Supplementary Database Table

Compound






            Melting Points K







                         

  Experimental         Calculated using







               
         all data          four points

n-Alkanes1
C4H10  butane
134.9
132.5
111.9

C6H14  n-hexane
177.8
182.4
171.4

C8H18  n-octane
216.4
217.2
211.2

C10H22 n-decane
243.5
242.8
239.6

C12H26 dodecane
263.6
262.4
261

C14H30 tetradecane
279
278
277.6

C16H34 hexadecane
291.3
290.6
291

C18H38 octadecane
301.3
301
301.9

C20H42 n-eicosane
311.2
309.8
311

C22H46 docosane
315.2
317.2
318.7

C24H50 n-tetracosane
324.1
323.7
325.3

C26H54 n-hexacosane
329.3
329.3
331

C28H58 n-octacosane
334.6
334.3
336

C30H62 n-triacontane
339.1
338.6
340.4

C32H66 n-dotriacontane
342.9
342.6
344.3

C34H70 tetratriacontane
345.9
346.1
347.9

C36H74 hexatriacontane
349.2
349.2
351

C38H78 octatriacontane
352.2
352.1
353.9

C40H82 tetracontane
354.7
354.7
356.5

C42H86 dotetracontane
356.2
357.1
358.9

C44H90 tetratetracontane
359.7
359.3
361.1

C46H94 hexatetracontane
362.2
361.4
363.1

C48H98 octatetracontane
372.2
363.2
364.9

C50H102 pentacontane
365.2
365
366.6

C52H106 dopentacontane
363.5
366.6
368.2

C56H114 hexapentacontane
363.2
369.5
371.1

C58H118 octapentacontane
372.2
370.9
372.4

C60H122 hexacontane
371.7
372.1
373.6

C64H130 tetrahexacontane
375.2
374.4
375.8

C66H134 hexahexacontane
376.8
375.4
376.8

C70H142 heptacontane
378.2
377.3
378.7

C72H146 doheptacontane
378.2
378.2
379.6

C80H162 octacontane
381.2
381.3
382.6

C82H166 dooctacontane
383.5
382
383.2

C94H192 tetranonacontane
387.6
385.5
386.7

C96H196 hexanonacontane
385.2
386
387.2

C100H202 hectane
388.3
387
388.1

C102H206
388.9
387.5
388.5

C104H210
388.2
387.9
389

C120H242
392.2
390.9
391.8

C140H282
394.2
393.7
394.5

C144H290
393.2
394.2
395

C150H302
396.4
394.8
395.6

C160H322
395.4
395.8
396.6

C168H338
396
396.5
397.3

C192H386
397.5
398.3
399

C198H398
399.8
398.7
399.4

C216H434
397.2
399.7
400.3

C246H494
401.8
401.1
401.6

C288H578
402
402.6
403

C384H770
404.5
404.7
405.1

C390H782
405.2
404.8
405.2

C5H12  pentane
143.5
130.5
146.8

C7H16  heptane
182.5
183.6
193.3

C9H20  nonane
219.7
219.9
226

C11H24 n-undecane
247.6
246.3
250.1

C13H28 tridecane
267.8
266.3
268.7

C15H32 n-pentadecane
283.1
281.9
283.4

C17H36 n-heptadecane
295.1
294.5
295.4

C19H40 nonadecane
305.3
304.9
305.3

C21H44 n-heneicosane
313.7
313.6
313.7

C23H48 n-tricosane
320.8
320.9
320.8

C25H52 n-pentacosane
326.6
327.3
327

C27H56 n-heptacosane
332.2
332.8
332.4

C29H60 nonacosane
337.2
337.6
337.1

C31H64 untriacontane
341.2
341.9
341.3

C33H68 triatriacontane
344
345.7
345

C35H72 pentatriacontane
348.2
349.1
348.4

C37H76 heptatriacontane
350.9
352.2
351.4

C39H80 nonatriacontane
353.2
354.9
354.2

C41H84 henetetracontane
354.9
357.5
356.7

C43H88 tritetracontane
358.7
359.8
359

C45H92 pentatetracontane
360.4
361.9
361.1

C61H124 henihexacontane
373.5
363.9
363.1

C65H132 pentahexacontane
375.3
375.3
374.5

C67H136 heptahexacontane
377.3
377.3
376.6

C69H140 nonahexacontane
377.9
378.3
377.6






1-Alkenes2,3




C6H12  1-hexene
133.4
111.9
104.7

C8H16  1-octene
171.5
169.9
165.7

C10H20  1-decene
207.2
210
207.8

C12H24 1-dodecene 
238.2
238.6
237.7

C14H28 1-tetradecene 
260.4
260.2
259.9

C16H32  1-hexadecene
277.5
276.9
277.1

C18H34  1-octadecene
290.2
290.3
290.8

C20H40 1-eicocene
302.2
301.3
302

C24H48 1-tetracocene
319.7
318.2
319

C7H14  1-heptene
154.3
152.3
125.7

C9H18  1-nonene
192.2
195.7
172.9

C11H22 1-undecene 
224.2
227.3
213.3

C13H26 1-tridecene
250.2
250.8
243.6

C15H30 1-pentadecene
269.2
269
266.2

C17H34 1-heptadecene
284.2
283.4
283.6

C19H38 1-nonadecene
296.2
295.3
297.2

C21H42 1-heneicocene
308.7
305.1
308.3






2-Methylalkanes2,3




C8H18  2-methylheptane
164.2
152.2
132.6

C10H22 2-methylnonane
198.8
192.9
187.1

C12H26 2-methylundecane
215.2
223.7
219.8

C14H30 2-methyltridecane
246.7
246.9
244.6

C16H34 2-methylpentadecane
263.8
265
263.7

C18H38 2-methylheptadecane
278.9
279.6
278.9

C20H42 2-methylnonadecane
291.3
291.5
291.2

C24H50 2-methyltricosane
315.2
309.8
310.1

C34H70 2-methyltritricontane4
339.5
337.9
338.6

C36H74 2-methylpentatricontane4
341.5
341.7
342.5

C7H16  2-methylhexane
154.9
155.9
191.1

C9H20 2-methyloctane
193.1
194.6
216.6

C11H24 2-methyldecane
224.3
223.1
236.3

C13H28 2-methyldodecane
247.2
245.1
252.3

C15H32 2-methyltetradecane
264.3
262.4
265.6

C17H36 2-methylhexadecane
278.1
276.4
276.8

C19H40 2-methyloctadecane
284.4
288.1
286.5

C21H44 2-methyleicosane
295.8
297.9
294.8






3-Methylalkane2,3




C11H24 3-methyldecane
193.7
188.8
158.3

C13H28 3-methyldodecane
213.7
218.9
200.3

C15H32 3-methyltetradecane
237.2
241.8
233.1

C17H36 3-methylhexadecane
258.5
259.8
258

C19H40 3-methyloctadecane
275.4
274.4
277.1

C21H44 3-methyleicosane
292.7
286.4
292.1

C10H22 (DL)3-methylnonane
188.5
187.4
169

C12H26 dl 3-methylundecane
215.2
214.8
199.4

C14H30 3-methyltridecane
235.7
236.3
227

C16H34 3-methylpentadecane
249.4
253.6
249.1

C18H38 3-methylheptadecane
267
267.7
266.8

C20H42 3-methylnonadecane
280.8
279.5
281.1

C22H46 3-methyluneicosane
293
289.6
292.8

4-Methylalkanes2,3




C13H28 4-methyldodecane
220.4
220.9
214.7

C15H32 4-methyltetradecane
242.7
240.7
235.2

C17H36 4-methylhexadecane
258.4
256.7
253.1

C19H40 4-methyloctadecane
268.7
270
268.1

C21H44 4-methyleicosane
279.4
281.2
280.6

C23H48 4-methyldocosane
291.6
290.7
291.1

C10H22 (DL)4-methylnonane
174.7
176.1
174.2

C12H26 4-methylundecane
204.2
205.6
205.2

C14H30 4-methyltridecane
229.7
228.9
229.9

C16H34 4-methylpentadecane
249.7
247.5
249.3

C18H38 4-methylheptadecane
264.9
262.7
265

C20H42 4-methylnonadecane
271.9
275.3
277.9

C22H46 4-methyluneicosane
285.7
285.9
288.7






4-Methylalkanes5




C13H28 5-methyldodecane
204.2
203.9
196.4

C15H32 5-methyltetradecane
223.9
225.4
218.3

C17H36 5-methylhexadecane
241.3
243.6
239.4

C19H40 5-methyloctadecane
257.4
258.6
257.3

C21H44 5-methyleicosane
271.2
271.2
272.2

C23H48 5-methyldocosane
285
281.9
284.6

C12H26 5-methylundecane
203.2
203.9
188.4

C14H30 5-methyltridecane
224.7
224.2
208.3

C16H34 5-methylpentadecane
242.2
241.5
230.3

C18H38 5-methylheptadecane
253.3
255.9
249.7

C20H42 5-methylnonadecane
266.2
268.1
265.9

C22H46 5-methyluneicosane
278.6
278.5
279.4

C24H50 5-methyltricosane
290.9
287.5
290.6






2,3-Dimethylalkanes2,3




C14H30 2,3-dimethyldodecane
222.6
219
222.2

C16H34 2,3-dimethyltetradecane
245.3
243.4
245.8

C18H38 2,3-dimethylhexadecane
264.4
262.2
264.1

C20H42 2,3-dimethyloctadecane
272.1
277.3
278.8

C11H24 2,3-dimethylnonane
155.5
172.1
177.9

C13H28 2,3-dimethylundecane
205.7
201.5
206.2

C15H32 2,3-dimethyltridecane
230.2
227.9
229.9

C17H36 2,3-dimethylpentadecane
249.4
249.1
248.9

C19H40 2,3-dimethylheptadecane
263.7
266.2
264.4

C21H44 2,3-dimethylnonadecane
277.5
280.1
277.2






2,4-Dimethylalkanes2,3




C15H32 2,4-dimethyltridecane
229.2
225.9
227.3

C17H36 2,4-dimethylpentadecane
