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1. General methods and materials. 'H NMR spectra were recorded with an AVANCE
IIT HD 400 MHz spectrometer (Bruker) in the indicated solvents at 25°C. Chemical
shifts were referenced to the residual solvent peaks. Fluorescent measurements were
performed on a VARIAN CARY Eclipse Fluorescence Spectrophotometer. The crystal
was measured using Bruker D8 Venture-Metaljet diffractometer equipped with a
PHOTON II area detector and HELIOS multilayer optics monochrommated Cu-K and
Mo-K alpha radiation (lambda = 1.54184 and 0.71073 A) and the crystal structure was
solved by direct method and refined by full-matrix least-squares methods based on F2
using SHELXL-2014 software. All the reagents and solvents were commercially
available and used as received unless otherwise specified purification.

2. Calculation of binding constants (X,).
The calculation of K, by Origin software follows formula below (1:1 binding model,
including titration experiments of UV, fluorescence, and NMR):
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[Guest] is the concentration of the guest (purines), and [Host]’ is the initial
concentration of the host (macrocycles, unchanged during titration), A, represents the
difference in the y-axis after adding a given concentration of the guest (Intensity in
fluorescence titration). A, is coefficient, and K, is the binding constant. When A4 <0 in
titration (Intensity decrease), taking the absolute value of A4 for non-linear fitting.

3. Testing of Real Urine Samples

Prepare UA standard samples (0.2 mM, 0.4 mM, 0.8 mM, 1.2 mM, 1.6 mM, 2.0 mM)
in 20 mM phosphate buffer (pH = 7.4). Written informed consent was signed by 6
volunteers (25 + 2 years old). All urine specimens were collected from the midstream
of morning urine with the corresponding supernatant collected after 15 min
centrifugation (8000 rpm) prior to analysis and the supernatant was taken through 0.22
um microporous filter membrane for later use. HPLC and enzymatic kit first
constructed their standard curve using above standard samples, and then conducted
urine sample testing. A 0.40 mM standard sample was also measured as an external
standard at the same time for correction. The UA concentration of one urine sample
that directly calculated by standard curve recorded as C1, and the UA concentration of
0.40 mM standard sample that directly calculated by standard curve recorded as C2.
Corrected concentration [UA] = 0.4 * (C1/C2) mM. The operations of three methods
are as follows (n = 3):



(D Enzymatic UA Test Kit (Nanjing Jiancheng Bioengineering Institute): The testing

follows the protocol of the vendor.

(@ HPLC: The concentration analysis of UA formulation by HPLC on reverse C18
columns at 292 nm (5% MeCN/H20 with 0.1% TFA as additive, 1 mL/min, 25°C).

(3 FL-Probe (D2/RHB): Firstly, the 530 nm fluorescence intensity of probe solution

([RHB]=1puM, [D2] =15 uM, 20 mM PB, pH = 7.4, 1980 uL) was tested and regarded
as Iy. Then, 20 uL. sample was added to the probe solution and 530 nm fluorescence
intensity was tested again, regarded as 1. Ignoring the deviation caused by volume
changes.

4. Preparation of fluorescent test papers

The fluorescent test papers were prepared by dropped 6 UM Rhodamine B in PB buffer
(10 mM, pH 7.4) on the paper strips firstly and dried at 60 °C. Then, 90 uM D2 in the
same buffer above was dropped on the paper strips which was also dried at 60 °C
subsequently.

5. Synthesis of D2-D5
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Compound 3. 1,5-Dihydroxy naphthalene 1 (10 g, 62 mmol), Pyridinium p-
Toluenesulfonate (4.7 g, 19 mmol) and 3,4-Dihydro-2H-pyran 2 (15.7g, 0.19 mol) were
added to CHCIl; (200 mL). The mixture was stirred at 50°C for 12 h then cooled to rt
and followed by extraction with 100 mL H,O three times. The combined organic phase
was dried over Na,SQOy, filtered through a plug of celite and concentrated in vacuo. And
then subjected to column chromatography on silica gel (1:1, hexanes/DCM) to atforded
3 as a white solid (17 g, 83%). '"H NMR (400 MHz, DMSO-d¢) & 7.82 (d, J = 8.3 Hz,
2H), 7.41 (t, J = 8.1 Hz, 2H), 7.15 (d, J = 7.7 Hz, 2H), 5.70 (s, 2H), 3.81 — 3.72 (m,
2H), 3.62 — 3.54 (m, 2H), 2.10 — 1.98 (m, 2H), 1.96 — 1.88 (m, 4H), 1.78 — 1.68 (m,
2H), 1.66 — 1.58 (m, 4H).
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Compound 5. [Ir(COD)OMe]z (44 mg, 0.066 mmol), 4,4’—d1—tert—buty1—2,2’—bipyridine




(46 mg, 0.168 mmol) and 2 were added to a three-necked flask. After degassing with
N, for 15 min, THF (8 mL) and HBpin 4 (0.76 g, 7.5 mmol) were added to the reaction
mixture and the solution was heated to 80°C under N, for 24 h. Then cooled to rt and
filtered the solution by celite. The organic phase was concentrated in vacuo to get black
crude product, which was further washed by CH;OH (3 x 10 mL) and vacuum drying
to afford 5 as a white solid (0.98 g, 55%). 'H NMR (400 MHz, DMSO-dy) & 8.24 (s,
2H), 7.35 (s, 2H), 5.74 (s, 2H), 3.78 — 3.70 (m, 2H), 2.01 — 1.88 (m, 4H), 1.81 — 1.69
(m, 4H), 1.67 — 1.56 (m, 2H), 1.34 (s, 18H).
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Compound 7. 4-Bromopyridine hydrochloride 6 (0.54 g, 3.4 mmol), Na,CO; (1.3 g,
9.2 mmol) and 5 (1.0 g, 1.7 mmol) were added to a 10:1 mixture of DMF/H,0 (66 mL),
which had been degassed with N, for 15 min. Next, Pd(PPh;), (0.20 g, 0.17 mmol) was
added to the reaction mixture and the solution heated to 90°C under N, for 48 h. Then,
the reaction mixture was cooled to room temperature and the palladium catalyst filtered
off using celite. 300 mL H,O was added to the organic phase and the precipitate was
collected by filtration as a yellow solid (0.58 g, 70%) after vacuum drying. Then,
CH;0H (100 mL) and CF;CO;H (3 mL) were added to a round bottom flask containing
the solid above (0.5 g, 1.3 mmol) and the mixture was stirred at 25°C for 24 h. Then, 1
M NaHCOs(aq) was added dropwise to the solution until no bubbles were formed. The
solution was concentrated in vacuo to get yellow crude product, which was further
washed by H,O (3 x 20 mL) and vacuum drying to afford 7 as a yellow solid (0.36 g,
92%). 'H NMR (400 MHz, DMSO-d) 6 10.69 (s, 2H), 8.75 (d, J = 5.4 Hz, 4H), 8.07
(s,2H),7.91 (d,J=5.0 Hz,4H), 7.30 (s, 2H). BC NMR (101 MHz, DMSO-d;) 6 154.85,
149.54, 148.27, 134.37, 126.41, 121.95, 111.81, 107.25. HRMS calcd for C,yH4N,0,
[M+H]": 315.1129; found: 315.1142.
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Compound 9a. Anhydrous DMF (10 mL) and Cs,CO5 (0.31 g, 0.96 mmol) were added
to a round bottom flask containing 7 (0.1 g, 0.32 mmol) and the mixture was stirred at
room temperature for 10 minutes. Then, tert-Butyl N-(2-bromoethyl) carbamate 8a
(0.22 g, 0.96 mmol) was added, and the reaction mixture was stirred at 25°C for 24 h.
The reaction was stopped and added 50 mL H,O. The deposit was filtered and washed
with water and dried in vacuum to afford yellow solid 9a (0.11 g, 57%). 'H NMR (400



