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Crystal structure of 1-(4-methoxyphenyl)-
2-phenoxyethan-1-one, C;5H440;

Table 1: Data collection and handling.

Crystal: White plate

Size: 0.11 x 0.10 x 0.09 mm
Wavelength: Mo Ka radiation (0.71073 A)

u: 0.09 mm™

Diffractometer, scan mode: pand w

Bmax cOMpleteness: 25.0°, >99%

N(hkDmeasureds N(MKluniques Rint: 6422, 2238,0.019

Criterion for Iops, N(hkl)gy: Iops > 2 0(Iops), 1654
N(param)efined: 164

Programs: SHELX [1], Olex2 [2], CrysAlis™® [3]
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Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (A?).

Abstract Atom X y z Uiso*/Ueq

Ci5H1405, M = 242.26 g/mol, monoclinic, P2y/c (no. 14), 01 0.1146 (3) 0.21897 (6) 0.37365 (17) 0.0679 (5)

a = 55859(10) A, b = 24.818(4) A, ¢ = 9.3393(15) A, 8§ ?(5;25 g 822322 g g;gzg 8?; 88;2 g
_ o Vv = 3 5 - . . : .

B = 101328(3) , V= 127044) K, Z = 4, Re(F) = 0.0410, C1 0.3987 (4) 0.15403 (7) 0.3038 (2) 0.0571 (5)

WReF) = 0.1394, T = 296(2) K. H1 0.4855 0.1804 0.2649 0.069*

. Q 0.4640 (4) 0.10018 (9) 0.2986 (2) 0.0711 (6)

CCDC no: 2236290 H2 0.5943 0.0907 0.2551 0.085*

a 0.3401 (6) 0.06109 (10) 0.3564 (3) 0.0903 (9)

The molecular structure is shown in the figure. Table 1 n3 0.3845 0.0251 0.3518 0.108*

contains crystallographic data and Table 2 contains thelistof  C4 0.1504 (6) ~ 0.07529 (11) 04209 (3)  0.0981 (10)

the atoms including atomic coordinates and displacement H4 0.0662 0.0487 0.4610 0.118*

parameters. 5 0.0811 (4) 0.12833 (10) 0.4277 (3) 0.0776 (7)

H5 -0.0479 0.1374 0.4728 0.093*

6 0.2043 (4) 0.16796 (8) 0.3672 (2) 0.0537 (5)

Source Of material c7 0.2403 (4) 0.26231 (7) 0.3223(2) 0.0548 (5)

H7A 0.1327 0.2933 0.3044 0.066*

H7B 0.2841 0.2522 0.2304 0.066*

The title compound was prepared according to the known C8 0.4683 (4) 0.27776 (7) 0.4295 (2) 0.0493 (5)

procedure in one step with commercial available phenol and o 0.6146 (3) 0.32386 (6) 039454 (18) 0.0431 (4)

p-methoxyphenacyl bromide as starting material affording c10 05666 (4) 035008 (7) 0.2603 (2) 0.0504 )

. . H10 0.4376 0.3387 0.1883 0.060*

the product as a white solid [4-6]. The crude product was 11 0.7089 (4) 0.39279 (7) 0.2334(2) 0.0559 (5)

H11 0.6748 0.4101 0.1434 0.067*

*Corresponding author: ‘Shixi'ong SUIjI, Schqol of Chemicfal Engineering 8; gzg;; ::3 gg;gg g; gj;ig g; ggggj g;

and Technology, North University of China, Taiyuan, Shanxi Province, P. R. H13 10814 0.3962 0.5443 0.066*
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recrystallized from ethyl acetate as single crystals suitable
for X-ray diffraction analysis.

Experimental details

All the Friedel pairs were merged [1]. All H atoms were
positioned geometrically and treated as riding, with C—H bond
lengths constrained to 0.96 A for methyl H atoms, 0.97 A for
ethyl H atoms, and with Ujs,(H) = 1.2U,¢(C) for ethyl H atoms,
and phenyl H atoms, and 1.5U.¢(C) for methyl H atoms.

Comment

The chemical structures of lignin biomass are comprised of
the polyphenolic compounds with versatile linkage modes
including f-0-4 (p-aryl ether), -5 (phenylcoumaran), -
(resinol), and B-1 (spirodienone), etc., the p—-0-4 linkage
mode is the most abundant component which accounts for
40 — 65% of total linkages presented in lignin biomass.
1-(4-methoxyphenyl)-2- phenoxyethan-1-one was one of the
mode of f-0-4 linkage [7, 8]. Here we report the crystal
structure of the title compound. In the crystal structure, the
crystal packing is stabilized in layers and held together
by Van der Waals. Bond lengths and angles are all in the
expected ranges.

Author contributions: All the authors have accepted respon-
sibility for the entire content of this submitted manuscript
and approved submission.

DE GRUYTER

Research funding: This work was supported by the Applied
Basic Research Programs of Shanxi Province of China (Grant
No. 201901D211220).

Conflict of interest statement: The authors declare no
conflicts of interest regarding this article.

References

1. ChenK., Schwarz)., Karl T. A, Chatterjee A., Kdnig B. Visible light induced
redox neutral fragmentation of 1,2-diol derivatives. Chem. Commun.
2019, 55, 13144-13147.

2. ZhouY., Klinger G. E., Hegg E. L., Saffron C. M., Jackson J. E. Multiple
mechanisms mapped in aryl alkyl ether cleavage via aqueous
electrocatalytic hydrogenation (ECH) over skeletal nickel. J. Am. Chem.
Soc. 2020, 142, 4037-4050.

