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1. Checklist of characterization data of all compounds 

 

Compound Know/Unknown 1H NMR 13C NMR HRMS UV-Vis 

OOH

H3CO

OH

CLN1 

Unknown √ √ √ √ 

O

H3CO

CLN2 

Unknown √ √ √ √ 

OOH

H3CO

CLN3 

Unknown √ √ √ √ 
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Compound Know/Unknown 1H NMR 13C NMR HRMS UV-Vis 

O

H3CO

OH

CLN4 

Unknown √ √ √ √ 

OOH OH

 

CLN5 

Unknown √ √ √ √ 

OOH

F

OH

 

CLN6 

Unknown √ √ √ √ 
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2. UV-vis absorption spectral tirations and Job plots of CLN5 and CLN6 with 

TBAF 

Fig. 1 UV-vis absorption spectral titrations of (a) CLN5 (4.0 × 10-5 mol·L-1) and (b) CLN6 (4.0 × 

10-5 mol·L-1) with TBAF in CH3CN at 298 K (left), plots of the absorbance changes at λmax with 

respect to [TBAF]/[CLN] (centre), and Job plots for the absorbance changes with respect to 

[TBAF]/[TBAF + CLN] (right). 
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3. Changes in the 1H NMR spectra of CLN2 upon mixing with TBAF 

Fig.2 Changes in the 1H NMR spectra (600 MHz) of CLN2 (1.4×10-2 mol·L-1) upon mixing with 

TBAF in CD3CN at 293 K. 
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4. UV-vis absorption spectra of CLN1 and CLN1 + TBAF in CH2Cl2 

Fig. 3 UV-vis absorption spectra of CLN1 and a mixture of CLN1 and 5 equiv. amounts of TBAF 

in CH2Cl2 (4.0×10-5 mol·L-1) at 298 K. 
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5. Mass spectra  
OOH

H3CO

OH

 

CLN1 

 

O

H3CO  

CLN2 

269.0 269.5 270.0 270.5 271.0 271.5 272.0 272.5
m/z
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269.08084

270.08419

271.08754 272.08844
269.08079

270.08409

271.08770 272.08802268.72527 269.43644
268.96164 269.19877

269.72676 270.44222 271.53271
270.20231269.96431

NL:
1.66E6
C 16 H13 O4: 
C 16 H13 O4
pa Chrg 1

NL:
1.64E8
CLN1-#1-30  RT: 
0.01-0.26  AV: 30 T: 
FTMS - p ESI Full 
ms 
[110.0000-
1000.0000] 

261.0 261.5 262.0 262.5 263.0 263.5 264.0 264.5
m/z
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261.08860

262.09196

263.09531 264.09620
261.08884

262.09218

264.22841263.09572260.97921 262.21290261.19909 264.03131261.51769 264.57008

NL:
1.67E6
C 16 H14 O2 Na: 
C 16 H14 O2 Na 1
pa Chrg 1

NL:
8.06E6
CLN2+#1-30  RT: 
0.01-0.26  AV: 30 T: 
FTMS + p ESI Full 
ms 
[110.0000-
1000.0000] 
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OOH

H3CO  

CLN3 

 

O

H3CO

OH

 

CLN4 

253.0 253.5 254.0 254.5 255.0 255.5 256.0 256.5
m/z
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253.08592

254.08928

255.09263 256.09352
253.08592

254.08932

255.09291253.21628252.76249 256.09321
252.97702

254.21962 254.85139253.42176 256.45316253.85466

NL:
1.67E6
C 16 H13 O3: 
C 16 H13 O3
pa Chrg 1

NL:
9.25E6
CLN3-#1-30  RT: 
0.01-0.26  AV: 30 T: 
FTMS - p ESI Full 
ms 
[110.0000-
1000.0000] 

253.0 253.5 254.0 254.5 255.0 255.5 256.0 256.5
m/z
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253.08592

254.08928

255.09263 256.09352
253.08684

254.09021

255.09383253.19778 254.63171 256.09434252.97911 253.41816 255.67498255.37645254.20163253.99668

NL:
1.67E6
C 16 H13 O3: 
C 16 H13 O3
pa Chrg 1

NL:
3.65E6
CLN4-#1-30  RT: 
0.01-0.26  AV: 30 T: 
FTMS - p ESI Full 
ms 
[110.0000-
1000.0000] 
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OOH OH

 

CLN5 

 

OOH

F

OH

 

CLN6 

 

239.0 239.5 240.0 240.5 241.0 241.5 242.0 242.5
m/z
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239.07027

240.07363

241.07698 242.07787
239.07072

240.07411

241.07750 241.80157239.36851238.77356 242.07831239.80404
238.97206 239.17062

240.37366
240.17518

242.43193241.38816

NL:
1.69E6
C 15 H11 O3: 
C 15 H11 O3
pa Chrg 1

NL:
4.74E7
CLN5-#1-30  RT: 
0.01-0.26  AV: 30 T: 
FTMS - p ESI Full 
ms 
[110.0000-
1000.0000] 

256.5 257.0 257.5 258.0 258.5 259.0 259.5 260.0 260.5
m/z

0

10

20

30

40

50

60

70

80

90

100

10

20

30

40

50

60

70

80

90

100

R
el

at
iv

e 
A

bu
nd

an
ce

257.06085

258.06420

259.06756 260.06845
257.06154

258.06485

259.06822256.73015 260.06878257.39422
257.17233256.95199

259.35072257.73140 258.39984
258.17559257.95343

258.73303 260.38743

NL:
1.69E6
C 15 H10 O3 F: 
C 15 H10 O3 F 1
pa Chrg 1

NL:
1.55E8
CLN6-#1-30  RT: 
0.01-0.26  AV: 30 T: 
FTMS - p ESI Full 
ms 
[110.0000-
1000.0000] 
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6. 1H and 13C NMR spectra 
OOH

H3CO

OH

 

CLN1 
1H NMR (600 MHz, CD3CN, 293 K) 

 

13C NMR (150 MHz, CD3CN, 293 K) 
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O

H3CO  

CLN2 
1H NMR (500 MHz, CD3CN, 293 K) 

 
13C NMR (125 MHz, CD3CN, 293 K) 
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OOH

H3CO  

CLN3 
1H NMR (500 MHz, CD3CN, 293 K) 

 

13C NMR (125 MHz, CD3CN, 293 K) 
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O

H3CO

OH

 

CLN4 
1H NMR (600 MHz, CD3CN, 293 K) 

 

13C NMR (150 MHz, CD3CN, 293 K) 
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OOH OH

 

CLN5 
1H NMR (500 MHz, CD3CN, 293 K) 

 

13C NMR (125 MHz, CD3CN, 293 K) 
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OOH

F

OH

 

CLN6 
1H NMR (500 MHz, CD3CN, 293 K) 

 

13C NMR (125 MHz, CD3CN, 293 K) 

 