MHz, DMSO-dy) 5 8.68 (d, J = 5.5 Hz, 4H), 8.28 (s, 2H), 7.92 (d, J = 5.2 Hz, 4H), 7.41
(s, 2H), 7.26 (t, J = 6.0 Hz, 2H), 4.28 (t, J = 5.1 Hz, 4H), 3.52 (q, J = 8.3, 6.4 Hz, 4H),
1.33 (s, 18H). 3C NMR (101 MHz, DMSO-dg) & 155.81, 155.27, 150.13, 147.03,
135.14, 126.13, 121.58, 112.46, 104.78, 77.73, 68.06, 28.18. HRMS calcd for
C4H4oN,O [M+H]*: 601.3021; found: 601.3028.
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Compound 9b. Anhydrous DMF (10 mL) and Cs,CO; (0.31 g, 0.96 mmol) were added
to a round bottom flask containing 7 (0.1 g, 0.32 mmol) and the mixture was stirred at
room temperature for 10 minutes. Then, tert-Butyl N-(2-bromopropyl) carbamate 8b
(0.22 g, 0.96 mmol) was added, and the reaction mixture was stirred at 25°C for 24 h.
The reaction was stopped and added 50 mL H,O. The deposit was filtered and washed
with water and dried in vacuum to afford yellow solid 9b (98 mg, 49%). 'H NMR (400
MHz, DMSO-d;) 6 8.69 (d, J=5.1 Hz, 4H), 8.15 (s, 2H), 7.88 (d, /= 5.1 Hz, 4H), 7.40
(s, 2H), 6.98 (t, J= 5.8 Hz, 2H), 4.36 (t, /= 6.2 Hz, 4H), 3.20 (q, /= 9.3, 7.2 Hz, 4H),
2.09 — 1.99 (m, 4H), 1.35 (s, 18H). 13C NMR (101 MHz, DMSO-d;)  155.67, 155.28,
150.23, 147.18, 135.26, 126.18, 121.51, 111.92, 105.01, 77.46, 65.97, 36.99, 29.21,
28.17. HRMS calcd for C36H44N4Og [M+H]": 629.3334; found: 629.3338.
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Compound 9c. Anhydrous DMF (10 mL) and Cs,COs3 (0.31 g, 0.96 mmol) were added
to a round bottom flask containing 7 (0.1 g, 0.32 mmol) and the mixture was stirred at
room temperature for 10 minutes. Then, m-PEG5-Tos 8¢ (0.35 g, 0.96 mmol) was
added, and the reaction mixture was stirred at 25°C for 24 h. Then cooled to rt and
filtered the solution by celite. The organic phase was concentrated in vacuo and
subjected to column chromatography on silica gel (1:20, CH;0H/DCM) to afforded 9¢
as a yellow oil (54 mg, 24%). 'H NMR (400 MHz, DMSO-ds) 6 8.70 (d, J = 5.0 Hz,
4H), 8.13 (s, 2H), 7.85 (d, /= 5.2 Hz, 4H), 7.46 (s, 2H), 4.48 (t, J = 2.8 Hz, 4H), 3.97
(t,J=2.5 Hz, 4H), 3.71 (t, J= 2.7 Hz, 4H), 3.58 (t, J = 2.0 Hz, 4H), 3.53 — 3.47 (m,
8H), 3.44 — 3.39 (m, 8H), 3.17 (s, 6H). 3C NMR (101 MHz, DMSO-dy) 6 155.21,
150.25, 147.18, 135.38, 126.15, 121.50, 112.09, 105.53, 71.15, 70.04, 69.82, 69.77,
69.70, 69.48, 68.88, 68.26, 57.93. HRMS calcd for C33Hs5oN,O;9 [M+H]": 695.3539;
found: 695.3541.
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Compound 11a. o, o'-Dibromo-p-xylene 10 (3.0 g, 11 mmol) was added to MeCN (60
mL) in a 250 mL round-bottomed three-neck flask and the resulting mixture was
refluxed while stirring until all of the solid material dissolved. Next, the temperature of
the oil bath was raised to 80°C, allowing the reaction mixture to reflux while a
suspension of 9a (0.90 g, 1.5 mmol) in DCM (30 mL), was added slowly over 1 h. After
heating under reflux for 48 h, the reaction mixture was cooled to room temperature and
the orange precipitate was collected by filtration and washed with DCM (3 x 10 mL).
The solid was then dissolved in DMF (20 mL) and 100 mL saturated solution of NH4PF
was added subsequently. Then the precipitate formed was filtered, washed with water
(10 mL x 3) and dried to afford 11a as an orange solid (1.7 g, 90%). '"H NMR (400
MHz, DMSO-d;) 6 9.30 (d, /= 6.4 Hz, 4H), 8.71 (d, J= 6.4 Hz, 4H), 8.50 (s, 2H), 7.63
(s, 2H), 7.56 (s, 8H), 7.25 (t, /= 6.0 Hz, 2H), 5.89 (s, 4H), 4.72 (s, 4H), 4.31 (t,J=5.1
Hz, 4H), 3.53 (q, J=9.4, 7.3 Hz, 4H), 1.26 (s, 18H). '*C NMR (101 MHz, DMSO-ds)
0 155.97, 155.80, 155.02, 144.69, 139.25, 134.60, 133.22, 130.05, 128.92, 127.01,
125.63, 115.35, 105.27, 77.81, 68.69, 62.15, 33.53, 31.27, 28.11. HRMS calcd for
CsoHs¢BroN4OgPFg [M-PF¢]™: 1113.2183; found: 1113.2195.
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Compound 11b. a, o'-Dibromo-p-xylene (3.0 g, 11 mmol) 10 was added to MeCN (60
mL) in a 250 mL round-bottomed three-neck flask and the resulting mixture was
refluxed while stirring until all of the solid material dissolved. Next, the temperature of
the oil bath was raised to 80°C, allowing the reaction mixture to reflux while a
suspension of 9b (0.94 g, 1.5 mmol) in DCM (30 mL), was added slowly over 1 h. After
heating under reflux for 48 h, the reaction mixture was cooled to room temperature and
the orange precipitate was collected by filtration and washed with DCM (3 x 10 mL).
The solid was then dissolved in DMF (20 mL) and 100 mL saturated solution of NH4PF
was added subsequently. Then the precipitate formed was filtered, washed with water
(10 mL x 3) and dried to afford 11b as an orange solid (1.6 g, 83%). 'H NMR (400
MHz, DMSO-d;) 6 9.25 (d, /= 6.2 Hz, 4H), 8.70 (d, /= 6.3 Hz, 4H), 8.39 (s, 2H), 7.63
(s, 2H), 7.56 (s, 8H), 6.95 (t, /= 6.2 Hz, 2H), 5.89 (s, 4H), 4.73 (s, 4H), 4.40 (t, /= 6.4



