Supporting Information
Table 4. Basin population®® , N standard deviation, o2, relative fluctuation, A, and other basin
contributions

Basins N o A Contribution analysis (%)
HzCzNHO la
V(N,C) 1.88 1.03 0.56 V(C,H)13.0; V(N,H)18.2; V(C,C) 9.8
V1(C,C) 1.78 0.98 0.54 V(C,H)16.8: V(N,C) 10.9; V2(C,C) 27.2
V2(C,C) 1.84 1.00 054 V(CH) 166 V1(C,C) 26.4; V(N,C) 11.1
V(N,0) 1.31 093 0.66 V(N,H)12.1;V1(0)24.5; V(N,C) 12.8
V1(0) 296 112 042 V(N,0)17.0; V2(0)52.9
V2(0) 312 113 041 V1(0)51.4
V(N,H) 2.18 0.89 0.36 V(N,C)24.9; V(N,0) 13.2; V2(0) 8.3
H,C,NHO 4a
V(N,C) 181 1.01 057 V(CH)12.0; V(N,H)18.5; V(C,C29.8; V(N,C) 14.1; V(N,0) 10.2;V(0) 9.3
V(C,C) 1.82 0.98 0.54 V(C,H)15.6;V(N,C) 10.5;
V(N,0) 1.25 091 0.67 V(N,H)12.4; V(N,C)12.7; V(O) 49.1
V(0) 6.11 110 0.8 V(N,H)9.8; V(N,C)8.1; V(N,0) 34,5
V(N,H) 219 0.90 0.37 V(N,C)23.8;V(N,0)12.8 V(0) 14.4
HzCzNH Ta
V(N,C) 1.41 093 0.61 V(CH)13.6; V(N,H)15.2; V1(C,C) 11.1; V(N) 26.4; V(N,C) 11.2; V2(C,C) 11.5
V1(C,C) 1.83 0.98 0.53 V(C,H)16.4; V(N,C) 10.0; V2(C,C) 28.6
V2(C,C) 1.87 0.99 0.53 V(C,H)16.4; V1(C,C)28.1; V(N,C) 10.2
V(N) 271 103 039 V(N,H)28.7; V(N,C)21.7;
V(N,H) 201 085 036 V(N,C)18.0; V(N)41.4;
H4C2NH 8a
V(N,C) 150 0.94 0.60 V(C,H)12.0; V(N,H)15.8; V(C,C) 11.3; V(N,C) 12.0; V(N) 24.5
V(C,C) 1.85 0.98 0.52 V(C,H)15.4;V(N,C)10.4;
V(N) 252 1.01 041 V(N,H)28.1; V(N,C)215;
V(N,H) 1.98 0.86 0.38 V(N,C)19.0; V(N) 38.6
H2C2NOH 3a
V(N,C) 1.57 096 0.60 V(CH)14.1;V1(C,C)10.8 V2(C.C) 11.0; V(N) 26.6; V(N,C)13.4
V1(C,C) 1.77 099 055 V(CH)16.3; V2(C,C)26.4; V(N,C)10.5
V2(C,C) 1.75 0.99 055 V(CH)16.1; V2(C,C) 26.5; V(N,C)10.5
V1(N,0) 0.80 0.77 0.75 V(N)19.6; V1(0) 23.2; V2(0) 22.1; V(N,C) 7.9
V1(0) 257 107 044 V(H0)25.9; V(N)6.6; V1(O,N) 12.2; V2(O) 35.3
V2(0) 243 105 045 V(H,0)25.6 V(N)6.4; V1(O,N) 12 V1(0) 36.5
V(N) 2.87 1.07 0.39 V(N,C)21.8; V1(O,N) 10.4; V1(0) 6.6; V2(O) 6.3
H4C2NOH 6a
V(N,C) 1.57 0.97 0.60 V(C,H)12.1;V(C,C)11.1; V(N) 24.8; V(N,C) 13.2
V(C,Q) 1.81 0.99 054 V(CH)155;V(N,C)10.5;
V(N,0) 0.87 0.80 0.72 V(H,0)8.6; V(N) 18.5; V(N,C) 8.6; V1(0) 22.3; V2(0) 22.2
V1(0) 245 105 045 V(H,0)25.3;V(N)5.7; V(O,N) 12.6; V2(0) 34.5
