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Supplementary Material
Preparation of DCQD, XCQD, HPDHD, HPSWD and three single-herb decoctions

The DCQD was prepared according to the method and procedure described in Shang-Han-Lun and was
optimized [11]: the bark of Magnolia officinalis Rehd (Magnoliaceae, 24 g) and Fructus Aurantii Immaturus
(Rutaceae, 15 g) were immersed in 200 mL distilled water for 30 min and boiled until half of the original amount
was left. This procedure was repeated. The two water extracts were combined. the root and bark of Radix et
Rhizoma Rhei (Polygonaceae, 12 g) were then immersed in the above mentioned combined water extracts for
20min and boiled until half of the original amount was left and this procedure was repeated in 200 mL distilled
water. The two water extracts were combined and then Mirabilitum (mirabilite, crystals of sodium sulfate, Na,SO,,
6 g) was dissolved in the water extract. The extract was then filtered and diluted to 250mL with distilled water and
stored at -80 °C until use.

The XCQD was prepared as follows: the root and bark of Radix et Rhizoma Rhei (12 g), the bark of Magnolia
officinalis Rehd (6 g) and Fructus Aurantii Immaturus (9 g) were immersed in 300mL distilled water for 30min
and boiled until half of the original amount was left. This procedure was repeated in 200 mL distilled water. The
two water extracts were combined and diluted to 250 mL with distilled water and stored at -80 °C until use.

The HPDHD was prepared just as XCQD: the root and bark of Radix et Rhizoma Rhei (18 g), the bark of
Magnolia officinalis Rehd (24 g) and Fructus Aurantii Immaturus (12 g) were immersed in 300mL distilled water
for 30 min and boiled until half of the original amount was left. This procedure was repeated in 200 mL distilled
water. The two water extracts were combined and diluted to 250mL with distilled water and stored at -80 °C until
use.

The HPSWD was prepared just as DCQD without adding Mirabilitum.

Single-herb decoctions of the root and bark of Radix et Rhizoma Rhei (12g), the bark of Magnolia officinalis
Rehd (24g), Fructus Aurantii Immaturus (15g) were immersed in 200mL distilled water for 30min respectively and
boiled until half of the original amount was left. This procedure was repeated in 200 mL distilled water. The two

water extracts were combined and diluted to 250mL with distilled water and stored at -80 °C until use.
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Table 1 The features generated after each filtering step

Total Features generated features left after 80% rule features left after VIP >1
using Profiling Solution positive negative positive negative
Mangnolia officinalis 717 65 110 19 26
Radix et Rhizoma Rhei 714 54 122 16 24
Sfructus Aurantii Immaturus 713 138 244 34 48
Table 2 Components identified from DCQD, XCQD, HPDHD, HPSWD in detail
Peak
tr(min) Assigned identity VIP P value polarity origin
no.
1 1.267 citric acid 1.50922 0.005 -
2 5.582 catechin 1.40609 0.044 +
Radix et
3 10.117 Cinnamoyl glucosel 1.08846 0.034 +
Rhizoma Rhei
4 12.033 Cinnamoyl glucose2 1.04518 0.002 +
5 23.757 rhein 1.40394 0.016 -
6 10.535 Magloside A 1.37919 0.003 -
7 14.348 magnolol B 1.12307 0.016 -
8 14.592 Acteoside 1.01294 0.002 -
9 14.906 Magloside E 2.64475 0.004 - Mangnolia
10 18.603 magnolignan A 1.34576 0.02 - officinalis
11 21.456 Magnaldehyde D 1.10664 0.005 -
12 22.689 Magnaldehyde B 1.33 0.044 -
13 24.633 magnolol 2.91069 0.001 -
14 0.915 Scopoletin 1.92575 0.015 -
15 1.018 synephrine 1.17819 0.006 +
3,5-dihydroxy phenyl
16 1.216 1.78352 0.01 -
1-O-B-D-glycosidase
17 1.553 adenosine 1.12193 0.014 +
18 12.393 Neoeriocitrin 1.61417 0.008 -
19 13.964 naringin 2.43343 0.042 - fructus Aurantii
20 14.596 Hesperitin-glucoside 1.02867 0.036 - Immaturus
21 14.781 hesperidin 1.20988 0.002 +
22 14.947 neohesperidin 223212 0.002 -
23 15.445 Rhoifolin 1.03341 0.008 -
24 18.064 limonin 1.15561 0.023 +
25 21.398 Marmin 1.60869 0.004 +
26 24.063 tangeretin 1.39182 0.005 +
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36 B QCSamples A RadixetRhizomaRhet v DCQD @ XCQD @ HPSWD & HPDHD