Hz, 4H), 3.25 (q, J = 8.3, 6.1 Hz, 4H), 2.11 — 1.99 (m, 4H), 1.29 (s, 18H). 3C NMR
(101 MHz, DMSO-dg) & 155.99, 155.68, 155.12, 144.75, 139.24, 134.50, 133.28,
130.06, 128.96, 127.12, 125.67, 114.84, 105.53, 77.48, 66.39, 62.13, 36.92, 33.54,
28.88,28.14. HRMS calcd for Cs;HsgBryN4Og [M-2PF]?": 498.1424; found: 498.1429.
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Compound 11c. a, a'-Dibromo-p-xylene (3.0 g, 11 mmol) was added to MeCN (60
mL) in a 250 mL round-bottomed three-neck flask and the resulting mixture was
refluxed while stirring until all of the solid material dissolved. Next, the temperature of
the oil bath was raised to 80°C, allowing the reaction mixture to reflux while 9¢ (0.90
g, 1.5 mmol) in DCM (30 mL), was added slowly over 1 h. After heating under reflux
for 48 h, the reaction mixture was cooled to room temperature. Then, Et,O (200 mL)
was added to the mixture and the orange precipitate was collected by filtration and
washed with DCM (3 x 10 mL). The solid was then dissolved in DMF (10 mL) and 100
mL saturated solution of NH4PF¢ was added subsequently. Then the precipitate formed
was filtered, washed with water (10 mL x 3) and dried to afford 11¢ as an orange solid
(1.0 g, 53%). '"H NMR (400 MHz, DMSO-ds) 6 9.28 (d, J = 6.4 Hz, 4H), 8.68 (d, J =
6.4 Hz, 4H), 8.36 (s, 2H), 7.69 (s, 2H), 7.56 (s, 8H), 5.89 (s, 4H), 4.72 (s, 4H), 4.54 (t,
J=2.8 Hz, 4H), 3.98 (t, J = 2.5 Hz, 4H), 3.69 (t, J = 2.7 Hz, 4H), 3.56 (t, J = 2.3 Hz,
4H), 3.47 (t,J=2.2 Hz, 4H), 3.43 — 3.33 (m, 12H), 3.15 (s, 6H). 3C NMR (101 MHz,
DMSO-d) & 156.14, 155.29, 144.94, 139.45, 133.56, 132.80, 130.25, 129.83, 129.16,
128.75,127.30,125.84,115.09, 106.14, 71.30, 70.17, 69.95, 69.88, 69.83, 69.60, 68.89,
58.10, 33.68. HRMS caled for Cs4HgqBroN,Og [M-2PFg]?": 531.1527; found:
531.1529.
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D2-Boc. Adding 11a (0.55 g, 0.44 mmol), 9a (0.26 g, 0.44 mmol), TBAI (32 mg, 0.087
mmol), and the template Pyrene (0.44 g, 2.2 mmol) to dry MeCN (400 mL) and stirring
at 30°C. After 7 days, the reaction was stopped by adding (t-Bu),NCI (IM in CH;CN,
3 mL), causing the crude product to precipitate from solution. The orange precipitate
was collected by filtration and then to be subjected to column chromatography using



