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Figure S1. Plots of Δd values of individual bonds aganst K1 for Qw-M
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Figure S2. Plots of Δd values of individual bonds aganst K1 for Qr-M
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Figure S3. Plots of Δd values of individual bonds aganst K1 for Qw-p
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Figure S4. Plots of Δd values of individual bonds aganst K1 for Qr-p



The implementation of Morse restraints in TOPAS macro language:

' (c) Ivan Bushmarinov, 2012
macro Distance_Restrain_Morse(sites, t, t_calc, a, wscale)
{

Distance_Restra in_Morse(s i tes , ,  t ,  t_calc ,  a,  wscale)
}

macro Distance_Restrain_Morse(sites, c, t, t_calc, a, wscale)
{

#m_ifarg  c ""
     #m_unique_not_refine c
     #m_endif

si tes_dis tance c 
load site_to_restrain { sites }

prm = c;  :  t_calc
penalty  = (wscale)  (1- Exp(- a(c- t) ) )^2;  

}

Table S1. Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement 
Parameters (Å2×103) for Qr-M-6. 
Atom x y z U(eq)
O1 3277(6) -2740(40) 11450(9) 12.7

N1 3431(5) -2310(30) 8566(4) 12.7

C1 1678(6) -6280(40) 9962(5) 12.7

C2 886(4) -7010(40) 9114(6) 12.7

C3 1098(4) -6920(40) 8139(3) 12.7

C4 2021(6) -5980(40) 8018(5) 12.7

C5 2655(4) -3980(20) 8799(4) 12.7

C6 4231(5) -1420(20) 9264(4) 12.7

C7 4277(4) -2490(20) 10285(3) 12.7

C8 3407(3) -3500(20) 10611(3) 12.7

C9 2552(4) -4450(30) 9780(4) 12.7

C10 5059(8) -1330(40) 11006(4) 12.7

 

Table S2. Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement 
Parameters (Å2×103) for Qw-M-10. 
Atom x y z U(eq)
O1 2150(20) 2600(70) 5869(3) 12.7

N1 8092(8) 2380(30) 5748.4(19) 12.7

C1 5032(8) -1460(40) 6688(5) 12.7

C2 6608(12) -3040(20) 7011(3) 12.7

C3 8709(7) -2480(30) 6963(3) 12.7

C4 9210(10) -940(40) 6556(3) 12.7

C5 7656(7) 1580(20) 6208(2) 12.7

C6 6600(6) 3380(20) 5355(2) 12.7

C7 4510(7) 2480(20) 5374.3(17) 12.7



C8 3933(5) 2360(30) 5835.7(15) 12.7

C9 5553(7) 1430(20) 6271(2) 12.7

C10 3005(8) 3460(30) 4970(4) 12.7

Table S3 Fractional Atomic Coordinates (×104) and Isotropic Displacement Parameters 
(Å2×103) for GB115a-m-8.5. 
Atom x y z U(eq)
O14 4017(3) 3939(5) 3790(20) 133(4)

O18 4339(2) 1584(6) -2984(19) 133(4)

O23 5244(2) -406(8) 2429(10) 133(4)

N13 3927(2) 2764(6) 219(11) 70(4)

N17 4683.1(19) 770(6) 154(11) 70(4)

N22 5501.1(19) -817(8) -1720(18) 70(4)

N27 4522.0(15) -3113(4) 2529(16) 70(4)

C1 2410.6(11) 7892(4) 1367(16) 98(2)

C2 2381.3(13) 8812(5) 2920(20) 98(2)

C3 2092.0(16) 7441(5) 550(17) 98(2)

C4 2009.1(19) 9266(5) 3396(17) 98(2)

C5 1746.5(19) 7976(6) 586(16) 98(2)

C6 1691.0(13) 8759(6) 2417(17) 98(2)

C7 2777.8(12) 7438(3) 700(20) 98(2)

C8 2769.0(14) 6232(3) 802(19) 98(2)

C9 3119(2) 5789(4) -371(17) 98(2)

C10 3242(2) 4719(4) 783(17) 98(2)

C11 3643(2) 4518(5) 110(14) 98(2)

C12 3821.4(17) 3690(3) 1732(10) 98(2)

C15 4235(3) 2087(6) 1364(13) 98(2)

C16 4388.8(18) 1377(4) -672(8) 98(2)

C19 4865.9(14) -100(5) -1459(11) 98(2)

C20 4572.2(16) -914(5) -2201(14) 98(2)

C21 5200.6(13) -569(6) -57(8) 98(2)

C24 4473.4(12) -1654(4) -121(12) 98(2)

C25 4726.8(13) -2339(6) 1180(20) 98(2)

C26 4105.8(12) -1794(4) 1118(13) 98(2)

C28 4138.4(12) -2775(4) 2778(12) 98(2)

C29 3815(2) -1092(4) 1761(17) 98(2)

C30 3886.7(15) -2952(5) 4749(14) 98(2)

C31 3525.7(15) -1454(5) 3340(20) 98(2)

C32 3549.6(19) -2425(6) 4580(16) 98(2)

 

Table S4. Fractional Atomic Coordinates (×104) and Isotropic Displacement Parameters 
(Å2×103) for GB115b-p-15. 
Atom x y z U(eq)
O14 5964(3) 6103(5) 3300(20) 53(5)

O18 5456(2) 7948(7) -760(30) 53(5)



O22 4905(2) 8950(8) 1490(20) 53(5)

N13 6146(2) 7789(6) 1530(13) 241(10)

N17 5604.4(17) 9509(5) -1986(14) 241(10)

N23 4700(2) 10355(8) -1010(30) 241(10)

N27 5705(2) 13435(5) 3488(14) 241(10)

C1 7572.3(15) 2225(4) 384(14) 134(4)

C2 7950(2) 1881(6) -255(13) 134(4)

C3 7404.1(14) 1721(7) 2488(17) 134(4)

C4 8172.8(14) 1365(8) 1682(17) 134(4)

C5 7633(2) 1142(8) 4355(14) 134(4)

C6 7998(2) 841(7) 3655(15) 134(4)

C7 7457.6(19) 3316(6) -290(20) 134(4)

C8 7060(2) 3520(6) 220(20) 134(4)

C9 6929(3) 4579(8) -980(13) 134(4)

C10 6721(3) 5295(8) 1103(11) 134(4)

C11 6449(3) 6053(6) -295(14) 134(4)

C12 6163(2) 6611(4) 1629(12) 134(4)

C15 6104(2) 8384(6) -933(17) 134(4)

C16 5692.9(13) 8573(4) -1423(17) 134(4)

C19 5364.6(18) 10175(4) -315(13) 134(4)

C20 5379(2) 11374(6) -1332(16) 134(4)

C21 4972.0(13) 9736(5) -48(18) 134(4)

C24 5623.3(14) 12213(4) 403(14) 134(4)

C25 5496.2(18) 13157(7) 1355(17) 134(4)

C26 5971.1(14) 12048(4) 1699(14) 134(4)

C28 6010.9(14) 12844(4) 3590(13) 134(4)

C29 6223(2) 11126(4) 1875(16) 134(4)

C30 6331(2) 13017(4) 4742(18) 134(4)

C31 6547(2) 11250(5) 3120(20) 134(4)

C32 6620.1(18) 12231(7) 4450(30) 134(4)



Figure S5. The difference plot for GB115a-M refined against a powder pattern measured in the 
reflection geometry.