248.2
246.2
246.7

C19H40 2,4-dimethylheptadecane
262.2
262.4
261.3

C21H44 2,4-dimethylnonadecane
273.2
275.8
273.1

C12H26 2,4-dimethyldecane
183.2
182.7
196.9

C14H30 2,4-dimethyldodecane
208.7
211.1
219.3

C16H34 2,4-dimethyltetradecane
236.1
233.2
237.4

C18H38 2,4-dimethylhexadecane
252.2
250.9
252.5

C20H42 2,4-dimethyloctadecane
265.7
265.4
265.1

C22H46 2,4-dimethyleicosane
275.7
277.5
275.9






2,4,6-Trimethylalkanes5




C15H32 2,4,6-trimethyldodecane
161.2
156.5
128.7

C17H36 2,4,6-trimethyltetradecane
181.2
188.1
178.1

C19H40 2,4,6-trimethylhexadecane
208.2
212.8
212.8

C21H44 2,4,6-trimethyloctadecane
240.2
232.5
238.5

C16H34 2,4,6-trimethyltridecane
171.2
167.1
134

C18H38 2,4,6-trimethylpentadecane
198.2
204.2
193.4

C20H42 2,4,6-trimethylheptadecane
225.2
231.4
231.9

C22H46 2,4,6-trimethylnonadecane
261.2
252.4
258.8






Alkylcyclopentanes6




C10H20  pentylcyclopentane 
190.2
188.7
196.8

C12H24  heptylcyclopentane 
220.2
220.3
225.5

C14H28  nonylcyclopentane 
244.2
244.3
247.4

C16H32  undecylcyclopentane 
263.2
262.9
264.7

C18H36  tridecylcyclopentane 
278.2
277.8
278.7

C20H40  pentadecylcyclopentane 
290.2
290
290.3

C22H44  heptadecylcyclopentane 
300.2
300.1
300

C24H48  nonadecylcyclopentane 
308.2
308.7
308.3

C9H18  n-butylcyclopentane
165.2
160.5
172.3

C11H18  n-hexylcyclopentane 
200.2
200.2
207.6

C13H26  n-octylcyclopentane 
229.2
229.1
233.8

C15H30 n-decylcyclopentane
251
251.1
254.1

C17H34 n-dodecylcyclopentane 
268.2
268.4
270.2

C19H38 n-tetradecylcyclopentane 
282.2
282.3
283.3

C21H44 n-hexadecylcyclopentane 
294.2
293.7
294.1

C23H46 n-octadecylcyclopentane 
303.2
303.3
303.3

C25H50 n-eicosylcyclopentane 
311.2
311.4
311.2






Alkylcyclohexanes6




C10H20 n-butylcyclohexane
198.4
200
202.4

C14H28 n-octylcyclohexane 
253.5
253.6
254.5

C16H32 n-decylcyclohexane
271.4
271.4
271.9

C18H36 n-dodecylcyclohexane 
285.7
285.5
285.8

C22H44 n-hexadecylcyclohexane 
306.8
306.7
306.7

C24H48 n-octadecylcyclohexane 
314.6
314.8
314.7

C26H52 n-eicosanylcyclohexane 
321.7
321.7
321.6

C11H22  n-pentylcyclohexane 
230.2
217.3
217.9

C13H26 n-heptylcyclohexane 
243.2
243.3
243.8

C15H30 n-nonylcyclohexane 
263
263.1
263.6

C21H42 n-pentadecylcyclohexane 
302.2
301.9
302.2

C23H46 n-heptadecylcyclohexane 
311
310.6
311

C25H50 n-nonadecylcyclohexane 
318.4
318.1
318.4

C37H74 n-hentriacontylcyclohexane 
346.5
346.8
347

C41H82 n-pentatriacontylcyclohexane 
352.3
352.8
353






n-Alkylbenzenes6




C10H14 n-butylbenzene
185.3
174.9
171.4

C12H18 hexylbenzene
212.2
211
208.5

C14H22 octylbenzene
237.2
238.5
237.2

C16H26 n-decylbenzene 
258.8
259.5
258.7

C18H30 n-dodecylbenzene 
275.2
275.9
275.6

C20H34 n-tetradecylbenzene 
289.2
289.1
289.1

C22H38 n-hexadecylbenzene 
300.2
299.9
300.1

C24H42 n-octadecylbenzene 
309.2
309
309.3

C26H46 n-eicosylbenzene 
317.2
316.7
317.1

C28H50 n-docosylbenzene 
324.2
323.4
323.8

C11H16  n-pentylbenzene 
198.2
194.4
188.4

C13H20  n-heptylbenzene 
225.2
225.3
220.3

C15H24  n-nonylbenzene 
249.2
249.5
246.2

C17H28  n-undecylbenzene 
268.2
268.2
266.2

C19H32  n-tridecylbenzene 
283.2
283
281.9

C21H36  n-pentadecylbenzene 
295.2
295.1
294.6

C23H40  n-heptadecylbenzene 
305.2
305.1
304.9

C25H44  n-nonadecylbenzene 
313.2
313.5
313.6






2-n-Alkylnaphthalene7




C15H18 2-pentylnaphthalene 
269.2
267.3
256.0

C17H22 2-heptylnaphthalene 
274.2
277.7
264.7

C19H26 2-nonylnaphthalene 
285.2
288.0
279.8

C21H30 2-undecylnaphthalene 
293.2
297.0
294.1

C23H34 2-tridecylnaphthalene 
306.2
304.8
306.3

C25H38 2-pentadecylnaphthalene 
316.2
311.5
316.3






1-n-Alkylnaphthalene7




C14H18 1-butylnaphthalene 
253.4
236.1
231

C16H22 1-hexylnaphthalene
255.2
255.1
251.4

C18H24 1-octylnaphthalene 
271.2
272.8
271.6

C20H28 1-decylnaphthalene
288.2
287.1
287.7

C22H32 1-dodecylnaphthalene
300.2
298.7
300.4

C21H30 1-tetradecylnaphthalene
311.7
312.6
315.3

C21H30 1-hexadecylnaphthalene
319.7
320.1
323.2

C15H18 1-pentylnaphthalene 
251.2
254.2
254.2

C17H22 1-heptylnaphthalene 
265.2
267.2
267.2

C19H26 1-nonylnaphthalene 
281.2
282.6
282.6

C21H30 1-undecylnaphthalene 
296.2
296
296






1-Alkynes2,3




C6H10  1-hexyne
141.3
147.2
148.6

C8H14  1-octyne
193.9
194.3
195.2

C10H18 1-decyne
229.2
228.9
229.3

C12H22 1-dodecyne
254.2
254
254.2

C14H26 1-tetradecyne
273.2
273.1
273.1

C16H30 1-hexadecyne
288.2
288
287.9

C18H34 1-octadecyne
300.2
300
299.9

C20H38 1-eicosyne
309.2
309.9
309.7

C7H12  1-heptyne
192.3
190.4
186.6

C9H16  1-nonyne
223.2
223.1
220.2

C11H20 1-undecyne
248.2
248.6
246.7

C13H24 1-tridecyne
268.2
268
267

C15H28 1-pentadecyne
283.2
283.3
282.8

C17H32 1-heptadecyne
295.2
295.7
295.5

C19H36 1-nonadecyne
306.2
305.9
305.9






1-Alkanols2




C5H12O pentanol
194.7
198.3
183.7

C7H16O heptanol
238.6
240
230.2

C9H20O nonanol
268.2
268.3
263.7

C11H24O undecanol
289.1
288.7
287.2

C13H28O tridecyl alcohol
303.7
304
304.3

C15H32O pentadecyl alcohol
318.2
315.8
317.3

C17H36O heptadecyl alcohol
327.1
325.4
327.5

C19H40O nonadecyl alcohol
334.9
333.2
335.7

C21H44O heneicosanol4 
341.7
339.6
342.4

C23H48O tricosanol4 
346.4
345.1
348

C25H52O pentacosanol4
350.7
349.9
352.8

C27H56O heptacosanol4
353.7
354
356.9

C29H60O nonacosanol4
356.5
357.5
360.5

C31H64O henetriacosanol4 
358.7
360.7
363.6

C33H68O triatriacosanol4 
361.7
363.5
366.4

C35H72O pentatriacosanol4 
364.2
366
368.8

C4H10O butanol
183.9
169.4
152.2

C6H14O hexanol
221.6
221.9
210.8

C8H18O octanol
256.9
256.6
250.8

C10H22O decanol
280.2
280.5
277.8

C12H26O dodecanol
297.2
298.1
297

C14H30O tetradecanol 
311.2
311.5
311.4

C16H34O hexadecanol
322.7
322
322.6

C18H38O octadecanol
333
330.6
331.5

C20H42O eicosanol
338.6
337.6
338.8

C22H44O docosanol
345.2
343.5
344.9

C26H54O hexacosanol
352.2
352.9
354.4

C28H58O octacosanol4
355.7
356.7
358.2

C32H66O dotriacontanol4 
361.7
362.9
364.5

C34H66O tetratriacontanol4
364.2
365.6
367.1

C50H102O pentacontanol4 
377.9
379.4
380.7






2-Alkanols2,3,4




C9H20O 2-nonanol
238.2
240.7
264.6

C11H24O 2-undecanol
273.2
270.6
282.7

C13H28O 2-tridecanol
295.2
291.6
296.8

C15H32O 2-pentadecanol
308.2
307.2
308.1

C17H36O 2-heptadecanol
317.2
319.2
317.4

C8H18O 2-octanol
241.6
242.6
259.8

C10H22O 2-decanol
271.5
270.8
279.8

C12H26O 2-dodecanol
292.2
290.9
295.1

C14H30O 2-tetradecanol 
307.2
306
307.3

C16H34O 2-hexadecanol
318.2
317.7
317.1

C18H38O 2-octadecanol
326.2
327
325.2

C20H42O 2-eicosanol
333.6
334.7
332.1

C22H46O 2-docosanol
339.7
341.1
337.9

C24H50O 2-tetracosanol
347
346.5
343






Methyl alkanoates8




C9H18O2 methyl octanoate
239.1
237.4
238.8

C11H22O2 methyl decanoate
255.2
260.6
263.1

C13H26O2 methyl dodecanoate
278.2
278.1
281.2

C15H30O2 methyl tetradecanoate9 
291.6
291.9
295.3

C17H34O2 methyl hexadecanoate
307.2
303.2
306.7

C19H38O2 methyl octadecanoate
315.2
312.5
316

C21H42O2 methyl eicosanoate
324.2
320.3
323.9

C23H46O2 methyl docosanoate
329.2
327
330.5