silica gel and CH;0H : H,0 : NH4Cl (aq, sat) = 6:3:1 as the eluents. After ion-exchange
to yield the pure product (0.32 g, 37%) as an orange solid. "H NMR (400 MHz, DMSO-
de) 6 9.29 (d, J= 6.3 Hz, 8H), 8.60 (d, J = 6.4 Hz, 8H), 8.34 (s, 4H), 7.78 (s, 8H), 7.48
(s, 4H), 7.17 (t, J= 6.1 Hz, 4H), 5.82 (s, 8H), 4.17 (t, J= 5.5 Hz, 8H), 3.44 (q, /= 8.4,
5.2 Hz, 8H), 1.22 (s, 36H). 3C NMR (101 MHz, DMSO-d;) 6 155.81, 155.71, 154.02,
144.05, 136.42, 132.10, 129.82, 126.97, 125.01, 115.41, 104.84, 77.72, 68.45, 62.18,
28.11. HRMS calcd for Cg4HosNgO1,PFs [M-3PF¢]**: 517.8925; found: 517.8925.
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D2. CH3CN (30 mL) and CF;COOH (3 mL) were added to a round bottom flask
containing D2-Boc (0.30 g, 0.15 mmol) and the mixture was stirred at 30°C for 24 h.
Then, the solution was concentrated in vacuo to get yellow crude product, which was
further dissolved in H,O (30 mL). And then, 1 M NaHCOj3(aq) was added dropwise to
the solution to adjust pH = 7. Saturated solution of NH4PF¢ (10 mL) was added
subsequently and the precipitate formed was filtered, washed with water (10 mL x 3)
and dried to get yellow solid. Finally, the yellow solid was dissolved in CH3CN (10
mL), (t-Bu)4NCI (1M in CH;CN, 1 mL) was added subsequently. The precipitate was
collected by filtration and dried to afford D2 as a yellow solid (0.17 g, 98%). 'H NMR
(400 MHz, D,0) 6 8.95 (d, /= 6.3 Hz, 8H), 8.31 (d, J=5.9 Hz, 8H), 8.30 (s, 4H), 7.69
(s, 8H), 7.27 (s, 4H), 5.83 (s, 8H), 4.42 (t, J = 7.5 Hz, 8H), 3.52 — 3.47 (m, 8H). 13C
NMR (101 MHz, D,0O) 6 156.21, 155.13, 143.55, 135.93, 133.24, 130.02, 127.00,
125.85, 116.07, 104.99, 64.77, 63.75, 38.67. HRMS calcd for CgsHeaNgO4PFg [M-
3PFs]3": 384.4892; found: 384.4891.
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D3-Boc. Adding 11b (0.56 g, 0.44 mmol), 9b (0.27 g, 0.44 mmol), TBAI (32 mg, 0.087
mmol), and the template Pyrene (0.44 g, 2.2 mmol) to dry MeCN (400 mL) and stirring
at 30°C. After 7 days, the reaction was stopped by adding (t-Bu),NCI (IM in CH;CN,
3 mL), causing the crude product to precipitate from solution. The orange precipitate
was collected by filtration and then to be subjected to column chromatography using



silica gel and CH;0H : H,0 : NH4Cl (aq, sat) = 6:3:1 as the eluents. After ion-exchange
to yield the pure product (0.28 g, 31%) as an orange solid. "H NMR (400 MHz, DMSO-
dg) 6 9.25 (d, J= 6.4 Hz, 8H), 8.58 (d, J= 6.3 Hz, 8H), 8.22 (s, 4H), 7.77 (s, 8H), 7.47
(s, 4H), 6.91 (t, J= 6.4 Hz, 4H), 5.84 (s, 8H), 4.25 (t, /= 6.3 Hz, 8H), 3.17 (q, /= 8.5,
6.5 Hz, 8H), 2.01 — 1.90 (m, 8H), 1.18 (s, 36H). 13C NMR (101 MHz, DMSO-d;) &
155.84, 155.63, 154.16, 144.07, 136.40, 132.25, 129.82, 127.03, 125.21, 115.00,
104.96, 77.38, 66.42, 62.19, 36.97, 28.75, 28.05. HRMS calcd for CggsH;¢4sNgO1,P3F1g
[M-PF]": 1899.6694; found: 1899.6680.
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D3. CH3CN (30 mL) and CF;COOH (3 mL) were added to a round bottom flask
containing D3-Boc (0.31 g, 0.15 mmol) and the mixture was stirred at 30°C for 24 h.
Then, the solution was concentrated in vacuo to get yellow crude product, which was
further dissolved in H,O (30 mL). And then, 1 M NaHCOj3(aq) was added dropwise to
the solution to adjust pH = 7. Saturated solution of NH4PF¢ (10 mL) was added
subsequently and the precipitate formed was filtered, washed with water (10 mL x 3)
and dried to get yellow solid. Finally, the yellow solid was dissolved in CH3CN (10
mL), (t-Bu)4,NCI (1M in CH;CN, 1 mL) was added subsequently. The precipitate was
collected by filtration and dried to afford D3 as a yellow solid (0.17 g, 95%). 'H NMR
(400 MHz, D,0) 6 8.96 (d, /= 6.2 Hz, 8H), 8.27 (d, /= 6.0 Hz, 8H), 8.15 (s, 4H), 7.71
(s, 8H), 7.24 (s, 4H), 5.84 (s, 8H), 4.27 (d, J = 5.8 Hz, 8H), 3.23 (t, J/ = 7.4 Hz, 8H),
2.23 — 2.15 (m, 8H). *C NMR (101 MHz, D,0) & 156.38, 155.68, 143.62, 136.00,
133.28, 130.09, 127.21, 125.79, 115.35, 104.97, 66.00, 63.79, 37.25, 26.36. HRMS
caled for CggH7,NgO4PFg [M-3PF]*": 403.1767; found: 403.1773.
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D4. Adding 11¢ (0.60 g, 0.44 mmol), 9¢ (0.30 g, 0.44 mmol), TBAI (32 mg, 0.087
mmol), and the template Pyrene (0.44 g, 2.2 mmol) to dry MeCN (400 mL) and stirring
at 30°C. After 7 days, the reaction was stopped by adding (t-Bu),;NCI (IM in CH;CN,
3 mL), causing the crude product to precipitate from solution. The orange precipitate