V2(0) 245 1.05 045 V(H,0)25.3;V(N)5.7; V(ON) 12.7; V1(0O) 35.1
H2C2N(HO) 2a
V(N,C) 1.75 1.00 057 V(C,H)13.5;V1(C,C)10.2; V(N,C) 13.5; V(N,0) 8.1; V(N) 20.9; V2(C,C) 10.4
V1(C,C) 1.70 0.98 0.56 V(C,H)16.5; V(N,C2) 10.8; V2(C1,C2) 26.7
V2(C,C) 1.80 0.99 055 V(C,H)16.6;V1(C,C)26.0; V(N,C) 10.8;
V(N,0) 0.95 0.83 0.72 VI(0)23.5;V2(0) 23.4; V(N,C) 11.9; V(N) 13.8
V1(0) 311 113 041 V2(0)51.4;V(N,0)12.7
V2(0) 310 1.13 041 V1(0)51.3; V(N,0)12.7; V(N) 6.0
V(N) 212 105 052 V(N.H)19.4; V1(0)6.9; V2(0) 7.0; V(N,C) 19.3 ;}V(N,0) 8.7
V(N,H) 0.62 0.68 0.76 V1(0)16.3; V2(0O) 16.9; V(N,0) 6.0; V(N) 45.6
H4C2N(HO) 5a
V(N,C) 1.74 1.00 057 V(C,H)11.6;V(C,C)10.4; V(N) 19.8; V(N,C) 13.2; V(N,0) 8.0
V(C,C) 1.79 099 055 V(CH)15.5;V(N,C) 10.7;
V(N,0) 0.84 0.80 0.75 V(NH)7.9;V(N)10.3; V(N,C) 12.7; V1(O) 22.6; V2(0) 22.1
V1(0) 3.17 113 040 V(N,H)7.3;V(N,0)11.3;V2(0)51.9
V2(0) 3.10 112 040 V(N,H)7.2;V1(0)52.6; V(N,0) 11.2
V(N) 1.90 1.03 0.55 V(N,H)22.7; V(N,C) 18.9; V1(O) 6.1; V(N,0) 6.2; V2(0) 5.9
V(N,H) 0.80 0.76 0.72 V(N) 41.5; V1(0) 16.1; V(N,0) 8.7; V2(0) 15.6
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Table 4. (cont.)

Basins N o A Contribution analysis (%)
H,C,PHO 1b
V(P,C) 226 1.06 049  V(CH)18.0; V(P,H) 10.0; V(C,C) 27.0; V(P,C) 13.4
V(C,C) 300 117 046  V(CH)18.0;V(P,C)2138
V1(P,0) 069 074 079  V(PH)6.8;V(P,C)6.6, V1(0) 26.3; V2(P,0) 21.3 V2(0) 25.2
V2(P,0) 119 093 072  V(P,C)7.1; V1(O)33.6; VI(P,0) 13.79; V2(0) 22.6
V1(0) 338 119 042  V1(P,0)10.2; V2(P,0) 20.3; V2(0) 43.0
V2(0) 244 110 049  VI1(0)50.9; VI(P,0) 11.6; V2(P,0) 16.2
V(P,H) 208 077 028  V(P,C)19.1; V1(0) 8.7; V1(P,0) 6.4; V2(P,0) 7.2; V2(0) 8.5
H,C,PHO 4b
V(P,C) 1.95 101 052  V(CH)17.4; V(P,H) 10.8; V(C,C) 13.0; V(P,C) 9.8; V(0) 6.7
V(C,C) 1.66 097 057  V(CH)145;V(P,C)14.1;
V1(P,0) 073 076 079  V(P,C)6.0; V2(P,0) 18.4 ; V(0) 51.9
V2(P,0) 102 088 076  V(PH)8.3;V1(P,0)13.6;V(0)548
V3(P,0) 007 026 097  V1(P,0)17.3; V2(P,0) 22.0; V(O) 38.5
V(0) 584 118 024  VI1(P,0)21.7; V2(P,0) 30.8
V(P,H) 207 077 028  V(P,C)19.0; V2(P,0) 11.0; V(O) 15.8
H,C,PH 7b
