© The Royal Society of Chemistry 2000


Supplementary data

Development of Structure-Taste Relationships for Sweet and Non-sweet Heterosulfamates

Wm. J. Spillane*, Caroline A. Ryder, Patrick J. Curran, Siobhan N. Wall, Lorraine M. Kelly, Brendan G. Feeney and John Newell†

Chemistry Department, National University of Ireland, Galway, Ireland

† Department of Statistics, University of Glasgow, Glasgow G12 8QW, Scotland, United Kingdom.

Table 4.  Spatial parameters for X, first order molecular connectivities for XSO3– in the heterosulfamate XSO3–Na+, taste of the compound, location of group who synthesized compound and reference

Compounda
x/A(
y/A(
z/A(
VCPK/A(
((V
Tasteb
Locationc
Reference

1
7.40
4.99
5.92
219
3.11
N
1
7

2
5.96
4.89
5.72
167
2.52
N
1
7

3
9.64
4.85
6.92
195
3.71
N
1
7

4
6.98
3.40
5.65
134
2.87
S
2,9
9,16d

5
8.13
3.75
6.98
213
3.21
S
2
9

6
10.1
6.30
9.44
605
4.87
N
2
9

7
7.80
3.88
5.44
165
2.35
N
1
7

8
10.2
7.67
10.0
782
5.32
N
2
9

9
5.80
5.44
6.80
215
4.24
S
3
10a

10
5.52
5.36
6.40
189
3.10
N
3
10a

11
7.72
5.64
6.56
286
3.63
S
4
11

12
6.00
5.64
6.56
222
3.04
N
1
7

13
6.08
5.68
8.24
285
4.17
N
1,9
7,16

14
11.5
6.80
6.32
494
5.73
N
1
7

15
9.88
5.28
6.40
334
4.29
N
1
7

16
6.20
5.33
7.88
259
4.56
S
3
10b

17
7.72
3.76
6.40
186
2.43
N
2
9

18
7.00
5.30
6.50
241
3.27
N
1
7

19
7.16
5.04
7.20
260
3.77
N
1
7

20
5.68
5.36
6.24
190
2.85
N
1,9
7,16

21
12.7
5.20
6.60
437
6.21
N
4
11

22
13.6
6.24
6.52
552
5.60
N
4
11

23
10.6
5.92
6.32
395
4.60
N
4
11

24
9.84
5.44
6.40
343
5.21
N
4
11

25
11.2
5.28
6.80
404
5.17
N
4
11

26
7.64
5.05
6.32
244
3.45
N
1
7

27
8.52
4.80
6.12
250
3.48
N
1
7

28
5.38
5.30
6.40
182
3.54
N
5,6,9
12,13,16

29
6.44
5.04
7.20
234
3.52
N
7,9
14,16

30
4.48
4.48
6.32
127
2.64
N
6
13

31
4.88
4.32
6.00
126
2.52
N
7,5
14,12

32
6.48
5.12
7.76
257
4.02
N
7
14

33
6.05
5.20
8.40
264
4.52
N
7
14

34
6.04
4.63
3.70
106
2.08
N
8
15

35
7.54
5.33
7.88
259
2.58
N
8
15

36
7.72
3.76
6.40
186
2.96
N
8
15

37
7.00
5.30
6.50
241
2.46
N
8
15

38
7.16
5.04
7.20
260
2.53
N
8
15

39
5.68
5.36
6.24
190
3.03
N
8
15

40
7.39
4.72
6.02
210
2.97
N
8
15

41
8.11
4.58
3.79
141
3.85
S
8
15

42
5.99
4.98
6.01
179
3.74
S
8,11
15,8a

43
7.74
5.15
6.04
291
3.39
N
1
6

44
9.28
4.90
5.94
271
3.39
S
1
6

45
5.57
4.52
6.66
168
3.74
N
1
6

46
5.66
5.40
6.41
188
3.41
N
1
6

47
10.1
4.45
3.80
170
3.55
N
1
6

48
9.53
4.87
6.43
298
4.21
N
9
16

49
8.82
4.98
6.15
270
3.79
N
9
16

50
11.7
7.05
6.56
541
5.73
N
9
16

51
7.41
5.94
5.86
258
4.21
N
9
16

52
7.62
4.96
8.34
315
4.18
N
9
16

53
6.18
3.94
5.95
145
2.77
N
9
16

54
8.52
4.41
6.08
228
3.34
N
9
16

55
9.18
3.58
7.34
242
3.81
N
9
16

56
7.15
7.23
7.74
400
5.26
N
10
17

a The structures of these compounds are shown in ref. 7 (1–33) and ref. 6 (34–56).  In ref. 6 the numbering is 23–45 i.e. compound 23 = compound 34 and compound 45 = compound 56 in the present study.   b N =  non-sweet; S = sweet.   c See Table 1.    d Six compounds nos. 4, 13, 20, 29, 31 and 42 have been made by more than one group and one compound no.28 has been made by three groups.  In Table 1 compounds are counted once and credit for synthesis is given to those who first made the compound.  In all cases the taste data was confirmed by the second/third group.