was collected by filtration and then to be subjected to column chromatography using
silica gel and CH;OH : H,0 : NH,4CI (aq, sat) = 6:3:1 as the eluents to yield the pure
product D4 (76 mg, 8%) as a yellow solid. '"H NMR (400 MHz, D,0) 4 9.04 (d, J=5.5
Hz, 8H), 8.44 (d, J = 6.6 Hz, 8H), 8.40 (s, 4H), 7.74 (s, 8H), 7.41 (s, 4H), 5.83 (s, 8H),
443 (t,J=2.3 Hz, 4H), 4.01 (t, J = 2.1 Hz, 4H), 3.74 (t, J = 2.6 Hz, 4H), 3.54 (t, J =
2.2 Hz, 4H), 3.25 (t,J=2.6 Hz, 4H), 2.98 (t, J = 2.1 Hz, 4H), 2.85 (t, J = 2.2 Hz, 4H),
2.76 (t, J = 2.7 Hz, 4H), 2.64 (s, 12H). *C NMR (101 MHz, DMSO-dg) & 155.75,
154.36, 144.06, 136.42, 132.57, 129.87, 126.96, 125.36, 115.05, 105.65, 70.94, 69.91,
69.73, 69.59, 69.52, 69.28, 68.57, 68.56, 57.73. HRMS calcd for Co,H;1,N40,¢ [M-
4PF671+: 399.2040; found: 399.2042.
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Compound 12. The mixture of 2,6-Dibromonaphthalene (1.0 g, 3.5 mmol), Imidazole
(6.0 g, 88 mmol), K,CO; (1.9 g, 14 mmol) and CuSO4 (29 mg, 0.18 mmol) were stirred
at 150°C. After 24 h, the reaction was cooled to rt and a large amount of white solid
precipitated. Then, 15 mL of water was added to the system and stirred for 12 h. The
deposit was filtered and washed with water and dried in vacuum to afford white solid
12 (0.76 g, 84%). '"H NMR (400 MHz, DMSO-d;) 6 8.42 (s, 2H), 8.29 (d, /= 2.2 Hz,
2H), 8.12 (d, J = 8.8 Hz, 2H), 7.95 (dd, /= 8.7, 2.2 Hz, 2H), 7.91 (s, 2H), 7.18 (s, 2H).

r’\ Br
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Compound 13. o, o'-Dibromo-p-xylene (3.0 g, 11 mmol) was added to MeCN (60 mL)
in a 250 mL round-bottomed three-neck flask and the resulting mixture was refluxed
while stirring until all of the solid material dissolved. Next, the temperature of the oil
bath was raised to 80°C, allowing the reaction mixture to reflux while a suspension of
12 (0.40 g, 1.5 mmol) in DCM (30 mL), was added slowly over 1 h. After heating under
reflux for 48 h, the reaction mixture was cooled to room temperature and the orange
precipitate was collected by filtration and washed with DCM (3 x 10 mL). The solid
was then dissolved in DMF (20 mL) and 100 mL saturated solution of NH4PF¢ was
added subsequently. Then the precipitate formed was filtered, washed with water (10
mL x 3) and dried to afford 13 as white solid (1.3 g, 92%). '"H NMR (400 MHz, DMSO-
de) 6 10.21 (s, 2H), 8.59 (d, /= 8.9 Hz, 2H), 8.52 (s, 2H), 8.35 (d, /= 8.8 Hz, 2H), 8.14
(s, 2H), 8.10 (d, J= 8.3 Hz, 2H), 7.54 (s, 8H), 5.57 (s, 4H), 4.74 (s, 4H). 3C NMR (101
MHz, DMSO-d) 6 138.77, 136.08, 134.43, 133.41, 132.30, 130.58, 129.86, 128.81,
123.50, 121.86, 121.75, 120.68, 52.16, 33.72. HRMS calcd for Cs,H,3Br,N4PF¢ [M-
PF¢]*: 773.0297; found: 773.0302.
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D5. Adding 13 (0.40 g, 0.44 mmol), 12 (0.11 g, 0.44 mmol), TBAI (32 mg, 0.087
mmol), and the template Pyrene (0.44 g, 2.2 mmol) to dry MeCN (400 mL) and stirring
at 30°C. After 7 days, the reaction was stopped by adding (t-Bu),;NCI1 (IM in CH3CN,
3 mL), causing the crude product to precipitate from solution. The orange precipitate
was collected by filtration and then to be subjected to column chromatography using
silica gel and CH;OH : H,0 : NH,4CI (aq, sat) = 6:3:1 as the eluents to yield the pure
product (0.26 g, 68%) as an white solid. 'H NMR (400 MHz, D,0) & 8.15 (d, J=2.2
Hz, 4H), 8.12 (s, 2H), 8.10 (s, 2H), 8.06 (d, J = 2.1 Hz, 4H), 8.02 (d, J = 2.1 Hz, 4H),
7.72 (d, J=2.2 Hz, 2H), 7.70 (d, J= 2.4 Hz, 2H), 7.69 (s, 8H), 5.61 (s, 8H). *C NMR
(101 MHz, DMSO-dg) & 135.34, 135.25, 133.07, 132.04, 130.40, 129.78, 124.36,
121.31, 120.86, 120.24, 52.54. HRMS calcd for CygH4oNgP3F g [M-PF¢]™: 1163.2296;
found: 1163.2301.

6. 'H NMR Titrations
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Figure S1. 'H NMR spectra (400 MHz) of the mixtures of D1 (0.2 mM) and UANa (0-
0.52 mM) in D,O at 25°C.
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Figure S2. '"H NMR spectra (400 MHz) of the mixtures of D2 (0.2 mM) and UANa (0-
0.52 mM) in D,0 at 25°C.
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Figure S3. 'H NMR spectra (400 MHz) of the mixtures of D3 (0.2 mM) and UANa (0-
0.52 mM) in D,0O at 25°C.
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Figure S4. '"H NMR spectra (400 MHz) of the mixtures of D4 (0.2 mM) and UANa (0-
0.52 mM) in D,0 at 25°C.
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Figure S5. '"H NMR spectra (400 MHz) of the mixtures of D5 (0.2 mM) and UANa (0-
0.52 mM) in D,0 at 25°C.
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Figure S7. '"H NMR spectra (400 MHz) of the side chains of D4 (0.2 mM and 2.0 mM),
and the 1:1 mixture of D4 and UANa ([D4] = [UANa] = 0.2 mM) in D,0 at 25°C.
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Figure S8. 'H NMR spectra (400 MHz) of 2-Methoxyethylamine (Con-NH,, 0.2mM),
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D,0 at 25°C.
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Figure S9. 'H NMR spectra (400 MHz) of the mixtures of Rhodamine B [D] (0.2 mM)
and D2 [H] (0-0.32 mM) in D,0 at 25°C.