C25H50O2 methyl tetracosanoate
335.2
332.7
336.2

C27H54O2 methyl hexacosanoate
336.7
337.8
341.1

C6H12O2 methyl pentanoate
182.5
177.1
157

C8H16O2 methyl heptanoate
217.5
214.5
196.6

C10H20O2 methyl nonanoate
238.9
241.6
231.1

C12H24O2 methyl undecanoate
261.9
262.1
256.5

C14H28O2 methyl tridecanoate
278.7
278.2
275.7

C18H36O2 methyl heptadecanoate
291.7
301.8
302.7

C20H40O2 methyl nonadecanoate
312.5
310.8
312.5

C22H44O2 methyl heneicosanoate
320.8
320.1
320.7

C24H48O2 methyl tricosanoate
327.6
324.9
327.6

C26H52O2 methyl pentacosanoate
333.2
330.5
333.6

C30H60O2 methyl nonacosanoate
342
339.9
343.3






n-Alkyl ethanoate2




C7H14O2 pentyl ethanoate
202.4
194
190.4

C9H18O2 heptyl ethanoate
223
223.4
220.3

C11H22O2 nonyl ethanoate
247.2
247.3
245.1

C13H26O2 undecyl ethanoate
266.4
265.9
264.5

C15H30O2 tridecyl ethanoate
281.6
280.7
279.8

C17H34O2 pentadecyl ethanoate
291.7
292.8
292.2

C19H38O2 heptadecyl ethanoate
303.4
302.8
302.5

C21H42O2 nonadecyl ethanoate
310.8
311.3
311.2

C6H12O2 butyl ethanoate
199.7
178.5
191.8

C8H16O2 hexyl ethanoate
212.3
211.3
220.8

C10H20O2 octyl ethanoate
234.7
237.4
243.4

C12H24O2 decyl ethanoate
258.2
257.5
261.2

C14H28O2 dodecyl ethanoate
274.3
273.5
275.6

C16H32O2 tetradecyl ethanoate
287.2
286.4
287.5

C18H36O2 hexadecyl ethanoate
297.4
297.1
297.4

C20H40O2 octadecyl ethanoate
306
306.2
305.9

C22H44O2 eicosanyl ethanoate
313.2
313.9
313.2






n-Alkylamines2




C5H13N pentylamine
230
229.9
225.4

C7H17N heptylamine
254.2
254.4
251.7

C9H21N nonylamine
273.2
273.1
271.5

C11H25N undecylamine
288.3
287.8
286.9

C13H29N tridecylamine
299.2
299.7
299.2

C15H33N pentadecylamine
309.7
309.5
309.3

C17H37N heptadecylamine
317.2
317.7
317.8

C19H41N nonadecylamine
325.2
324.7
324.9

C4H11N butylamine
224.2
225.6
226.5

C6H15N hexylamine
251.9
252.6
253.4

C8H19N octylamine
272.8
272.7
273.5

C10H23N decylamine
288.9
288.3
289

C12H27N dodecylamine
301.5
300.7
301.4

C14H31N tetradecylamine
311.4
310.9
311.5

C16H35N hexadecylamine
320
319.3
319.9

C18H39N octadecylamine
326.3
326.5
327

C20H43N eicosylamine
332.2
332.6
333.1

C22H47N docosylamine
336.2
337.9
338.4






n-Alkanal2




C6H12O hexanal
217.2
235.9
229.3

C10H20O decanal
279.2
276.2
272.9

C12H24O dodecanal
285.2
289
287.3

C14H28O tetradecanal 
298.2
299.6
299.1

C16H32O hexadecanal
309.2
308.5
308.8

C18H28O octadecanal 
316.2
316
316.9

C20H40O eicosanal 
324.2
322.6
323.9

C5H10O pentanal
190.2
184.8
209.9

C7H14O heptanal
229.9
220.5
238.1

C9H18O nonanal
230.2
248
259.5

C11H22O undecanal
269.2
268.7
276.2

C13H26O tridecanal
288.2
284.7
289.6

C15H30O pentadecanal
300.2
297.5
300.5

C17H34O heptadecanal
310.2
307.9
309.7

C19H38O nonadecanal
317.2
316.6
317.4






n-Alkanoic Acid8




C6H12O2 hexanoic acid
269.3
271
271.6

C8H16O2 octanoic acid
289.2
289.1
289.2

C10H20O2 decanoic acid
304.7
305.3
304.8

C12H24O2 dodecanoic acid
317.2
318.2
317.2

C14H28O2 tetradecanoic acid
327
328.3
327

C24H48O2 tetracosanoic acid
356.2
357.5
356

C26H52O2 hexacosanoic acid
362.2
361.1
359.5

C28H56O2 octacosanoic acid 
367.2
364.2
362.6

C30H60O2 tricontanoic acid 
368.2
366.9
365.4

C32H64O2 dotricontanoic acid 
369.2
369.4
367.9

C34H68O2 tetratricontanoic acid 
371.4
371.5
370.1

C36H72O2 hexatricontanoic acid 
373.1
373.5
372.1

C38H76O2 hexatricontanoic acid 
374.8
375.3
373.9

C46H80O2 hexatetracontanoic acid 
379.8
381
379.8

C5H10O2 pentanoic acid
238.7
235.7
237.9

C7H14O2 heptanoic acid
263.2
263.1
264.9

C9H18O2 nonanoic acid
285.7
286.4
287.3

C11H22O2 undecanoic acid
303.2
303.7
303.9

C13H26O2 tridecanoic acid
317.7
316.8
316.6

C15H30O2 pentadecanoic acid 
326.2
327
326.6

C17H34O2 heptadecanoic acid
333.7
335.3
334.7

C19H36O2 nonadecanoic acid
342.6
342
341.4

C21H42O2 heneicosanoic acid 
348.2
347.7
347

C23H46O2 tricosanoic acid 
352.3
352.5
351.8

C25H50O2 pentacosanoic acid 
356.7
356.6
355.9

C27H54O2 heptacosanoic acid 
360.9
360.2
359.5

C29H58O2 nonacosanoic acid 
363.5
363.4
362.7

C31H62O2 henitricosanoic acid 
366.4
366.2
365.5

C35H70O2 pentatricosanoic acid 
371.7
370.9
370.2






1,(-Dihydroxyalkanes2




C4H10O2 1,4-dihydroxybutane
293.1
295.5
291.2

C6H14O2 1,6-dihydroxyhexane
316.2
317.7
316.7

C8H18O2 1,8-dihydroxyoctane
334.2
332.7
333.6

C10H22O2 1,10-dihydroxydecane
345.2
343.6
345.4

C12H26O2 1,12-dihydroxydodecane
352.4
351.9
354.1

C14H30O2 1,14-dihydroxytetradecane
358.1
358.3
360.8

C16H34O2 1,16-dihydroxyhexadecane
364.8
363.5
366

C18H38O2 1,18-dihydroxyoctadecane
364.2
367.8
370.3

C5H12O2 1,5-dihydroxypentane
257.2
275
282.8

C7H16O2 1,7-dihydroxyheptane
293.2
302.1
309.2

C9H20O2 1,9-dihydroxynonane
318.2
322.4
328.1

C11H24O2 1,11-dihydroxyundecane
335.2
337
341.8

C13H28O2 1,13-dihydroxytridecane
349.8
347.7
352

C15H32O2 1,15-dihydroxypentadecane
360.2
355.8
359.8






1-n-Alkyl chlorides2




C5H11Cl 1-chloropentane
174.2
173.4
166.3

C7H15Cl 1-chloroheptane
203.2
208.6
203.2

C9H19Cl 1-chlorononane
233.8
236
233.2

C11H23Cl 1-chloroundecane
256.3
257
256.1

C13H27Cl 1-chlorotridecane
273.9
273.5
273.8

C21H43Cl 1-chlorohenicosane
317.2
314.8
316.9

C23H47Cl 1-chlorotricosane
324.2
321.5
323.8

C25H51Cl 1-chloropentacosane
330.2
327.4
329.7

C27H55Cl 1-chloroheptacosane
335.2
332.5
334.9

C29H59Cl 1-chlorononacosane
340.2
337.1
339.5

C4H9Cl 1-chlorobutane
150.2
130.7
126.4

C6H13Cl 1-chlorohexane
179.2
179.2
175.9

C8H17Cl 1-chlorooctane
215.4
215.7
213.6

C10H21Cl 1-chlorodecane
241.9
242.3
241

C12H25Cl 1-chlorododecane
263.9
262.6
261.8

C14H29Cl 1-chlorotetradecane
278.1
278.5
278

C16H33Cl 1-chlorohexadecane
291.1
291.4
291.1

C18H37Cl 1-chlorooctadecane
301.8
301.9
301.8

C20H41Cl 1-chloroeicosane
310.8
310.8
310.8

C33H67Cl 1-chlorotritriacontane
348.2
344.7
347.1






1-n-Alkyl fluoride2,3




C4H9F  1-fluorobutane
139.2
117.5
119.7

C6H13F  1-fluorohexane
170.2
170
171.9

C8H17F  1-fluorooctane
209.2
210
211.4

C10H21F 1-fluorodecane
238.2
238.8
239.9

C12H25F 1-fluorododecane
260.2
260.5
261.3

C14H29F 1-fluorotetradecane
277.2
277.3
277.9

C16H33F 1-fluorohexadecane
291.2
290.7
291.2

C18H37F 1-fluorooctadecane
302.2
301.7
302.1

C20H41F 1-fluoroeicosane
311.2
310.9
311.2

C13H23F 1-fluorotridecane
276.2
275.8
275

C15H31F 1-fluoropentadecane
290.2
290.4
290.2

C17H35F 1-fluoroheptadecane
302.2
302.1
302.3

C19H37F 1-fluorononadecane
312.2
311.8
312.2






1-n-Alkyl bromide2,3




C5H11Br 1-bromopentane
185.3
186.3
182.2

C7H15Br 1-bromoheptane
217.1
219
216

C9H19Br 1-bromononane
244.2
244.5
242.7

C11H23Br 1-bromoundecane
263.5
264.1
263.2

C13H27Br 1-bromotridecane
279.4
279.6
279.3

C15H31Br 1-bromopentadecane
292.2
292.1
292.2

C17H35Br 1-bromoheptadecane
302.8
302.5
302.8

C19H39Br 1-bromononadecane
311.7
311.2
311.7

C23H47Br 1-bromotricosane
325.9
325
325.7

C4H9Br 1-bromobutane
160.8
144.6
141.6

C6H13Br 1-bromohexane
188.5
187.2
185

C8H17Br 1-bromooctane
218.2
220.1
218.8

C10H21Br 1-bromodecane
244
244.7
244

C12H25Br 1-bromododecane
263.7
263.6
