
code PDA PDA PDA PDA PDA PDA PDB

grape variety Pinot grigioPinot grigioPinot grigioPinot grigioPinot grigioPinot grigioPinot grigio

organ fruit fruit fruit fruit fruit fruit fruit

vineyard Dlgna Dlgna Dlgna Dlgna Dlgna Dlgna Dlgna

harvest timepoint 01 01 01 01 01 01 02

sample prep juice juice juice juice juice juice juice

File 090405bFasa134_1090405bFasa70_1090405bFasa91_1090405bFasa71_1090405bFasa79_1090405bFasa87_1090405bFasa90_1

SetupX Class ID 913375 913375 913375 913375 913375 913375 913475 

SetupX Sample ID 913354 913358 913362 913366 913370 913374 913454

VOC BinBase Name RI Quant Ion VOC BB ID mass spec PubChem ID

hexenol (2z) 333577 57 46468 30:10818.0 31:169176.0 32:38738.0 33:2660.0 34:1263.0 35:89.0 36:568.0 37:4359.0 38:27505.0 39:150206.0 40:27596.0 41:951786.0 42:80812.0 43:85073.0 44:227815.0 45:35754.0 46:4024.0 47:1233.0 48:2063.0 49:2240.0 50:6876.0 51:19039.0 52:7655.0 53:44777.0 54CID 13577 620412 672256 183937 730112 718336 47678 273004

45973 336054 38 45973 30:9405.0 31:111578.0 33:1313.0 35:80.0 36:2257.0 37:80214.0 38:213995.0 39:1190949.0 40:233949.0 41:1641340.0 42:663366.0 43:406096.0 44:1065.0 45:1027.0 47:873.0 48:2344.0 49:19061.0 50:96811.0 51:111012.0 52:32620.0 53:178325.0 54:124648.0 55:1017174.0 - 450312 43678 157573 406648 164442 213039 88927

heptanol (2-) 346144 45 45431 33:208.0 37:388.0 38:1738.0 39:11955.0 40:2818.0 41:16256.0 42:3560.0 43:13175.0 44:1264.0 45:113377.0 46:2485.0 47:1031.0 50:1065.0 51:4483.0 52:175.0 53:1112.0 54:572.0 55:13645.0 56:7918.0 58:1567.0 59:1090.0 61:262.0 62:306.0 63:576.0 65:406.0 67:543.0CID 10976 709301 421494 127448 125104 295802 366824 547019

45867 348085 95 45867 30:856.0 31:1478.0 36:201.0 37:2847.0 38:4280.0 39:47265.0 40:8686.0 41:68974.0 42:28648.0 43:40168.0 44:50495.0 48:22.0 49:480.0 50:6059.0 51:9644.0 52:3209.0 53:23811.0 54:7249.0 55:26412.0 56:2324.0 57:22862.0 58:2271.0 61:173.0 62:1169.0 63:1780.0 64:4- 31934 22043 5131 8924 20806 27515 19847

hexadienal (2e,4e) 355317 81 45695 31:398.0 33:111.0 34:189.0 36:11.0 37:2917.0 38:6462.0 39:28605.0 40:5632.0 41:13732.0 42:798.0 45:173.0 48:143.0 49:779.0 50:3957.0 51:4396.0 52:1304.0 53:19955.0 54:885.0 57:45.0 60:64.0 61:1509.0 62:2103.0 63:2739.0 64:228.0 65:8770.0 66:3340.0 67:14413CID 637564 52139 41386 25576 20224 20113 25605 52288

45684 384116 77 45684 30:639.0 31:1583.0 32:10881.0 36:2539.0 37:15802.0 38:16864.0 39:18863.0 40:1508.0 41:2636.0 42:5374.0 43:9222.0 44:2351.0 45:2534.0 46:92.0 48:2031.0 49:13774.0 50:92647.0 51:146067.0 52:32102.0 53:2594.0 55:624.0 56:2632.0 58:2382.0 59:1255.0 60:18646.0 - 223971 151719 85093 103616 127220 150772 165369

octen-3-ol (1-) 387070 57 45999 30:46.0 31:5281.0 39:6376.0 41:11406.0 42:2952.0 43:8743.0 44:1859.0 45:910.0 51:14.0 52:84.0 53:1717.0 54:4165.0 55:6761.0 56:2104.0 57:100764.0 58:6521.0 59:179.0 64:30.0 65:423.0 66:407.0 67:4281.0 68:3848.0 70:6.0 71:922.0 72:12444.0 73:612.0 81:3204.0CID 18827 908257 745576 333106 347280 511140 565947 1154552