7. UV/vis and Fluorescence Titrations
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Figure S10. The UV-vis spectra of D2 (20 pM) before and after the addition of UANa
(20 uM) in 20 mM phosphate buffer (pH = 7.4).
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Figure S11. (a) The fluorescence spectra of D1 (2 uM, A.x = 360 nm) with the addition
of UA in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data to a 1:1 binding
mode, the absolute value of fluorescence change in 460 nm was taken for K, calculating

(The same below).
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Figure S12. (a) The fluorescence spectra of D1 (6 uM, A.x = 360 nm) with the addition
of Xanthine in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S13. (a) The fluorescence spectra of D1 (6 uM, A.x = 360 nm) with the addition
of Hypoxanthine in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S14. (a) The fluorescence spectra of D2 (0.5 M, Aex = 360 nm) with the addition
of Xanthine in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S15. (a) The fluorescence spectra of D2 (1 uM, A.x = 360 nm) with the addition
of Hypoxanthine in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S16. (a) The fluorescence spectra of D3 (1 uM, A.x = 330 nm) with the addition
of UA in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S17. (a) The fluorescence spectra of D3 (2 uM, A.x = 330 nm) with the addition
of Xanthine in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S18. (a) The fluorescence spectra of D3 (2 uM, A.x = 330 nm) with the addition
of Hypoxanthine in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S19. (a) The fluorescence spectra of D4 (6 uM, A.x = 360 nm) with the addition
of UA in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S20. (a) The fluorescence spectra of D4 (6 uM, A.x = 360 nm) with the addition
of Xanthine in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S21. (a) The fluorescence spectra of D4 (6 uM, A.x = 360 nm) with the addition
of Hypoxanthine in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S22. (a) The fluorescence spectra of D5 (10 uM, Ax = 280 nm) with the addition
of UA in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S23. (a) The fluorescence spectra of D5 (10 uM, Ax = 280 nm) with the addition
of Xanthine in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.

b
(a)1200000 E ( _) 600000
=
©
3 =
« £
~ 800000 - € 400000
3 2
S L
3 3
f=
5 400000 - g 200000 K,=(1.31£0.11) x 10* M
c 9
E R? = 0.996
[T
4 0 .
0 T T T T i T T T T
320 360 400 440 480 0.0 2.0x10° 4.0x10° 6.0x10°
Wavelength (nm) [Hypoxanthine] / (mol/L)

Figure S24. (a) The fluorescence spectra of D5 (10 uM, Ax = 280 nm) with the addition
of Hypoxanthine in 20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S26. (a) The UV-vis spectra of Rhodamine B (5 uM) with the addition of D2 in
20 mM phosphate buffer (pH = 7.4); (b) Fit of the titration data.
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Figure S27. The fluorescence spectra of Rhodamine B (1 uM, A, = 365 nm) with the
addition of D2 (1 uM) in 20 mM phosphate buffer (pH = 7.4).
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Figure S28. Fluorescence changes of the D2-RHB solution in PBS upon addition of
UA or endogenous substances ([D2] =15 uM, [RHB] =1 uM, A, =365 nm). Ij: control
group (D2/RHB). I: Experimental groups, adding UA (25 uM) or purine analogues (2.5
uM), including xanthine (Xan), hypoxanthine (HX), adenine (Ade) and guanine (Gua)
(n=3).
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Figure S29. The calibration curves and LOD of UA acquired in the 4-fold diluted urine
from different volunteers (a-f) at 25°C (n = 3). Iy and I are the fluorescence intensities
of the D2/RHB (15/1 uM) before and after addition of UA. The mixture of 10 puL 4-
fold diluted urine sample and 10 puL. UA with different concentration (0-6 mM) was
added in 1980 pL probe solution ((RHB] =1 uM, [D2] =15 uM, 20 mM PB, pH =7 4,
Aex = 365 nm).
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Figure S30. Visualization of standard solutions of UA using the D2@RHB loaded
fluorescent test papers. The photos were taken under 365 nm UV lamp.



8. NMR Spectra of Compounds

OK_‘AA

0L'G—

60V |

€v'e
£66'¢
Sle

5 20

5 40

=l0C

T
6.0

6.5

=00¢
£zoe

=00'C

T
8.0

8.5

10 05 0.0

1.5

30 25

3.5

50 45

5.5

7.0

7.5

9.0

ppm

Figure S31. "H NMR spectrum (400 MHz) of 3 in DMSO-d; at 25°C.
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Figure S32. '"H NMR spectrum (400 MHz) of 5 in DMSO-d; at 25°C.
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Figure S34. 3C NMR spectrum (101 MHz) of 7 in DMSO-d; at 25°C.
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Figure S36. 3C NMR spectrum (101 MHz) of 9a in DMSO-d; at 25°C.
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Figure S37. '"H NMR spectrum (400 MHz) of 9b in DMSO-d; at 25°C.
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Figure S38. 3C NMR spectrum (101 MHz) of 9b in DMSO-d; at 25°C.
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Figure S39. '"H NMR spectrum (400 MHz) of 9¢ in DMSO-d; at 25°C.

g /10—

92'89
ww.ww/
~N

8769

00769
11697

om.cu
vo.gg
SLLL

ppm

€960l —

60°CLL —

0s'lel —

sh'ogt —

8€'GEL —

8L'LYL —

G205t
L2'GGL ~

Figure S40. 3C NMR spectrum (101 MHz) of 9¢ in DMSO-d; at 25°C.
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Figure S42. 3C NMR spectrum (101 MHz) of 11a in DMSO-dj at 25°C.
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Figure S43. "H NMR spectrum (400 MHz) of 11b in DMSO-d; at 25°C.
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Figure S44. 3C NMR spectrum (101 MHz) of 11b in DMSO-d; at 25°C.
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Figure S45. "H NMR spectrum (400 MHz) of 11¢ in DMSO-d; at 25°C.
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Figure S46. °C NMR spectrum (101 MHz) of 11¢ in DMSO-d; at 25°C.
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Figure S47. "H NMR spectrum (400 MHz) of D2-Boc in DMSO-d; at 25°C.
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Figure S48. 3C NMR spectrum (101 MHz) of D2-Boc in DMSO-d; at 25°C.
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Figure S49. '"H NMR spectrum (400 MHz) of D3-Boc in DMSO-d; at 25°C.
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Figure S50. 3C NMR spectrum (101 MHz) of D3-Boc in DMSO-d; at 25°C.
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Figure S51. "H NMR spectrum (400 MHz) of D2 in D,O at 25°C.
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Figure S52. 3C NMR spectrum (101 MHz) of D2 in D,O at 25°C.
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Figure S53. "H NMR spectrum (400 MHz) of D3 in D,O at 25°C.
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Figure S54. 3C NMR spectrum (101 MHz) of D3 in D,O at 25°C.
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Figure S55. "H NMR spectrum (400 MHz) of D4 in D,O at 25°C.
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Figure S56. 3C NMR spectrum (101 MHz) of D4 in D,O at 25°C.
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Figure S57. "H NMR spectrum (400 MHz) of 12 in DMSO-d; at 25°C.
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Figure S58. '"H NMR spectrum (400 MHz) of 13 in DMSO-d; at 25°C.
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Figure S59. 3C NMR spectrum (101 MHz) of 13 in DMSO-d; at 25°C.
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Figure S60. '"H NMR spectrum (400 MHz) of D5 in D,O at 25°C.
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Figure S61. 3C NMR spectrum (101 MHz) of D5 in DMSO-d; at 25°C.