263.3

C14H29Br 1-bromotetradecane
278.8
278.7
278.6

C16H33Br 1-bromohexadecane
291.1
291
291.1

C18H37Br 1-bromooctadecane
301.4
301.2
301.4

C20H41Br 1-bromoeicosane
310.1
309.9
310.1

C22H45Br 1-bromodocosane
317.5
317.2
317.5

C30H61Br 1-bromotriacontane
339
338.4
338.8






1-n-Alkyl iodide2,3




C5H11I 1-iodopentane
187.6
196.1
196

C7H15I 1-iodoheptane
225
227.7
227.4

C9H19I 1-iodononane
253.2
252.1
251.6

C11H23I 1-iodoundecane
275.2
270.8
270.3

C13H27I 1-iodotridecane
285.5
285.6
285

C15H31I 1-iodopentadecane
297.2
297.5
297

C17H35I 1-iodoheptadecane
306.9
307.4
306.9

C19H39I 1-iodononadecane
315.2
315.7
315.2

C21H43I 1-iodohenicosane
322.3
322.8
322.3

C23H47I 1-iodotricosane
328.4
328.9
328.4

C25H51I 1-iodopentacosane
333.8
334.2
333.7

C27H55I 1-iodoheptacosane
338.5
338.9
338.4

C29H59I 1-iodononacosane
342.7
343
342.6

C31H63I 1-iodohenitriacontane
346.5
346.7
346.3

C33H67I 1-iodotritriacontane
349.9
350
349.6

C35H71I 1-iodopentatriacontane
352.9
353
352.6

C37H75I 1-iodoheptatriacontane
355.7
355.7
355.3

C39H79I 1-iodononatriacontane
358.2
358.2
357.8

C4H9I 1-iodobutane
170.2
156
165

C6H13I 1-iodohexane
199
198.4
204.2

C8H17I 1-iodooctane
227.5
230.5
233.5

C10H21I 1-iododecane
256.9
254.2
255.5

C12H25I 1-iodododecane
273.5
272.5
272.7

C14H29I 1-iodotetradecane
286.8
287
286.5

C26H53I 1-iodohexacosane
333.1
334.8
333.1

C28H57I 1-iodooctacosane
337.8
339.4
337.7

C30H61I 1-iodotriacontane
341.9
343.5
341.8

C32H65I 1-iododotriacontane
345.6
347.1
345.4

C34H69I 1-iodotetratriacontane
349
350.4
348.7

C36H73I 1-iodohexatriacontane
352
353.3
351.7

C38H77I 1-iodooctatriacontane
354.8
339.4
337.7

C40H81I 1-iodotetracontane
357.3
358.5
356.8






n-Alkyl cyanide2




C6H11N 1-cyanopentane
192.9
191.6
183.8

C8H15N 1-cyanoheptane
227.6
229
222.5

C10H19N 1-cyanononane
258.7
256.6
252.5

C12H23N 1-cyanoundecane
277.2
277.1
274.6

C14H27N 1-cyanotridecane
292.5
292.8
291.4

C16H31N 1-cyanopentadecane
304.7
305.2
304.5

C18H35N 1-cyanoheptadecane
314.7
315.3
315

C20H39N 1-cyanononadecane
323.8
323.6
323.7

C5H9N 1-cyanobutane
177
169.5
156.6

C7H13N 1-cyanohexane
210.6
210.3
199.1

C9H17N 1-cyanooctane
239
241.7
234.6

C11H21N 1-cyanodecane
267.4
264.8
260.3

C13H25N 1-cyanododecane
283.1
282.3
279.6

C15H29N 1-cyanotetradecane
295.9
296.1
294.5

C17H33N 1-cyanohexadecane
306.5
307.2
306.4

C19H37N 1-cyanooctadecane
315.9
316.4
316.1






1,2-Alkanediols2




C8H18O2 1,2-octanediol
303.2
317.5
318.7

C10H22O2 1,2-decanediol
322.2
324.8
326.8

C12H26O2 1,2-dodecanediol
334.2
333.7
336.2

C14H30O2 1,2-tetradecanediol 
341.2
341.8
344.7

C16H34O2 1,2-hexadecanediol
347.2
348.6
351.8

C18H38O2 1,2-octadecanediol
354.2
354.4
357.6

C20H41O2 1,2-eicosanediol
358.2
359.2
362.4






1-N-Methylaminoalkane2




C7H17N methyl-n-hexylamine
235.2
236.5
245.6

C9H21N methyl-n-octylamine
260.2
258.7
267.5

C11H25N methyl-n-decylamine
277.2
275.4
281.7

C13H29N methyl-n-dodecylamine
291.2
288.7
292.5

C15H33N methyl-n-tetradecylamine
301.2
299.7
301.3

C17H37N methyl-n-hexadecylamine
309.2
308.8
308.8

C19H41N methyl-n-octadecylamine
315.2
316.6
315.3

C21H45N methyl-n-eicosylamine
319.2
323.2
321.1






Di-N-alkylamine2




C8H19N dibutylamine
211.2
209.8
204.7

C12H27N dihexylamine
260.1
254.5
254.9

C16H35N dioctylamine
258.6
283.5
286.8

C20H43N didecylamine
307.2
303.4
308

C24H51N didodecylamine
324.2
318
323

C28H59N ditetradecylamine
333.8
329.1
334.3

C32H67N dihexadecylamine
340.2
337.8
342.9

C36H75N dioctadecylamine
345.5
344.9
349.9

C10H23N dipentylamine
240.2
240.9
247.7

C14H35N diheptylamine
274.2
274.7
279.2

C18H39N dinonylamine
298.2
298.4
300.8

C22H47N diundecylamine
315.2
315.3
316.3

C26H55N ditridecylamine
329.7
327.7
328

C30H63N dipentadecylamine
336.5
337.4
337.2

C34H71N diheptadecylamine
344.2
345
344.5

C38H79N dinonadecylamine
351.2
351.2
350.5






1-N,N-Dimethylaminoalkanes2




C10H23N dimethyl-n-octylamine
198.2
198.3
188.7

C12H27N dimethyl-n-decylamine
229.2
229.3
223.8

C14H31N dimethyl-n-dodecylamine
252.9
252.5
249.6

C16H35N dimethyl-n-tetradecylamine
270.2
270.5
269.2

C18H39N dimethyl-n-hexadecylamine
285.2
284.8
284.6

C20H43N dimethyl-n-octadecylamine
296.1
296.4
297

C22H47N dimethyl-n-eicosylamine
306.2
306.1
307.1






2-Alkanones2




C7H14O 2-heptanone
238.2
239.2
243.8

C9H18O 2-nonanone
265.7
266
268.9

C11H22O 2-undecanone
286.2
285.6
287.1

C13H26O 2-tridecanone
300.7
300.5
301.2

C15H23O 2-pentadecanone
313.2
312.2
312.4

C17H34O 2-heptadecanone
321.2
321.7
321.5

C19H38O 2-nonadecanone
329.2
329.5
329.1

C6H12O 2-hexanone
216.2
221.4
232.6

C8H16O 2-octanone
252.9
253.4
259.8

C10H20O 2-decanone
276.7
276.2
279.8

C12H24O 2-dodecanone
293.7
293.3
295.1

C14H28O 2-tetradecanone
307.2
306.5
307.3

C16H32O 2-hexadecanone
317.2
317.1
317.1

C18H36O 2-octadecanone
325.2
325.7
325.2

C20H40O 2-eicosanone
332.2
332.9
332.1






n-Alkyl phenyl ketones10




C16H24O decanophenone
312.2
311.9
311.7

C18H28O dodecanophenone
320.2
321.1
321.1

C20H32O tetradecanophenone
329.2
328.8
328.8

C22H36O hexadecanophenone
336.2
335.3
335.4

C24H40O octadecanophenone
340.2
340.8
341






Tri-n-alkyl amines2




C24H51N trioctylamine
238.6
240.2
241.7

C30H63N tridecylamine
272.2
269.4
270

C36H75N tridodecylamine
288.9
290.2
290.3

C42H87N tritetradecylamine
306.2
305.7
305.5

C48H99N trihexadecylamine
316.2
317.6
317.3

C54H111N trioctadecylamine
327.2
327.2
326.8

C60H123N trieicosylamine
335.2
335
334.5






n-Alkanoic Acid Anhydrides11




C12H24O3 hexanoic anhydride
232.6
236.6
232.9

C16H32O3 octanoic anhydride
272.2
272.6
270.2

C20H40O3 decanoic anhydride 
297.2
297
296

C24H48O3 dodecanoic anhydride
314
314.2
314

C28H54O3 tetradecanoic anhydride
327.2
326.9
327.2

C32H64O3 hexadecanoic anhydride
337.2
336.7
337.2

C36H72O3 octadecanoic anhydride
345.2
344.4
345.1

C40H78O3 eicosanoic anhydride
351.2
350.7
351.5

C44H86O3 docosanoic anhydride4
355.1
355.9
356.7

C48H94O3 tetracosanoic anhydride4
359.2
360.3
361.1

C10H18O3 pentanoic anhydride
217.1
270
239

C14H26O3 heptanoic anhydride
290.2
288.7
271.4

C22H42O3 undecanoic anhydride 
310.2
314.2
310.5

C26H50O3 n-tridecanoic anhydride 
323.2
323.3
322.9

C34H66O3 n-heptadecanoic anhydride 
340.2
337.3
340.3






Di-n-alkyl ethers2




C8H18O dibutyl ether
175.3
178.7
177.2

C12H26O dihexyl ether
230.2
231.1
230.5

C16H34O dioctyl ether
265.6
265.4
265.5

C20H42O didecyl ether
289.2
288.8
289.2






F-[CF2]12-[CH2]n-H1




F-[CF2]12-[CH2]4-H
349.2
349.1
349.4

F-[CF2]12-[CH2]6-H
352.2
352.2
352.3

F-[CF2]12-[CH2]8-H
355.2
355
354.9

F-[CF2]12-[CH2]10-H
357.2
357.5
357.3

F-[CF2]12-[CH2]12-H
362.2
359.9
359.5

F-[CF2]12-[CH2]14-H
359.2
362
361.5

F-[CF2]12-[CH2]16-H
363.2
363.9
363.4

F-[CF2]12-[CH2]18-H
365.2
365.7
365.1

F-[CF2]12-[CH2]20-H
369.2
367.4
366.7






2-n-Alkylnaphthalene7




C14H18 2-butylnaphthalene
268.2
254.2
248.6

C16H22 2-hexylnaphthalene
267.7
269.3
265

C18H24 2-octylnaphthalene
286
282.5