hepten-2-one (6-methyl-5-)390009 43 47178 36:68.0 37:440.0 38:1493.0 39:12951.0 40:2242.0 41:19258.0 42:3218.0 43:43091.0 49:119.0 50:1747.0 51:2623.0 52:452.0 53:3672.0 54:460.0 55:11565.0 56:1458.0 57:2545.0 58:4599.0 59:313.0 60:1356.0 61:309.0 62:480.0 63:792.0 64:280.0 65:2371.0 66:1804.0 67:CID 9862 112115 212384 89824 111432 247464 189208 279304

octanone (2-) 392202 58 45345 36:2.0 37:617.0 38:1144.0 39:17634.0 40:2097.0 41:25507.0 42:9507.0 43:151292.0 44:2594.0 45:718.0 50:778.0 51:1026.0 52:509.0 53:2492.0 54:687.0 55:7814.0 56:1934.0 57:4942.0 58:88462.0 59:15246.0 60:378.0 61:115.0 62:50.0 63:129.0 64:68.0 65:342.0 66:31.CID 8093 20142 17032 9030 9892 12978 12120 28869

pentyl furan (2-) 393793 81 45700 30:250.0 31:284.0 38:286.0 39:3356.0 41:4268.0 43:1952.0 45:504.0 49:7.0 50:24.0 51:703.0 52:937.0 53:7820.0 54:170.0 55:1021.0 56:807.0 59:361.0 62:96.0 64:45.0 65:715.0 66:621.0 67:2430.0 68:1574.0 69:1120.0 70:325.0 75:4.0 79:861.0 80:294.0 81:41975.0 8CID 19602 23822 17251 14399 220620 16734 21440 19219

linalool oxide (dehydroxy-trans)394631 68 47418 31:440.0 37:840.0 38:2219.0 39:25746.0 40:4190.0 41:15125.0 42:4026.0 43:36183.0 45:471.0 47:3.0 49:27.0 50:2009.0 51:3658.0 52:2124.0 53:10760.0 54:3577.0 55:33425.0 56:1089.0 57:84.0 59:248.0 61:19.0 62:159.0 63:534.0 65:4697.0 66:1527.0 67:52467.0 68:27- 6328 43824 36230 25162 3132 3485 43896

45926 397471 81 45926 32:6219.0 33:94.0 36:640.0 37:5578.0 38:12672.0 39:86719.0 40:18654.0 41:58068.0 42:4417.0 45:17094.0 46:330.0 47:458.0 48:273.0 49:2922.0 50:21011.0 51:28531.0 52:10835.0 53:69355.0 54:9048.0 55:15394.0 56:1572.0 59:1405.0 60:503.0 61:2918.0 62:4532.0 63:- 431615 310716 205812 217432 245172 275715 310049

hexenyl acetate (3e) 398624 67 45927 30:8651.0 31:13569.0 33:349.0 36:329.0 37:3265.0 38:6686.0 39:66311.0 40:11514.0 41:76677.0 42:20269.0 43:510526.0 44:24184.0 45:8916.0 46:1359.0 48:46.0 49:577.0 50:5488.0 51:7862.0 52:3559.0 53:17650.0 54:27145.0 55:23816.0 56:965.0 57:34640.0 58:12606.0CID 5352557 333973 266349 394620 475080 287456 310821 258728

50987 400269 41 50987 30:508.0 31:233.0 33:64.0 37:647.0 38:1759.0 39:24351.0 40:3984.0 41:44802.0 42:15188.0 43:36926.0 44:25785.0 45:5165.0 46:223.0 50:879.0 51:2185.0 52:609.0 53:3784.0 54:3777.0 55:18309.0 56:18039.0 57:21034.0 58:1876.0 59:2388.0 62:33.0 63:240.0 65:1058.0- 120245 59168 35272 243272 66855 83085 115479

hexyl acetate 401663 61 45607 30:450.0 31:384.0 36:158.0 37:572.0 38:1324.0 39:10143.0 40:1676.0 41:18118.0 42:18831.0 43:128667.0 46:136.0 50:164.0 51:1040.0 52:580.0 53:1969.0 54:1466.0 55:17862.0 56:37440.0 58:767.0 61:22850.0 62:918.0 63:163.0 64:322.0 68:69.0 69:9741.0 70:813.0 71CID 8908 15908 14407 19694 21765 11706 13086 91737

heptadienal (2e,4e) 405995 81 45529 30:125.0 34:46.0 37:1318.0 38:1966.0 39:10738.0 40:2536.0 41:6727.0 42:1078.0 44:1314.0 45:488.0 46:118.0 47:1.0 48:3.0 49:363.0 50:3232.0 51:3741.0 52:1507.0 53:11050.0 54:669.0 55:1157.0 57:363.0 58:242.0 60:58.0 61:517.0 62:338.0 63:851.0 65:3631.0 66:2CID 5283321 79904 57109 36080 37943 34344 40792 65025
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