9. Mass Spectra of New Compounds and Complex

Intens.

+MS, 0.3min #19)
x%ﬁs
04 315.1142
257
207
159 Chemical Formula: CsgHsN205*
miz: 315.1128 (100.0%), 316.1162
1.0 (21.6%), 317.1196 (2.2%)
316.1169
057
- 317.1193
a2 313 314 315 316 317 318 319 320 miz

Figure S62. HRMS calcd for C,0H4N,O, [M+H]*: 315.1129; found: 315.1142.

SJD-2NHBoc-2Py 37 (0.662) 1: TOF MS ES+
100- 601.3028 1.62e7

Chemical Formula: C34H41N4Og*

- m/z: 601.3021 (100.0%), 602.3055 (36.8%),
603 3088 603.3088 (6.6%), 602.2991 (1.5%), 603.3064 (1.2%)
601.5477 603.3079
602.5528
ol sse3020 5991162 600.1198 ek "'"{ s . | 6043116 '505.32125055:’34 607.1730607.301
508 500 600 601 602 603 604 605 606 607

Figure S63. HRMS calcd for C34H4oN4Og [M+H]*: 601.3021; found: 601.3028.



Boc-NH-Pr-2Py 80 (0.743) 1: TOF MS ES+
100+ 629.3338 9.17e4
" Chemical Formula: C3gHs5N4O6"
1 m/z: 629.3334 (100.0%), 630.3368 (38.9%),
630.3376 631.3401 (7.4%), 630.3304 (1.5%), 631.3377 (1.2%)
631.3438
629.2812
0 : 626.4628 '627‘3254 27.5975 . \ 1629.6333 : 630'4589: l 631 757:632,3493 '633.3178 '634.3359 6?5 1870 mz
626 627 628 629 630 631 632 633 634 635
: +. . .
Figure S64. HRMS calcd for C36Hy4N4Og [M+H]": 629.3334; found: 629.3338.
SJD-03 46 (0.820) 1: TOF MS ES+
100+ 695.3541 2.00e7
Chemical Formula: CagHsqN2O10"
= 696.3553 m/z: 695.3538 (100.0%), 696.3572 (41.1%),
6973606 (8.2%), 697 3581 (2.1%), 698 3639 (1.1%)
697.3578
689.3254 €91.3241 692.3282 695.222: L, 698.3616 700.3470 701.3574 7033333 704.3341 706.3408
0 T T T T T T T Ay T T T T T T T T T T — miz
688 689 690 691 692 693 694 695 696 697 698 699 700 701 702 703 704 705 706 707
: +. . .
Figure S65. HRMS calcd for C53HsoN,O;¢ [M+H]*: 695.3539; found: 695.3541.
SJD-04 50 (0.888) 1: TOF MS ES+
100+ 1113.2195 2.55e4
BocHN Br
1115.2190 o
1114.2262 ’ Chemical Formula: CsgHs6BraFgN4OgP*
° miz: 1113.2183 (100.0%), 1114.2216 (54.1%), 1111.2203
1111.2167 (51.4%), 1115.2162 (48.6%), 1112.2237 (27.8%),
1116.2196 (26.3%), 1115.2250 (14.3%), 1113.2271 (7.4%),
1117.2230 (7.0%), 1116.2284 (2.5%), 1114.2153 (1.5%),
1114.2304 (1.3%), 1115.2225 (1.2%), 1118.2263 (1.2%)
1112.2046 1116.2313
1106.7544
1106.273 1107.2506 1110.8154 117.2179 1119.2077 1217708 1123.2013
o _IJulj.l..ll |||..||l!| AT miz
1104 1106 1108 1110 1112 1114 1116 1118 1120 1122 1124

Figure S66. HRMS calcd for CsoHs¢BroN4OgPFs [M-PF4]™:

1113.2195.

1113.2183; found:



1: TOF MS ES+

Boc-NH-Pr-2Bn-PF6 140 (1.282)
7.84e4

100~ 498.1429

Chemical Formula: CsyHgBroN,0g%"
4991431 /- 498.1424 (100.0%), 498.6441 (56.2%), 497.1435
(51.4%), 499.1414 (48.6%), 497.6451 (28.9%),
LES 497.1439 499.6431 (27.4%), 499.1458 (15.5%), 498.1468 (8.0%),
500.1448 (7.5%), 499.6475 (2.8%), 498.6409 (1.5%),
498.6485 (1.4%), 500.6464 (1.4%), 499.1446 (1.2%)

498 6444

4976452 R
498,001 500.1473 1.
495.3192 4958182 496.3323 ‘97'060\ 97.3593 96092 498.8730 [499.3597 | 500.6476 = 13053 501.8093 o
T T T T T T T T
495 496 497 498 499 500 501 502

Figure S67. HRMS calcd for Cs5,HsgBr,N4Og [M-2PFg]>": 498.1424; found: 498.1429.

PEG-2Bn-Br 141 (1.290) 1: TOF MS ES+
100 531.1529 3.40e4
Chemical Formula: CssHggBraNy0 102"
miz: 531.1527 (100.0%), 531.6543 (58.4%), 530.1537 (51.4%), 532.1516
(48.6%), 530 6554 (30.0%), 532 6533 (28.4%), 532.1560 (16.7%), 531.1570
(8.6%), 533.1550 (8.2%), 532 6577 (3.1%), 532 1548 (2.1%), 531 6587
(1.6%), 533 6567 (1.5%), 532 6565 (1.2%), 531.1558 (1.1%), 533 1538 (1.0%)
532.1526
- 531.6547
530.1538
5326522
530.6561
o 528.3106  528.9012 5206758 53311 579(533 3217 534.3463 5348783535 }320%12
T T T , T y T T
528 529 530 531 532 533 534 535

Figure S68. HRMS calcd for Cs4Hg4Br,N,O;o [M-2PF4]?*: 531.1527; found: 531.1529.