279.7

C20H28 2-decylnaphthalene
293.2
293.5
291.8

C22H32 2-dodecylnaphthalene
300.2
302.7
301.8

C28H44 2-octadecylnaphthalene12
324.2
323.4
323.9






n-Alkanethiol2




C4H10S butanethiol
157.3
150.7
190.1

C6H14S hexanethiol
191.9
192.8
217

C8H18S octanethiol
224
223.4
237.9

C10H22S decanethiol
247.2
246.5
254.8

C12H26S 1-dodecanethiol
265.7
264.5
268.7

C14H30S 1-tetradecanethiol
279.7
279
280.3

C16H34S 1-hexadecanethiol
291.2
290.9
290.1

C18H38S 1-octadecanethiol
298.2
300.8
298.6






Di-n-alkyl sulfides




C8H18S dibutyl sulfide29 
193.5
199.8
198.4

C20H42S di-n-decyl sulfide30 
300.2
299.6
299.4

C24H50S di-n-dodecyl sulfide30 
313.7
314.9
314.9

C28H58S di-n-tetradecyl sulfide4 
327
326.5
326.6

C32H66S di-n-hexadecyl sulfide4 
334.5
335.6
335.7

C36H74S di-n-octadecyl sulfide4 
344.2
343
343.1






Ethyl alkanoates2




C7H14O2 ethyl pentanoate 
182
177.5
179

C9H18O2 ethyl heptanoate 
206.9
208.2
208.2

C11H22O2 ethyl nonanoate 
236.5
234.2
234.2

C19H38O2 ethyl heptadecanoate 
293.8
294.5
294.5

C8H16O2 ethyl hexanoate 
205.7
199.7
200.8

C10H20O2 ethyl octanoate 
230.1
230.1
230.9

C12H24O2 ethyl decanoate4 
252.9
253.5
255.4

C14H28O2 ethyl dodecanoate4
271.4
271.3
272.6

C16H32O2 ethyl tetradecanoate4
285.5
285.5
286.3

C18H36O2 ethyl hexadecanoate4
297.6
297
297.6

C20H40O2 ethyl octadecanoate4
307.1
306.7
307

C22H42O2 ethyl eicosanoate4
314.9
314.8
315

C24H48O2 ethyl docosanoate4
321.9
321.8
321.9

C26H52O2 ethyl tetracosanoate4
328
327.8
327.8

C28H56O2 ethyl hexacosanoate4
333.4
333
333

C30H60O2 ethyl octacosanoate4
337.8
337.7
337.6

C32H64O2 ethyl triacontanoate4
341.7
341.8
341.6

C34H68O2 ethyl dotriacontanoate4
345.7
345.5
345.3

C36H72O2 ethyl tetratriacontanoate4
348.6
348.8
348.6

C38H76O2 ethyl hexatriacontanoate4
351.8
351.8
351.6

C40H80O2 ethyl octatriacontanoate4
353.8
354.5
354.3

C48H94O2 ethyl hexatetracontanoate4
363.7
365.1
364.8






N-methylalkanamide14




C7H15NO N-methylhexanamide
286.8
287.9
289.2

C9H19NO N-methyloctanamide 
312.1
312.5
312.9

C11H23NO N-methyldecanamide
330.5
330.1
329.7

C13H27NO N-methyldodecanamide 
341.4
342.6
341.7

C15H31NO N-methyltetradecanamide
351.6
351.8
350.6

C8H17NO N-methylheptanamide
287.2
287.1
286.4

C10H21NO N-methylnonanamide
312.3
312.8
312.2

C12H25NO N-methylundecanamide
329.2
329.8
329.3

C6H13NO N-methylpentanamide
247.7
246.9
246.3

C8H17NO N-methylheptanamide
287.2
287.1
286.4

C10H21NO N-methylnonanamide
312.3
312.8
312.2

C12H25NO N-methylundecanamide
329.2
329.8
329.3

C14H29NO N-methyltridecanamide
341.4
341.8
341.4

C16H33NO N-methylpentadecanamide
351.5
350.7
350.3

C18H37NO N-methylheptadecanamide
358
357.6
357.3






N-(2-hydroxyethyl)alkanamide14




C10H21NO2 N-(2-hydroxyethyl)octanamide 
336.4
336.5
336.5

C12H25NO2 N-(2-hydroxyethyl)decanamide
350.3
347.1
346.1

C14H29NO2 N-(2-hydroxyethyl)dodecanamide 
351.4
354.8
352.8

C16H33NO2 N-(2-hydroxyethyl)tetradecanamide 
360.6
360.9
358.1

C18H37NO2 N-(2-hydroxyethyl)hexadecanamide 
367.6
365.7
362.5

C20H43NO2 N-(2-hydroxyethyl)octadecanamide  
369.3
369.8
366.2

C9H19NO2 N-(2-hydroxyethyl)heptanamide
326.8
327.4
328.2

C11H23NO2 N-(2-hydroxyethyl)nonanamide
344.8
344.7
345.9

C13H27NO2 N-(2-hydroxyethyl)undecanamide
358
356.2
357.8

C15H31NO2 N-(2-hydroxyethyl)tridecanamide
365
364.2
366.1

C17H35NO2 N-(2-hydroxyethyl)pentadecanamide
370.2
370.2
372.2

C19H39NO2 N-(2-hydroxyethyl)heptadecanamide
372.4
374.9
376.9






p-Chlorophenacyl alkanoate14




C14H17ClO3 p-chlorophenacyl hexanoate
335.2
323.2
323

C16H21ClO3 p-chlorophenacyl octanoate 
332.2
329.9
329.6

C18H25ClO3 p-chlorophenacyl decanoate
333.4
337.7
337.4

C26H39ClO3 p-chlorophenacyl octadecanoate
359.2
359.1
358.8

C28H43ClO3 p-chlorophenacyl eicosanoate 
359.2
362.6
362.4

C32H71ClO3 p-chlorophenacyl tetracosanoate
373.2
368.5
368.3

C13H15ClO3 p-chlorophenacyl pentanoate 
371
350.9
348.6

C15H19ClO3 p-chlorophenacyl heptanoate 
338.2
341.7
339.6

C17H23ClO3 p-chlorophenacyl nonanoate 
332.2
341.7
337.9

C19H27ClO3 p-chlorophenacyl undecanoate
340.2
345.1
338.3

C21H31ClO3 p-chlorophenacyl tridecanoate
349.2
349.2
339.1

C23H35ClO3 p-chlorophenacyl pentadecanoate
355.2
353.1
340.1

C25H39ClO3 p-chlorophenacyl heptadecanoate
359.2
356.6
341






N-Octadecyl alkanamide11




C24H49N N-octadecyl hexanamide
351.7
348.8
348.1

C26H53N N-octadecyl octanamide
352.7
352.9
352.6

C28H57N N-octadecyl decanamide
356.7
356.8
357.1

C30H61N N-octadecyl dodecanamide
361.2
360.3
361

C34H69N N-octadecyl tetradecanamide
362.7
363.3
364.4

C36H73N N-octadecyl hexadecanamide
365.2
366
367.4

C38H77N N-octadecyl octadecanamide
369.2
368.5
370






n-Alkanamide11,14




C6H13NO hexanamide
374.2
382.9
385.3

C8H17NO octanamide
380.2
379.4
382.5

C10H21NO decanamide
373.2
378.3
381.1

C12H25NO dodecanamide
373.2
378.4
380.9

C14H29NO tetradecanamide
376.2
379.1
381.6

C16H33NO hexadecanamide
380.2
380
382.9

C18H37NO octadecanamide 
382.2
381
384.3

C20H41NO eicosanamide 
382.2
381.9
385.9

C22H45NO docosanamide
384.2
382.8
387.4

C26H53NO hexacosanamide
382.2
384.5
390.1

C28H57NO octacosanamide
385.2
385.3
391.3

C30H61NO tricontanamide
389.2
386
392.4

C5H11NO pentanamide
379.2
366.6
364.7

C7H15NO heptanamide
369.2
370
369.3

C9H19NO nonanamide
373.2
372.1
373.1

C11H23NO undecanamide
376.2
373.8
376.3

C13H27NO tridecanamide
373.2
375.4
378.9

C15H31NO pentadecanamide
375.7
376.8
381.2

C17H35NO heptadecanamide
379.2
378.2
383.2






n-Alkyl 4-nitrobenzoate10,13,15




C12H15NO4 pentyl 4-nitrobenzoate 
284.2
290
289.6

C14H19NO4 heptyl 4-nitrobenzoate 
283.2
289.6
288.6

C18H27NO4 undecyl 4-nitrobenzoate 
303.2
304.7
303.6

C20H31NO4 tridecyl 4-nitrobenzoate 
310.6
312.6
311.6

C22H35NO4 pentadecyl 4-nitrobenzoate 
319
319.6
318.8

C24H39NO4 heptadecyl 4-nitrobenzoate 
327
325.7
325

C26H43NO4 nonadecyl 4-nitrobenzoate 
332.1
331.1
330.5

C11H13NO4 butyl 4-nitrobenzoate 
309
295.3
296.6

C13H17NO4 hexyl 4-nitrobenzoate 
278.2
287.6
288.2

C15H21NO4 octyl 4-nitrobenzoate 
285.2
295
295.3

C17H25NO4 decyl 4-nitrobenzoate 
303.4
305.6
306.2

C19H29NO4 dodecyl 4-nitrobenzoate 
318.2
315.5
316.5

C21H33NO4 tetradecyl 4-nitrobenzoate 
324.4
324
325.4

C23H37NO4 hexadecyl 4-nitrobenzoate 
331.6
331.2
332.9

C25H41NO4 octadecyl 4-nitrobenzoate 
337.5
337.3
339.2

C27H45NO4 eicosyl 4-nitrobenzoate 
342.6
342.6
344.6

C11H12N2O6 butyl 3,5-dinitrobenzoate 
337.2
343.4
343.5

C13H16N2O6 hexyl 3,5-dinitrobenzoate 
334.2
336.1
336.4

C15H20N2O6 octyl 3,5-dinitrobenzoate 
335.2
335.3
335.6

C17H24N2O6 decyl 3,5-dinitrobenzoate 
336.2
335.9
336.2

C19H28N2O6 dodecyl 3,5-dinitrobenzoate 
333.2
336.8
337.1

C21H32N2O6 tetradecyl 3,5-dinitrobenzoate 
340.2
337.7
338

C23H36N2O6 hexadecyl 3,5-dinitrobenzoate 
339.2
338.6
339

C25H40N2O6 octadecyl 3,5-dinitrobenzoate 
339.2
339.5
339.9






N-((-Naphthyloctanamide11




C18H23NO N-((-naphthyloctanamide11
376.2
378.6
376

C20H27NO N-((-naphthyl)decanamide11
377.2
379.1
377.6