V(P,C) 1.80 099 055  V(CH)17.0; V(P,H) 9.8; V(P,C) 11.3; V1(C,C) 14.0; V(P) 18.9; V2(C,C) 13.7
V1(C,C) 179 099 055  V(CH)14.8; V(PC) 14.0; V2(C,C) 26.1
V2(C,C) 167 097 056  V(CH)14.4;V(PC)14.4; V1(C,C) 27.3
V(P) 228 096 040  V(PH)23.0; V(P,C)21.0;
V(P,H) 203 075 028  V(P,C)17.3;V(P)36.7
H,C,PH 8b
V(P,C) 1.55 095 058  V(CH)158;V(P,H)10.9; V(P,C) 8.9 V(C,C) 14.4; V(P) 20.1
V(C,C) 1.95 101 053  V(CH)146;V(P,C)12.7
V(P) 236 097 040  V(PH)22.9;V(P,C)19.6;
V(P,H) 202 077 029  V(P.C)16.9; V(P)36.3
H,C,POH 3b
V(P,C) 200 1.04 054  V(CH)17.7; V1(C,C) 13.3; V(P,C) 12.0; V(P) 18.2; V2(C,C) 13.6
V1(C,C) 151 095 060  V(CH)13.5;V(PC)16.0; V2(C,C) 25.7
V2(C,C) 165 098 058  V(CH)14.3; V1(C,C)24.2; V(P,C) 15.4;
V(P,0) 130 092 065  V(OH)118; V(P) 12; V1(0) 27.3; V2(0) 27.1
V1(0) 240 107 047  V(OH)24.0; V(P,0) 20.2; V2(0) 34.5
V2(0) 238 107 048  V(OH)23.9; V(P,0)20.1; V1(O) 34.6
V(P) 240 1.01 043  V(P,C)20.0;V(P,0) 10.3; V1(0O) 6.0; V2(0) 6
H4,C,POH 6b
V(P,C) 165 098 058  V(CH)16.0; V(C,C)13.7; V(P) 19.6; V(P,C) 9.3
V(C,C) 186 101 055  V(CH)14.7; V(P,C) 13.14;
V(P,0) 126 091 066  V(OH)11.4; V(P) 12.0; V1(0) 26.1; V2(0) 28.3
V1(0) 315 1.35 058  V(O,H)14.5; V(P,0) 12.0; V2(0) 21.7
V2(0) 256  1.09 047  V(OH)24.3;V(P,0)19.7; V1(0) 32.9
V(P) 246 1.03 043  V(P,C)18.9;V(P,0)9.9; V1(0) 8.7; V2(0) 5.9
H,C,P(HO) 2b
V(P,C) 223  1.07 051  V(CH)17.6; V(C,C)26.2; V(P,C) 13.1; V(P) 11.7; V(O) 6.5
V(C,C) 300 117 046  V(CH)17.9; V(P,C)218;
V(P,0) 1.63  1.00 061  V(P,H)6.9; V(0)61.3; V(P,C) 5.5;
V(0) 562 121 026  V(P,H)13.6; V(P)9.5; V(P,0) 42.3
V(P) 155 095 059  V(PH)282; V(P,C)14.7; V(O) 15.3
V(P,H) 1.03 079 061  V(P)40.6; V(P,0) 11.0; V(O) 31.4
H,C,P(HO) 5b
V(P,C) 1.89 101 054  V(CH)16.5;V(CC)13.0; V(P,C)9.5; V(P) 12.0
V(C,C) 172 099 056  V(CH)14.4;V(P,C)13.9;
V(P,0) 145 097 064  V(PH)7.3;V1(0)31.7; V2(0) 29.8
V1(0) 304 116 045  V(PH)7.8;V2(0)43.7; V(P,0) 21.9
V2(0) 2.80 114 046  V(P,H)7.3;V1(0) 45.6; V(P,0) 21.4
V(P) 1.44 093 060  V(P,H)29.6; V1(0O)8.2; V2(0) 7.4; V(P,C) 14.2;
V(P,H) 110 081 060  VI1(0)16.1; V2(0) 14.5; V(P,0) 10.4; V(P) 39.3
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