix", "-90.48", " 23.64", "75.5")
javascript:detailedinfo("ASN", "A", "532", "216", "T ", "        Turn", " 56.84", "-91.00", "74.3")
javascript:detailedinfo("VAL", "A", "533", "217", "T ", "        Turn", "-96.08", " 67.93", "78.4")
javascript:detailedinfo("VAL", "A", "534", "218", "T ", "        Turn", "119.90", " 93.59", "11.8")
javascript:detailedinfo("PRO", "A", "535", "219", "T ", "        Turn", "-54.49", "116.16", "08.5")
javascript:detailedinfo("LEU", "A", "536", "220", "C ", "        Coil", "-82.19", "137.85", "21.6")
javascript:detailedinfo("SER", "A", "537", "221", "C ", "        Coil", "-60.00", "143.98", "28.6")
javascript:detailedinfo("ASP", "A", "538", "222", "H ", "  AlphaHelix", "-69.82", "-19.34", "12.5")
javascript:detailedinfo("LEU", "A", "539", "223", "H ", "  AlphaHelix", "-71.66", "-47.19", " 9.9")
javascript:detailedinfo("LEU", "A", "540", "224", "H ", "  AlphaHelix", "-58.68", "-37.70", " 8.1")
javascript:detailedinfo("LEU", "A", "541", "225", "H ", "  AlphaHelix", "-59.59", "-43.82", "57.1")
javascript:detailedinfo("GLU", "A", "542", "226", "H ", "  AlphaHelix", "-68.49", "-36.69", "61.5")
javascript:detailedinfo("MET", "A", "543", "227", "H ", "  AlphaHelix", "-67.80", "-35.95", " 5.6")
javascript:detailedinfo("LEU", "A", "544", "228", "H ", "  AlphaHelix", "-76.58", "-38.07", "11.8")
javascript:detailedinfo("ASP", "A", "545", "229", "H ", "  AlphaHelix", "-65.52", "-20.77", "27.3")
javascript:detailedinfo("ALA", "A", "546", "230", "H ", "  AlphaHelix", "-67.94", "-23.88", "47.2")
javascript:detailedinfo("HIS", "A", "547", "231", "C ", "        Coil", "-94.88", "360.00", "69.1")
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Full name Three -letter One-letter
abbreviation abbreviation
Alanine Ala A
Cysteine Cys C
Aspartic acid Asp D
Glutamic acid Glu E
Phenylalanine Phe F
Glycine Gly G
Histidine His H
Isoleucine lle |
Lysine Lys K
Leucine Leu L
Methionine Met M
Asparagine Asp N
Proline Pro P
Glutamine Gin Q
Arginine Arg R
Serine Ser S
Threonine Thr T
Valine Val V
Tryptophan Trp W
Tyrosine Tyr Y
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Abstract

Some imine drugs bind to Ligand Binding Domain of estrogen receptor-a. On the other

hand, drug binding strength is important, because binding causes a conformational change in
the estrogen receptor. Therefore, we used computational method of ONIOM to obtain drug
binding energy. Three-layer ONIOM (M06-2x/6-31+G*:PM6: AMBER) method was used for
studying of drug binding. Initial models were constructed using binding sites derived from
Hotspot Wizard Server and capping of their amino acids. Binding energy values demonstrated
that strongest binding belong to drug of 4,4'-((o-tolylimino)methylene)diphenol and weakest
binding happen with drug of 4,4'-(((2-chlorophenyl)imino)methylene)diphenol. Also, we have
found that binding energy depend on substitute group on studied drugs. Moreover, interaction
energy between drug and its surrounding residues were calculated by B3LYP/6-31G** method.
Donor electron group’s increases electron resonance in drug structure and electron resonance causes
difficult molecule rotation for creating of proper hydrogen bond. Interaction energy data showed that
drug binding strength depend on hydrogen bonding with residues of Glu353, Arg394 and
Thr347 and also hydrophobic interaction with other residues detected by Hotspot Wizard

Server.

Keywords: Breast Cancer , Ligand Binding Domain (LBD), Estrogen receptor ,ONIOM

metod, Interaction energy, Hotspot Wizard server.
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