BocHN
SJD-05 18 (0.334) "Ny 1: TOF MS ES+
517.8025 6.72e5
1004 518.2267 XN
A e N
BocHN [¢)
] NHBoc

PFg"

O
o
uHBoe

Chemical Formula: CgqHggFgNgO42P3*
miz: 517.8925 (100.0%), 518.2269 (90.9%), 518.5614 (40.8%),
518.8958 (12.1%), 518.2248 (3.0%), 518.5592 (2.7%), 519.2303
(2.6%), 518 5605 (2.5%), 518.8950 (2.2%), 518.8937 (1.2%),
518.2279 (1.1%), 519.2294 (1.0%), 518.5623 (1.0%)

ES 518.5602

518.8954

518.2877 519.2232

90
05206842

517.2587 517.6024 518.0415
516.9324 X
segrzy Staga STEY U | [ .

517 518 519 520

5'9|5573 519.?907 520,]2292 520.56
1
T

Figure S69. HRMS calcd for Cg4HogNgO1,PF [M-3PF¢]3*: 517.8925; found: 517.8925.



SJD-06 23 (0.419)

HaN 1: TOF MS ES+
—
100- 384.4891

o] 527e5
ﬁ
@ ) @

'1;
0,

384.8234
PFg
\_\NH;
- Chemical Formula: CgyHgsFgNgO,P3*
m/z: 384.4892 (100.0%), 384.8237 (69.2%), 385.1581 (23.6%), 385.4926
(5.3%), 384.8216 (3.0%), 385.1560 (2.0%)
385.1570
383.8446 L0060 384.7640 385.0503 N Dl 386.2048
3 - 3852423
3140 5.5621 385.8278 386.0569
0 L - N 1 Hesaue|  sessean 35S s isor SN RNPIIOPS
384 385

386

Figure S70. HRMS calcd for C¢4Hg4NgO4PFs [M-3PF¢]’*: 384.4892; found: 384.4891.

Pr NHBoc Box PF6 50 (0.470) AM2 (Ar,22000.0,0.00,0.00) BooHN—___ 1: TOF MS ES+
1001 1900.6680 o}

2.09e3
~:>—~'_\ S
18996680 ® OQ N
BocHN
_Ab—NHBuc
=
[s)
TN NHBoc
Chemical Formula: CggH1o4F 1aNgO12P3*
m/z: 1899.6694 (100.0%), 1900.6728 (95.2%), 1901.6761 (44.8%),
1902.6795 (13.9%), 1903.6828 (3.2%), 1900.6664 (3.0%),

1901.6698 (2.8%), 1901.6737 (2.5%), 1902.6770 (2.3%), 1902.6732
(1.3%), 1900.6757 (1.2%), 19016790 (1.1%), 19036804 (1.1%)

3PFy

1901.6638

1899.4137

1900.1404 | 1901.0933
W 1902.0552

L|I| L |I||.

1900 1901

1896.4908 18078757

Lol oyl |[|[|,|| ||

1896 1897 1898 13‘99
Figure S71.
1899.6680.

o

2.5844 1602.0077 1904.7864 1906.1331 1906.5619
| f L]

e | 1111 \ ..f”ﬁf“’

1903 1905

HRMS calcd for C38H104N8012P3F18 [M-PF6]+I 18996694, found:

HzN:
Pr NH2 Box PF6 50 (0.470) AM2 (Ar,22000.0,0.00,0.00) _\_\o
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Chenmical Formula: CggH7;FgNgO,4P3*
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Figure S72. HRMS calcd for C¢sH7,NgO4PFg [M-3PF¢]**: 403.1767; found: 403.1773.
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(3.8%), 400.2068 (2.0%), 399.4533 (1.5%), 399.7041 (1.5%),
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Figure S73. HRMS calcd for Co,H;1,N405 [M-4PF]*": 399.2040; found: 399.2042.
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Figure S74. HRMS calcd for C;,HpsBroN4PF¢ [M-PF¢]*: 773.0297; found: 773.0302.
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Figure S75. HRMS calcd for C4gH4NgP3F g [M-PF¢]": 1163.2296; found: 1163.2301.
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m/z: 391.8413 (100.0%), 392.1758 (74.6%),
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3925102  (4.4%), 392.5081 (3.3%), 392.5094 (1.4%), 392.8426
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Figure S76. HRMS calcd for CgHg/N1,0; [M-4CI+UA-H]?": 391.8413; found:

391.8412.

10. Crystal Data

Table. S1. Crystal data and structure refinement for D2:4PFg.and D5-4PFg.

Compound D2-4PF4 D5-4PF4
Empirical formula C37H41F12N5O3P2 C48H40F24N3P4
Formula weight 77.51 1418.22
Temperature 1732) K 273.15K
Crystal system triclinic orthorhombic
Space group P-1 Pca2l
a/A 11.3852(10) 14.395(4)
b/A 13.1780(11) 20.094(6)
c/A 15.2657(12) 18.427(5)
o 91.744(3)° 90°
B 98.700(2)°. 90°
Y 96.019(3)° 90°
Volume
2249.0(3) A3 5330(3) A3
Z 2 4
Density (calculated
y( ) 0.114 g/cm3 1.767 g/cm3
Absorption coefficient
0.174 mm-1 5.660 mm-1
F(000) 77 2806

Crystal size
Radiation

20/°
Index ranges

0.05 x 0.05 x 0.02 mm?3

GaKa
(A=1.34138)
5.874~96.518

-12<h<12,-14<k< 14, -
16<1<16

0.1 x0.1 x 0.1 mm3

CuKa
(A =1.54178)
4.398~122.822
-16<h<16,-22<k<22, -
20<1<20



20925
6393 [R(int) = 0.0455]
6396/ 15/ 547

Reflections collected
Independent
Data/restraints/parameters

Goodness-of-fit on F2 1.046
Final R indexes R1=0.1062,
[[>=26 (I)] wR2 =0.2888
Final R indexes [all data] R1=0.1396, wR2 =0.3325
peak/hole 0.98,

-1.25e.A3

68545
7872 [R(int) = 0.0542]
7872 /592 /757
1.061
R1=0.0369,
wR2=0.1017
R1 = 0.0408, wR2 = 0.1062
0.38,

0.31eA3