C22H31NO N-((-naphthyl)dodecanamide11
379.2
380.3
379

C24H35NO N-((-naphthyl)tetradecanamide11
381.2
381.8
380.4

C26H39NO N-((-naphthyl)hexadecanamide11
383.7
383.3
381.6

C28H43NO N-((-naphthyl)octadecanamide11 
385.2
384.7
382.7

C17H21NO N-((-naphthyl)heptanamide11
374.2
381.3
381.3

C19H25NO N-((-naphthyl)nonanamide11
376.2
379.8
379.8

C23H33NO N-((-naphthyl)tridecanamide11
380.2
380.8
380.8






sym-Glyceryl trialkanoate16




C33H62O6 (-glyceryl tridecanoate
304.8
305
304.6

C39H74O6 (-glyceryl tridodecanoate
318.9
319.1
319.2

C45H86O6 (-glyceryl tritetradecanoate
330.3
329.9
330.2

C51H98O6 (-glyceryl trihexadecanoate
339.1
338.4
338.9

C57H110O6 (-glyceryl trioctadecanoate
345.7
345.4
345.9

C61H122O6 (-glyceryl trieicosanoate
351
351.1
351.7

C67H134O6 (-glyceryl tridocosanoate
354.9
355.9
356.5

C33H62O6 (-glyceryl tridecanoate
261.7
262.9
267.6

C39H74O6 (-glyceryl tridodecanoate
288.8
287.2
289.5

C45H86O6 (-glyceryl tritetradecanoate
305.8
304.7
305.7

C51H98O6 (-glyceryl trihexadecanoate
317.9
317.9
318.1

C57H110O6 (-glyceryl trioctadecanoate
327.9
328.1
327.8

C61H122O6 (-glyceryl trieicosanoate
336.1
336.4
335.8

C67H134O6 (-glyceryl tridocosanoate
341.9
343.1
342.3

C33H26O6 (’-glyceryl tridecanoate
290
290.9
293.2

C39H74O6 (’-glyceryl tridodecanoate
308.3
306.9
308

C45H86O6 (’-glyceryl tritetradecanoate
319.1
319.2
319.5

C51H98O6 (’-glyceryl trihexadecanoate
328.9
328.9
328.7

C57H110O6 (’-glyceryl trioctadecanoate
337.5
336.8
336.2

C61H122O6 (’-glyceryl trieicosanoate
342.7
343.3
342.5

C67H134O6 (’-glyceryl tridocosanoate
348
348.7
347.8

C37H68O6 glyceryl 1,3-didodecanoate-2-decanoate
310.6
310
310

C41H76O6 glyceryl 1,3-ditetradecanoate-2-decanoate
316.7
317.9
317.8

C45H84O6 glyceryl 1,3-dihexadecanoate-2-decanoate
325
324.6
324.5

C49H92O6 glyceryl 1,3-dioctadecanoate-2-decanoate
330.6
330.4
330.3

C37H68O6 glyceryl 1,2-didodecanoate-3-decanoate
307.3
309.3
306.9

C41H76O6 glyceryl 1,2-ditetradecanoate-3-decanoate
316.7
315.5
317.3

C45H84O6 glyceryl 1,2-dihexadecanoate-3-decanoate
326
320.9
325.8

C49H92O6 glyceryl 1,2-dioctadecanoate-3-decanoate
321.5
325.8
332.8

C35H64O6 glyceryl 1,3-didecanoate-2-dodecanoate
310.7
310.5
310.9

C43H80O6 glyceryl 1,3-ditetradecanoate-2-dodecanoate
323
323
322.5

C47H88O6 glyceryl 1,3-dihexadecanoate-3-dodecanoate
327.1
328.1
327.4

C51H96O6 glyceryl 1,3-dioctadecanoate-3-dodecanoate
333.5
332.7
331.7






Di-n-alkylarsinic Acid9




C14H31AsO2 diheptylarsinic acid
389
399.6
399.6

C18H39AsO2 di-n-nonylarsinic acid
399
398.2
398.2

C22H47AsO2 di-n-undecylarsinic acid
396
397.2
397.2

C26H55AsO2 di-n-tridecylarsinic acid
396
396.2
396.2

C30H63AsO2 di-n-pentadecylarsinic acid
396
395.4
395.4

C36H75AsO2 di-n-nonadecylarsinic acid
394
394
394

C8H18AsO2dibutylarsinic acid
412
409.1
408.4

C12H31AsO2dihexylarsinic acid 
405
405.1
404.9

C16H35AsO2 dioctylarsinic acid
402
402.1
402.1

C20H43AsO2di-n-decylarsinic acid
400
399.8
399.9

C24H51AsO2 di-n-dodecylarsinic acid
398
397.9
398.1

C28H59AsO2di-n-tetradecylarsinic acid
397
396.3
396.6

C32H67AsO2 di-n-hexadecylarsinic acid
395
395
395.3

C34H71AsO2 di-n-octadecylarsinic acid
393
393.9
394.3






Cycloalkanes1




C3H6  cyclopropane
145.5
175


C5H10  cyclopentane
179.7
217


C7H14  cycloheptane
265.1
246.4


C9H18 cyclononane
282.9
268


C11H22 cycloundecane
265.9
284.7


C13H26 cyclotridecane
296.7
297.8


C15H30 cyclopentadecane
336.7
308.5


C17H34 cycloheptadecane
338.2
317.4


C19H38 cyclononadecane
353.2
324.8


C21H42 cycloheneicosane
338.2
331.2


C23H46 cyclotricosane
327.2
336.6


C25H50 cyclopentacosane
327.2
341.4


C27H54 cycloheptacosane
321.2
345.6


C29H58 cyclononacosane
328.7
349.3


C37H74 cycloheptatriacontane
339.2
360.8


C45H90 cyclopentatetracontane
354.2
368.7


C4H8 cyclobutane
183.2
198.1


C6H12 cyclohexane
279.8
232.9


C8H16 cyclooctane
286.7
258


C10H20 cyclodecane
282.7
276.9


C12H24 cyclododecane
333.4
291.6


C14H28 cyclotetradecane
328.2
303.4


C16H32 cyclohexadecane
335.2
313.1


C18H36 cyclooctadecane
346.2
321.2


C20H40 cycloeicosane
335.2
328.1


C22H44 cyclodocosane
326.2
334


C24H48 cyclotetracosane
320
339.1


C26H52 cyclohexacosane
319.2
343.6


C28H54 cyclooctacosane
321.2
347.5


C30H60 cyclotricosane
331.2
351.1


C32H64 cyclodotriacontane
339.7
354.2


C34H68 cyclotetratriacontane
340.2
357


C36H72 cyclohexatriacontane
343.2
359.6


C40H80 cyclotetracontane
350.2
363


C42H84 cyclodotetracontane
349.2
366


C44H88 cyclotetratetracontane
355.7
367.8


C48H96 cyclooctatetracontane
359.5
371


C50H100 cyclopentacontane
361.2
372.5


C54H108 cyclotetrapentacontane
364.2
375.1


C60H120 cyclohexacontane
369.7
378.3


C72H144 cycloheptacontane
376.7
383.4







H[OCH2CH2]nOH1




H[OCH2CH2]3OH
268.9
259.2
287.7

H[OCH2CH2]5OH
273.2
275.3
295.1

H[OCH2CH2]7OH
284.2
287
300.1

H[OCH2CH2]9OH
303.2
295.3
304

H[OCH2CH2]15OH
313.2
309.9
312.4

H[OCH2CH2]25OH
320.2
320.9
320.4

H[OCH2CH2]27OH
318
322.2
321.5

H[OCH2CH2]35OH
323.3
326.3
324.9

H[OCH2CH2]45OH
326.2
329.5
327.9

H[OCH2CH2]4OH
270.2
273.9
268.2

H[OCH2CH2]6OH
282.2
283.1
277.4

H[OCH2CH2]8OH
285.2
290.3
285.8

H[OCH2CH2]10OH
304
296
292.5

H[OCH2CH2]14OH
302.7
304.2
302

H[OCH2CH2]18OH
308.2
310
308.5

H[OCH2CH2]20OH
317.6
312.3
311

H[OCH2CH2]30OH
319.6
320
319.4

H[OCH2CH2]36OH
316.6
323
322.6

Perfluoroalkanes1




C6F14  n-perfluorohexane
191
192
193.8

C8F18  n-perfluorooctane
254.2
256.6
257.9

C10F22 n-perfluorodecane
309.2
309.2
309.5

C12F26 perfluorododecane
348.5
348.8
348.5

C16F34 perfluorohexadecane
402.2
403.2
402.2

C20F42 n-perfluoroeicosane
437.9
438.6
437.3

C24F50 n-perfluorotetracosane
465.2
463.4
462.1

C5F12  perfluoropentane
147.8
134.5
119.3

C7F16  perfluoroheptane
221.8
215.6
209.8

C9F20  perfluorononane
257.2
274.8
276.2

C11F24 n-perfluoroundecane
330.2
318.5
323.8






CH3CO(OCH2)nO2CCH31




CH3CO(OCH2)3O2CCH3
270.2
256
213.8

CH3CO(OCH2)5O2CCH3
290.2
285.1
251.4

CH3CO(OCH2)9O2CCH3
313.2
325.4
315.8

CH3CO(OCH2)11O2CCH3
339.2
339.7
336.4

CH3CO(OCH2)15O2CCH3
364.2
361.3
364.8

CH3CO(OCH2)17O2CCH3
372.2
369.7
375

CH3CO(OCH2)19O2CCH3
380.2
376.9
383.4

CH3CO(OCH2)4O2CCH3
280.2
256.6
255.1

CH3CO(OCH2)8O2CCH3
306.2
306.8
306.3

CH3CO(OCH2)10O2CCH3
325.2
327.3
328.1

CH3CO(OCH2)12O2CCH3
346.2
343.6
345.4

CH3CO(OCH2)14O2CCH3
357.2
356.6
359.1

CH3CO(OCH2)16O2CCH3
366.2
367.3
370.1

CH3CO(OCH2)20O2CCH3
384.2
383.7
386.9

CH3CO(OCH2)22O2CCH3
389.2
390.1
393.4






CH3O2CPhCO-[OCH2CH2OCOPhCO]nOCH31




CH3O2CPhCO-[OCH2CH2OCOPhCO]3OCH3
488.2
500.7
502.4

CH3O2CPhCO-[OCH2CH2OCOPhCO]5OCH3
515.2
515.4
515.8

CH3O2CPhCO-[OCH2CH2OCOPhCO]7OCH3
523.2
522.5
522.4

CH3O2CPhCO-[OCH2CH2OCOPhCO]9OCH3
526.2
526.7
526.5

CH3O2CPhCO-[OCH2CH2OCOPhCO]4CH3
504.2
516.2
515.8

CH3O2CPhCO-[OCH2CH2OCOPhCO]6CH3
521.2
521.1
521

CH3O2CPhCO-[OCH2CH2OCOPhCO]8CH3
524.2
524.5
524.5

CH3O2CPhCO-[OCH2CH2OCOPhCO]1OCH3
527.2
527
527.1






H[NH(CH2)5CO]nOH1




H[NH(CH2)5CO]3OH
476.2
480
480.1

H[NH(CH2)5CO]5OH
