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Experimental Section.

All chemicals were of reagent grade quality obtained from commercial sources and the
solvents used were purification by standard procedure. The elemental analyses of C, H and N
were performed on a Vario EL III elemental analyzer. '"H NMR and >C NMR spectra were
measured on a Varian INOVA 400M spectrometer. API mass spectra were recorded on
HP1100LC/MSD spectrometer. ESI mass spectra were carried out on a HPLC-Q-Tof MS
spectrometer using methanol as mobile phase. The solution fluorescent spectra were measured

on JASCO FP-6500 in DMF solution. Both excitation and emission slit widths were 3 nm.
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Scheme S1. Two possible ligand conformations in the complex DL1. When the quinoline
nitrogen and amide oxygen of the ligand are on the same side, the conformation of the ligand

was defined as syn-type and when in the opposite side, as anti-type.
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Figure S1. "H-NMR spectra of QA (top) and complex DL1 (bottom) in d°®-DMSO, showing

the broadened and overall chemical shifted resonance signals.
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Figure S2 Fluorescent response of complex DL1 upon the addition of Adenosine (4), Guanosine

(G), Cytidine (C) and Uridine (U), excited at 370 nm. Insert: linear fitting of the intensity

recorded on 410 nm, R’= 0.999 (4), 0.996 (G), 0.997 (C) and 0.997 (U), respectively.



Association Constant Calculation:

Generally, for the formation of 1: 1 complexed species formed by the cage compound and the
guest anion (Q), if we assume xC, to the concentration of complexes species cage-nG, when

the concentration of the added guest anion is a nCy with the original concentration of the cage

being fixed at Cy:
cage + G — cage-G
cage only Cy
nCypGisadded  (1-x)C, (n-x)Cy xCy
[cage-G] ) xC, ) X |
[cage][G]  (m-x)Cy(1-x)Cy  (n-x)(1-x)C,
When the value of x <<n:
K X
= 2
n(l-X)CO

The measurements are performed under the conditions where the intensity value of the free
cage compound in such a concentration is Fy, after addition of a given amount (nCy) of G, the
fluorescent intensity becomes:

F=F; x + Fy (1-x) 3

where F) is the intensity of the saturated value in the presence of excess guest anions.

It is easy to derive the usual equation:

F-Fq \
= X
Fi-Fo
From eqs (2) and (4), we can obtain the equation:
. = 5
KCO(FI-F()) n F-FO

K can be obtained by a linear analysis of 1/n (X) versus 1/ (F-Fy) ().



Figure S3 ESI-TOF spectra of compound DL1 in d¢-DMSO solution in the presence of

equivalent molar ratio of uridine, showing the measured and simulated isotopic patterns of

each peak, respectively.

100— 2195

699.4287

614.8421

730.0528

614 7875

!1'Hu

““i"'.ﬁ
,15 i i

U
/”{theoreticam

614.8421

i

Experimental

614 615 616 B

613

729.8726

theoretical

730.0528

Experimental
m/z

728 729 730 731 732

843.0835

2544

1155.9086

994.1021 1461.1333
1205.3035
1522.1554
N M/Z
1000 1200 1400 1600
641.8864 699.3718
theoretical theoretical
641.9751 699.4267
Experimental Experimental
m/z mz
640 641 642 643 644 698 699 700 701
808.1251 9%3..1‘458
!
ith
L
ﬁ:u ity 0,
" i
heoretica /' theoretical
808.2195 953. Zi-l-l
0.1 “,!
f .5
Experimental J E\pel'unennlm\"'\,\
mz . m'z
806 807 808 809 810 93l 9% 953 951 953