3. TianH. R, LiuY.W,, Zhang Z., Liu S. M., Dang T. Y., Li X. H., Sun X. W.,
LuY., Liu S. X. A multicentre synergistic polyoxometalate- based
metal-organic framework for one-step selective oxidative
cleavage of f-0-4 lignin model compounds. Green Chem. 2020, 22,
248-255.

4. Sheldrick G. M. SHELXTL - integrated space-group and crystal-structure
determination. Acta Crystallogr. 2015, A71, 3-8.

5. Dolomanov 0.V., Bourhis L. ., GildeaR. )., HowardJ. A. K., Puschmann H.
OLEX2: a complete structure solution, refinement and analysis program.
J- Appl. Crystallogr. 2009, 42, 339-341.

6. Agilent Technologies. CrrsAus™°, Version 1.171.37.35; Agilent
Technologies: Santa Clara, CA, USA, 2017.

7. Luo]., Zhang]. Aerobic oxidation of olefins and lignin model compounds
using photogenerated phthalimide-N-oxyl (PINO) radical. J. Org. Chem.
2016, 81, 9131-9137.

8. TsaiY.-T., Chen C.-Y., Hsieh Y.-., Tsai M.-L. Selective Ca alcohol oxidation
of lignin substrates featuring a $-0-4 linkage by a dinuclear
oxovanadium catalyst via two-electron redox processes. Eur. J. Inorg.
Chem. 2019, 43, 4637-4646.



	Crystal structure of 1-(4-methoxyphenyl)-2-phenoxyethan-1-one, C15H14O3
	Source of material
	Experimental details
	Comment
	References


<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /None
  /Binding /Left
  /CalGrayProfile (Dot Gain 20%)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (Euroscale Coated v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Warning
  /CompatibilityLevel 1.7
  /CompressObjects /Tags
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages false
  /CreateJobTicket false
  /DefaultRenderingIntent /Default
  /DetectBlends true
  /DetectCurves 0.1000
  /ColorConversionStrategy /sRGB
  /DoThumbnails true
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams false
  /MaxSubsetPct 35
  /Optimize true
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness false
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts true
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Remove
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages false
  /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 10
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasGrayImages false
  /CropGrayImages false
  /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 false
  /MonoImageMinResolution 600
  /MonoImageMinResolutionPolicy /OK
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 1000
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.10000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /CheckCompliance [
    /None
  ]
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError false
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile (None)
  /PDFXOutputConditionIdentifier ()
  /PDFXOutputCondition ()
  /PDFXRegistryName ()
  /PDFXTrapped /False

  /CreateJDFFile false
  /Description <<
    /DEU <>
    /ENU ()
    /ENN ()
  >>
  /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
    >>
    <<
      /AllowImageBreaks true
      /AllowTableBreaks true
      /ExpandPage false
      /HonorBaseURL true
      /HonorRolloverEffect false
      /IgnoreHTMLPageBreaks false
      /IncludeHeaderFooter false
      /MarginOffset [
        0
        0
        0
        0
      ]
      /MetadataAuthor ()
      /MetadataKeywords ()
      /MetadataSubject ()
      /MetadataTitle ()
      /MetricPageSize [
        0
        0
      ]
      /MetricUnit /inch
      /MobileCompatible 0
      /Namespace [
        (Adobe)
        (GoLive)
        (8.0)
      ]
      /OpenZoomToHTMLFontSize false
      /PageOrientation /Portrait
      /RemoveBackground false
      /ShrinkContent true
      /TreatColorsAs /MainMonitorColors
      /UseEmbeddedProfiles false
      /UseHTMLTitleAsMetadata true
    >>
    <<
      /AddBleedMarks false
      /AddColorBars false
      /AddCropMarks false
      /AddPageInfo false
      /AddRegMarks false
      /BleedOffset [
        0
        0
        0
        0
      ]
      /ConvertColors /ConvertToCMYK
      /DestinationProfileName (ISO Coated v2 \(ECI\))
      /DestinationProfileSelector /UseName
      /Downsample16BitImages true
      /FlattenerPreset <<
        /ClipComplexRegions true
        /ConvertStrokesToOutlines false
        /ConvertTextToOutlines false
        /GradientResolution 300
        /LineArtTextResolution 1200
        /PresetName <FEFF005B0048006F006800650020004100750066006C00F600730075006E0067005D>
        /PresetSelector /HighResolution
        /RasterVectorBalance 1
      >>
      /FormElements true
      /GenerateStructure false
      /IncludeBookmarks false
      /IncludeHyperlinks false
      /IncludeInteractive false
      /IncludeLayers false
      /IncludeProfiles false
      /MarksOffset 8.503940
      /MarksWeight 0.250000
      /MultimediaHandling /UseObjectSettings
      /Namespace [
        (Adobe)
        (CreativeSuite)
        (2.0)
      ]
      /PDFXOutputIntentProfileSelector /UseName
      /PageMarksFile /RomanDefault
      /PreserveEditing true
      /UntaggedCMYKHandling /LeaveUntagged
      /UntaggedRGBHandling /UseDocumentProfile
      /UseDocumentBleed false
    >>
  ]
>> setdistillerparams
<<
  /HWResolution [600 600]
  /PageSize [595.276 841.890]
>> setpagedevice