480.2
480.5
480.6

H[NH(CH2)5CO]7OH
482
480.9
481.1

H[NH(CH2)5CO]9OH
481.2
481.4
481.6

H[NH(CH2)5CO]11OH
482.2
481.8
482.1

H[NH(CH2)5CO]13OH
483.2
482.3
482.6

H[NH(CH2)5CO]15OH
480.2
482.7
483

H[NH(CH2)5CO]17OH
482.2
483.2
483.5

H[NH(CH2)5CO]21OH
485.2
484
484.4

H[NH(CH2)5CO]25OH
485.2
484.8
485.2

H[NH(CH2)5CO]4OH
479.2
481.6
481.2

H[NH(CH2)5CO]6OH
482.2
482.5
481.9

H[NH(CH2)5CO]8OH
483.2
483.3
483.6

H[NH(CH2)5CO]10OH
485.2
484.1
485

H[NH(CH2)5CO]12OH
484.2
484.9
486.4






C2H5CO[NH(CH2)5CO]nNHC3H71




C2H5CO[NH(CH2)5CO]5NHC3H7
460.2
463.7
460.3

C2H5CO[NH(CH2)5CO]7NHC3H7
470.2
467.7
468.6

C2H5CO[NH(CH2)5CO]9NHC3H7
474.2
471.2
474.8

C2H5CO[NH(CH2)5CO]11NHC3H7
477.2
474.4
479.9

C2H5CO[NH(CH2)5CO]13NHC3H7
473.2
477.3
484.1

C2H5CO[NH(CH2)5CO]15NHC3H7
479.2
479.9
487.7

C2H5CO[NH(CH2)5CO]4NHC3H7
454.2
464.2
465.5

C2H5CO[NH(CH2)5CO]6NHC3H7
464.2
467.5
463.6

C2H5CO[NH(CH2)5CO]8NHC3H7
473.2
470.5
471.5

C2H5CO[NH(CH2)5CO]10NHC3H7
474.2
473.2
475.1

C2H5CO[NH(CH2)5CO]12NHC3H7
475.2
475.7
479.2

C2H5CO[NH(CH2)5CO]14NHC3H7
478.2
478
482.5

C2H5CO[NH(CH2)5CO]16NHC3H7
481.2
480.1
485.5






C3H7CONH[CH2]nCONHC3H71




C3H7CONHC4H8CONHC3H7
437
431.6
431.3

C3H7CONHC6H12CONHC3H7
420
420.2
419.8

C3H7CONHC8H16CONHC3H7
412
413.8
413.2

C3H7CONHC10H20CONHC3H7
409
409.3
408.6

C3H7CONHC12H24CONHC3H7
407
406
405.2






C5H11CONH[CH2]nCONHC5H11




C5H11CONHC4H8CONHC5H11
433
426.4
426.3

C5H11CONHC6H12CONHC5H11
417
417.7
417.4

C5H11CONHC8H16CONHC5H11
412
412.6
412

C5H11CONHC10H20CONHC5H11
408
409
408

C5H11CONHC12H24CONHC5H11
407
406.1
405

C7H15CONHC4H8CONHC7H15
446
425.3
425.5

C7H15CONHC6H12CONHC7H15
417
417.9
418.1

C7H15CONHC8H16CONHC7H15
413
413.4
413.9

C7H15CONHC10H20CONHC7H15
411
410.2
410.9

C7H15CONHC12H24CONHC7H15
407
407.6
408.5






4'-n-Alkoxydiphenylcarboxylic Acids18




C18H20O3 4'-n-pentoxydiphenylcarboxylic acid
548.2
547.9
0

C20H24O3 4'-n-heptyloxydiphenylcarboxylic acid 
538.7
539.2
0

C22H28O3 4'-n-nonyloxydiphenylcarboxylic acid 
531.7
531.5
0

C17H18O3 4'-n-butoxydiphenylcarboxylic acid 
557.7
552.5
554.8

C19H22O3 4'-n-hexyloxydiphenylcarboxylic acid 
545.7
544.8
545.7

C21H26O3 4'-n-octyloxydiphenylcarboxylic acid 
537.7
537.8
537.6

C23H30O3 4'-n-decyloxydiphenylcarboxylic acid
530.2
531.4
530.2

C25H34O3 4'-n-dodecyloxydiphenylcarboxylic acid 
525.2
525.5
523.5

C29H42O3 4'-n-hexadecyloxydiphenylcarboxylic acid 
514.7
515
511.7

C31H46O3 4'-n-octadecyloxydiphenylcarboxylic acid 
511.2
510.2
506.6






n-Alkyltheophyllines19




C12H18N4O2 8-pentyltheophylline 
498.3
502.6
500

C14H22N4O2 8-heptyltheophylline 
472.6
469.4
468.8

C18H30N4O2 8-undecyltheophylline 
433.4
434.5
437.2

C20H34N4O2 8-tridecyltheophylline 
430.5
425.3
428.5

C22H38N4O2 8-pentadecyltheophylline 
413.6
418.7
422.1

C24H42N4O2 8-heptadecyltheophylline 
415
413.8
417.2






4-n-Alkoxy-3-fluorobenzoic acid20




C13H19FO3 4-n-hexyloxy-3-fluorobenzoic acid
402.7
400.2
401.1

C15H23FO3 4-n-octyloxy-3-fluorobenzoic acid 
393.7
393.4
393.5

C17H27FO3 4-n-decyloxy-3-fluorobenzoic acid 
389.7
389.9
389.7

C19H31FO3 4-n-dodecyloxy-3-fluorobenzoic acid 
387.7
387.8
387.6

C23H39FO3 4-n-hexadecyloxy-3-fluorobenzoic acid 
384.2
385.5
385.2

C25H43FO3 4-n-octadecyloxy-3-fluorobenzoic acid 
387.2
384.8
384.5






6-n-Alkoxy-2-naphthoic Acids21




C16H18O3 6-n-pentoxy-2-naphthoic acid 
472.2
472.6
0

C18H22O3 6-n-heptyloxy-2-naphthoic acid 
465.2
464.2
0

C20H26O3 6-n-nonyloxy-2-naphthoic acid 
456.7
457.3
0

C15H16O3 6-n-butoxy-2-naphthoic acid 
481.7
487.1
484.6

C17H20O3 6-n-hexyloxy-2-naphthoic acid 
471.7
472.9
472.2

C19H24O3 6-n-octyloxy-2-naphthoic acid 
463.2
462
462.4

C21H28O3 6-n-decyloxy-2-naphthoic acid 
454.2
453.4
454.5

C23H32O3 6-n-dodecyloxy-2-naphthoic acid 
447.2
446.5
448

C27H40O3 6-n-hexadecyloxy-2-naphthoic acid 
433.7
435.9
437.9

C29H44O3 6-n-octadecyloxy-2-naphthoic acid 
432.2
431.7
433.9






4-Alkoxybenzoic Acids22,23




C11H14O3 4-butoxybenzoic acid 
433.2
435.3
435.7

C13H18O3 4-hexyloxybenzoic acid 
426.2
426.1
426.3

C15H20O3 4-octyloxybenzoic acid 
420.2
419.9
420

C17H24O3 4-decyloxybenzoic acid 
415.2
415.2
415.3

C19H28O3 4-dodecyloxybenzoic acid 
410.2
411.5
411.5

C21H32O3 4-tetradecyloxybenzoic acid 
408.2
408.5
408.5

C23H36O3 4-hexadecyloxybenzoic acid 
406.2
406.1
406

C25H40O3 4-octyldecyloxybenzoic acid 
405.2
404
403.9

C12H16O3 4-pentoxybenzoic acid 
424.2
424.5
423.2

C14H20O3 4-heptoxybenzoic acid 
419.2
419.8
419.3

C16H22O3 4-nonyloxybenzoic acid 
416.2
415.8
416

C18H26O3 4-undecyloxybenzoic acid 
413.2
412.5
413.3

C20H30O3 4-tridecyloxybenzoic acid 
410.2
409.8
410.9

C22H34O3 4-pentadecyloxybenzoic acid 
407
407.5
408.8

C24H38O3 4-heptyldecyloxybenzoic acid 
405.2
405.6
407






1,(-Alkanedioic Acids17




C5H8O4 pentanedioic acid
371.2
371.2
371.2

C7H12O4 heptanedioic acid
378.2
378.6
378.6

C9H16O4 nonanedioic acid
384.2
383.7
383.7

C11H20O4 undecanedioic acid
387.2
387.4
387.4

C13H24O4 tridecanedioic acid 
386.7
390.2
390.2

C15H28O4 pentadecanedioic acid 
388
392.5
392.5

C17H28O4 heptadecanedioic acid 
391.2
394.3
394.3

C19H20O4 nonadecanedioic acid 
392.4
395.8
395.8

C6H10O4 hexanedioic acid
426.7
417.1
428.1

C8H14O4 octanedioic acid
413.2
416.8
414.2

C10H18O4 decanedioic acid
407.7
409.9
406.5

C12H22O4 dodecanedioic acid
401.2
406.9
401.6

C14H24O4 tetradecanedioic acid 
399
403.8
398.2

C16H30O4 hexadecanedioic acid
398.3
401.6
395.8

C18H34O4 octadecanedioic acid
397.9
399.7
393.9

C20H42O4 eicosanedioic acid 
396.2
398.1
392.4

C22H42O4 docosanedioic acid
397
396.7
391.2

C24H46O4 tetracosanedioic acid
400.2
395.6
390.3

C26H50O4 hexacosanedioic acid
396.7
394.5
389.4

C30H62O4 triacontanedioic acid 
396.5
392.9
388.1

C32H66O4 tetratriacontanedioic acid 
396.2
392.2
386.8






4-n-Alkyl-3-nitrobiphenyl-4'-carboxylic Acids24




C17H17NO4 4-butyl-3-nitrobiphenyl-4'-carboxylic acid
496.2
499.4
498.7

C19H21NO4 4-hexyl-3-nitrobiphenyl-4'-carboxylic acid
491.2
492
491.5

C21H25NO4 4-octyl-3-nitrobiphenyl-4'-carboxylic acid
487.2
487.1
487.1

C23H29NO4 4-decyl-3-nitrobiphenyl-4'-carboxylic acid
483.2
482.9
483.2

C25H33NO4 4-dodecyl-3-nitrobiphenyl-4'-carboxylic acid
479.7
478.9
479.7

C27H37NO4 4-hexadecyl-3-nitrobiphenyl-4'-carboxylic acid
471.7
471.9
473.2

C29H41NO4 4-octadecyl-3-nitrobiphenyl-4'-carboxylic acid
468.2
468.7
470.3






4-n-Alkyl-3-bromobiphenyl-4'-carboxylic Acids25




C17H17BrO4 4-butyl-3-bromobiphenyl-4'-carboxylic acid
514.2
512.8
514.8

C19H21BrO4 4-hexyl-3-bromobiphenyl-4'-carboxylic acid
505.2
504.6
505.3

C21H25BrO4 4-octyl-3-bromobiphenyl-4'-carboxylic acid
497.2
497.3
497

C23H29BrO4 4-decyl-3-bromobiphenyl-4'-carboxylic acid
489.7
490.9
489.8

C25H33BrO4 4-dodecyl-3-brromobiphenyl-4'-carboxylic acid
485.2
485.1
483.4

C27H37BrO4 4-hexadecyl-3-bromobiphenyl-4'-carboxylic acid
475.2
475.1
472.6

C29H41BrO4 4-octadecyl-3-bromobiphenyl-4'-carboxylic acid
471.2
470.8
468






4,4'-Di-n-alkoxyazoxybenzenes26