993.8158

994.1021

1156.1719

theoretical theoretical

1155.9086

Experimental m/z m
mz

991 992 993 994 995 996 997

1460.7157

theoretical

1461.1333

Experimental
m/z

1458 1460 1462 1464

1154 1155 1156 1157 1158

1

theoretical

521.7332

wﬂl‘{%\«

1522.1544

1518

1520

1522 1524

1526

m/z

1204.9858

theoretical

1205.3035

Experimental

1202

1204

1206

1208




<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /All
  /Binding /Left
  /CalGrayProfile (Dot Gain 20%)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Warning
  /CompatibilityLevel 1.4
  /CompressObjects /Tags
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJDFFile false
  /CreateJobTicket false
  /DefaultRenderingIntent /Default
  /DetectBlends true
  /DetectCurves 0.0000
  /ColorConversionStrategy /LeaveColorUnchanged
  /DoThumbnails false
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams false
  /MaxSubsetPct 100
  /Optimize true
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts true
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Preserve
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages true
  /ColorImageMinResolution 300
  /ColorImageMinResolutionPolicy /OK
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 300
  /ColorImageDepth -1
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages true
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /ColorImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasGrayImages false
  /CropGrayImages true
  /GrayImageMinResolution 300
  /GrayImageMinResolutionPolicy /OK
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 300
  /GrayImageDepth -1
  /GrayImageMinDownsampleDepth 2
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /GrayImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasMonoImages false
  /CropMonoImages true
  /MonoImageMinResolution 1200
  /MonoImageMinResolutionPolicy /OK
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 1200
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /CheckCompliance [
    /None
  ]
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile ()
  /PDFXOutputConditionIdentifier ()
  /PDFXOutputCondition ()
  /PDFXRegistryName ()
  /PDFXTrapped /False

  /Description <<
    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000500044004600206587686353ef901a8fc7684c976262535370673a548c002000700072006f006f00660065007200208fdb884c9ad88d2891cf62535370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>
    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef653ef5728684c9762537088686a5f548c002000700072006f006f00660065007200204e0a73725f979ad854c18cea7684521753706548679c300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>
    /DAN <>
    /DEU <>
    /ESP <>
    /FRA <>
    /ITA <>
    /JPN <>
    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020b370c2a4d06cd0d10020d504b9b0d1300020bc0f0020ad50c815ae30c5d0c11c0020ace0d488c9c8b85c0020c778c1c4d560002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>
    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken voor kwaliteitsafdrukken op desktopprinters en proofers. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)
    /NOR <>
    /PTB <>
    /SUO <>
    /SVE <>
    /ENU (Use these settings to create Adobe PDF documents for quality printing on desktop printers and proofers.  Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)
  >>
  /Namespace [
    (Adobe)
    (Common)
    (1.0)
  ]
  /OtherNamespaces [
    <<
      /AsReaderSpreads false
      /CropImagesToFrames true
      /ErrorControl /WarnAndContinue
      /FlattenerIgnoreSpreadOverrides false
      /IncludeGuidesGrids false
      /IncludeNonPrinting false
      /IncludeSlug false
      /Namespace [
        (Adobe)
        (InDesign)
        (4.0)
      ]
      /OmitPlacedBitmaps false
      /OmitPlacedEPS false
      /OmitPlacedPDF false
      /SimulateOverprint /Legacy
    >>
    <<
      /AddBleedMarks false
      /AddColorBars false
      /AddCropMarks false
      /AddPageInfo false
      /AddRegMarks false
      /ConvertColors /NoConversion
      /DestinationProfileName ()
      /DestinationProfileSelector /NA
      /Downsample16BitImages true
      /FlattenerPreset <<
        /PresetSelector /MediumResolution
      >>
      /FormElements false
      /GenerateStructure true
      /IncludeBookmarks false
      /IncludeHyperlinks false
      /IncludeInteractive false
      /IncludeLayers false
      /IncludeProfiles true
      /MultimediaHandling /UseObjectSettings
      /Namespace [
        (Adobe)
        (CreativeSuite)
        (2.0)
      ]
      /PDFXOutputIntentProfileSelector /NA
      /PreserveEditing true
      /UntaggedCMYKHandling /LeaveUntagged
      /UntaggedRGBHandling /LeaveUntagged
      /UseDocumentBleed false
    >>
  ]
>> setdistillerparams
<<
  /HWResolution [2400 2400]
  /PageSize [612.000 792.000]
>> setpagedevice