C20H26N2O 4,4'-di-n-butoxyazoxybenzenes 
409.9
410.7
412

C22H30N2O 4,4'-di-n-hexoxyazoxybenzenes 
402.3
403.1
403.8

C24H38N2O 4,4'-di-n-octoxyazoxybenzenes 
399.3
399
399.5

C26H46N2O 4,4'-di-n-decoxyazoxybenzenes 
396.6
396.2
396.8

C28H44N2O 4,4'-di-n-dodecoxyazoxybenzenes 
395.2
394.1
394.8

C30H52N2O 4,4'-di-n-octadecoxyazoxybenzenes 
388.5
390.2
391






Alkyl 4'-methoxybiphenyl-4-carboxylates24




C18H20O3 butyl  4'-methoxybiphenyl-4-carboxylates 
430.2
425.6
412.6

C20H24O3 hexyl  4'-methoxybiphenyl-4-carboxylates 
412.2
412.8
406.2

C22H28O3 octyl  4'-methoxybiphenyl-4-carboxylates 
406.7
405.6
401.9

C24H32O3 decyl  4'-methoxybiphenyl-4-carboxylates 
401.7
401
398.8

C26H36O3 dodecyl  4'-methoxybiphenyl-4-carboxylates 
397.2
397.8
394.7

C28H40O3 hexadecyl  4'-methoxybiphenyl-4-carboxylates 
392.7
393.6
464






trans 4-n-Alkoxy-3-chlorocinnamic Acids28




C13H15ClO3 trans 4-n-butoxy-3-chlorocinnamic acid
443.2
432.6
432.3

C15H19ClO3 trans 4-n-hexyloxy-3-chlorocinnamic acid
421.2
421.1
420.8

C17H23ClO3 trans 4-n-octyloxy-3-chlorocinnamic acid
413.2
414.7
414.3

C19H27ClO3 trans 4-n-decyloxy-3-chlorocinnamic acid
410.2
410.2
409.8

C21H31ClO3 trans 4-n-dodecyloxy-3-chlorocinnamic acid
407.2
406.7
406.3

C23H35ClO3 trans 4-n-hexadecyloxy-3-chlorocinnamic acid
402.2
401.8
401.3

C25H39ClO3 trans 4-n-octadecyloxy-3-chlorocinnamic acid
399.7
399.9
399.5






trans 4-n-Alkoxy-3-iodocinnamic Acids28




C15H19IO3 trans 4-n-hexoxy-3-iodocinnamic acid
454.2
449.2
449.4

C17H23IO3 trans 4-n-octoxy-3-iodocinnamic acid
431.2
438.7
436.5

C19H27IO3 trans 4-n-decoxy-3-iodocinnamic acid
429.7
430.9
427.5

C21H31IO3 trans 4-n-dodecoxy-3-iodocinnamic acid
423.7
425
421.1

C23H35IO3 trans 4-n-hexadecoxy-3-iodocinnamic acid
420.7
416.5
412.3

C25H39IO3 trans 4-n-octadecoxy-3-iodocinnamic acid
415.2
413.4
409.1






trans 4-n-Alkoxy-3-bromocinnamic Acid27




C15H19BrO3 trans 4-n-hexyloxy-3-bromocinnamic acid
433.7
432
431.2

C17H23BrO3 trans 4-n-octyloxy-3-bromocinnamic acid
415.2
417.6
417.1

C19H27BrO3 trans 4-n-decyloxy-3-bromocinnamic acid
409.7
409.4
409

C21H31BrO3 trans 4-n-dodecyloxy-3-bromocinnamic acid
402.2
404.1
403.8

C23H35BrO3 trans 4-n-hexadecyloxy-3-bromocinnamic acid
399.2
397.7
397.5

C25H39BrO3 trans 4-n-octadecyloxy-3-bromocinnamic acid
398.2
395.6
395.5






(1)
Brandrup, J.; Immergut, E. H. (edit.), Polymer Handbook, 3rd ed, Wiley: New York, 1989.

(2)
TRC Thermodynamic Tables, Non-Hydrocarbons, Marsh, K. N. (Director), The Texas 
A&M 
University System: College Station Tx, 1991, Supplement 64. 

(3)
Dreisbach, D. Physical Properties 
of Chemical Compounds, Vol II, Advances in Chemistry 
Series, 22,,  A. C. S.: Washington D.C., 1959.

(4)
Beilstein’s Handbook of Organic Chemistry, Springer-Verlag: New York.

(5)
Stephenson, R. M.; Malonowski, S. Handbook of the Thermodynamics of Organic 
Compounds,  Elsevier: New York, 1987.

(6)
Dreisbach, D. Physical Properties of Chemical Compounds, Vol I, Advances in 
Chemistry Series, 
15, A. C. S.: Washington D.C., 1955.

(7)
Ubbelohde, A. Melting and Crystal Structure, Oxford University Press: London, 1965. 


(8)
Lutton, E. S., “Thermal Properties and Crystal State,” in Fatty Acids, Their Chemistry, Properties, 
Production and Uses, Part 4, Markley, K. S. (edit.),  Wiley: New York, 1967; pp 2583-2642.
(9)
Chickos, J. S.; Acree, W. E. Jr. ; Liebman, J. F. “Estimating Solid-Liquid Phase Change 
Enthalpies and Entropies,”  J. Phys. Chem. Ref. Data 1999, 28, 1535-1674.

(10)
Aldrich Catalog Handbook of Fine Chemicals, Aldrich Chemical Company: Milwaukee WI, 1999.

(11)
Ralston,  A. W.; Fatty Acids and Their Derivatives, Wiley: New York, 1948.

(12)
Egloff, G., Physical Constants of Hydrocarbons, Vol IV, Polynuclear Aromatic Hydrocarbons, 
Monograph Series 78, A. C. S.: Washington D.C., 1947.

(13)
Rappoport, Z. (edit.)  CRC Handbook of Tables for Organic Compound Identification, 3rd 
ed.; CRC Press, 1967. 
(14)
Markley, K. S. in Fatty Acids, Their Chemistry, Properties, Production and Uses, Part 4, 
Markley, K. S. (edit.),  Wiley: New York, 1967.

(15)
Shriner, R. L.; Herman, C. F. K.; Morrill, T. C.; Curtin, D. Y.; Fuson, R. C. The 
Systematic 
Identification of Organic Compounds, 7th ed.; Wiley: New York, 1998.

(16)
Zeberg-Mikkelsen, C. K.; Stenby, E. H., “Predicting the melting points and enthalpies of fusion of saturated triglycerides by a group contribution method,” Fluid Phase Equilibria 1999, 162, 7-17.
(17)
Lutton, E. S. in Fatty Acids, Their Chemistry, Properties, Production and Uses, Part 4, 
Markley, K. S. (edit.),  Wiley: New York, 1967.
(18)
Gray, G.W.; Hartley, J. B.; Jones, B., “Mesomorphism and Chemical Constitution.  Part V.  The 
Mesomorphic Properties of the 4'-n-Alkoxydiphenyl-4-carboxylic Acids and their Simple Alkyl 
Esters,” J. Chem. Soc. 1955, 1412.

(19)
Gondova, T.; Kralik, P.;  Gonda. J., “Determination of Some Thermodynamic Characteristics of 
Melting of 8-Alkyltheophyllines by the DSC Method”, Thermochimica Acta 1989, 156, 147.

(20)
Gray, G. W.; Jones, B. J. “Mesomorphism and chemical constitution. The Effect of Halogen 
Substitution on the Mesomorphism of the p-n-Alkoxybenzoic Acids,”  J. Chem. 
Soc. 1954, 2556.

(21)
Gray, G. W.; Jones, B. J.. “Mesomorphism and chemical constitution.  Part I.  The n-
alkoxynaphthoic acids,” J. Chem. Soc. 1954, 683.

(22)
Gray, G. W.; Jones, B. J. “The Mesomorphic Transition Points of the p-n-Alkoxybenzoic 
Acids. 
A Correction,” J. Chem. Soc. 1953, 4179.

(23)
Herbert, A.J., "Transition Temperatures and Transition Energies of the P-n-Alkoxybenzoic 
Acids, from n-Propyl to n-Octadecyl", Trans. Faraday Soc. 1967, 63, 555.

(24)
Gray, G. W.; Hartley, J. B.; Jones,  B. Mesomorphism and chemical constitution.  Part V.  
The mesomorphic properties of the 4'-n-alkoxydiphenyl-4-carboxylic Acids and their 
simple 
alkyl esters. J. Chem. Soc. 1955, 1412.

(25)
Gray, G. W.; Jones, B. J.; Marson, F. “Mesomorphism and Chemical Constitution.  Part VIII.  The 
Effect of 3'-Substituents on the Mesomorphism of the 4'-n-Alkoxydiphenyl-4-carboxylic Acids 
and their Alkyl Esters,” J. Chem. Soc. 1957, 393.

(26)
Barrall II, E. M.; Johnson, J. F. Thermal Properties of Liquid Crystals, Chapter 10 in 
Liquid 
Crystals and Plastic Crystals, Vol 2, Gray , G. W.; Winsor, P. A. (Edit.) Ellis 
Horwood 
Limited: Chichester , UK, 1974.

(27)
Gray, G. W.; Jones, B.; Marson, F., "Mesomorphism and Chemical Constitution.  Part VIII.  The 
Effect of 3'-Substituents on the Mesomorphism of the 4'-n-Alkoxydiphenyl-4-carboxylic Acids 
and their Alkyl Esters.", J. Chem. Soc. 1956, 393.

(28)
Gray, G. W.; Jones, B. J.; Marson, F. Mesomorphism and Chemical Constitution.  Part VII.  The 
Effect of Halogen Substitution on the Mesomorphism of the trans-p-n-Alkoxycinnamic Acids.  
J. Chem. Soc. 1956, 1417.

(29)
The Merck Index, Seventh Ed., Merck and Co.: Rahway N. J.; 1960.

(30)
The 2000 Catalog, Lancaster Synthesis Inc. PO Box 1000, Windham NH 03087, 2000.

1
1