37 Fig.A Scores plots of principal components analysis (PCA) (E: ESI+; F: ESI-) and orthogonal partial least squares
38 discriminant analysis (OPLS-DA) (G: ESI+; H: ESI-) models of the peaks of Radix et Rhizoma Rhei with the
39 statistical parameters as follows: E R*X=0.811, Q°=0.315; F R>X=0.648, Q’=0. 463; G R?X=0.665, R*Y=0.688,

40  Q’=0.323; HR*X=0.617, R*Y=0.458, Q*=0.327.
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il B QCSagles A Fructus Aweanti Inmanwrus 7 DCQD @ XCQD @ HPSWD @ HPDHD
42 Fig.B Scores plots of principal components analysis (PCA) (J: ESI+; K: ESI-) and orthogonal partial least squares
43 discriminant analysis (OPLS-DA) (L: ESI+; M: ESI-) models of the peaks of Fructus Aurantii Immaturus with the
44  statistical parameters as follows: J R2X=0.701, Q°=0.294; K R*X=0.648, Q*=0.463; L R?>X=0.854, R*Y=0.981,
45 Q*=0.709; M R’X=0.586, R*Y=0.845, Q*=0.342.




<<

  /ASCII85EncodePages false

  /AllowTransparency false

  /AutoPositionEPSFiles false

  /AutoRotatePages /None

  /Binding /Left

  /CalGrayProfile (Gray Gamma 2.2)

  /CalRGBProfile (sRGB IEC61966-2.1)

  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)

  /sRGBProfile (sRGB IEC61966-2.1)

  /CannotEmbedFontPolicy /Warning

  /CompatibilityLevel 1.6

  /CompressObjects /Off

  /CompressPages true

  /ConvertImagesToIndexed true

  /PassThroughJPEGImages true

  /CreateJDFFile false

  /CreateJobTicket false

  /DefaultRenderingIntent /Default

  /DetectBlends false

  /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 false

  /OPM 1

  /ParseDSCComments true

  /ParseDSCCommentsForDocInfo true

  /PreserveCopyPage false

  /PreserveDICMYKValues true

  /PreserveEPSInfo true

  /PreserveFlatness true

  /PreserveHalftoneInfo false

  /PreserveOPIComments false

  /PreserveOverprintSettings true

  /StartPage 1

  /SubsetFonts true

  /TransferFunctionInfo /Apply

  /UCRandBGInfo /Remove

  /UsePrologue false

  /ColorSettingsFile (Color Management Off)

  /AlwaysEmbed [ true

  ]

  /NeverEmbed [ true

  ]

  /AntiAliasColorImages false

  /CropColorImages true

  /ColorImageMinResolution 150

  /ColorImageMinResolutionPolicy /OK

  /DownsampleColorImages false

  /ColorImageDownsampleType /Bicubic

  /ColorImageResolution 150

  /ColorImageDepth 8

  /ColorImageMinDownsampleDepth 1

  /ColorImageDownsampleThreshold 1.50000

  /EncodeColorImages true

  /ColorImageFilter /FlateEncode

  /AutoFilterColorImages false

  /ColorImageAutoFilterStrategy /JPEG

  /ColorACSImageDict <<

    /QFactor 0.76

    /HSamples [2 1 1 2] /VSamples [2 1 1 2]

  >>

  /ColorImageDict <<

    /QFactor 0.76

    /HSamples [2 1 1 2] /VSamples [2 1 1 2]

  >>

  /JPEG2000ColorACSImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 15

  >>

  /JPEG2000ColorImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 15

  >>

  /AntiAliasGrayImages false

  /CropGrayImages true

  /GrayImageMinResolution 150

  /GrayImageMinResolutionPolicy /OK

  /DownsampleGrayImages false

  /GrayImageDownsampleType /Bicubic

  /GrayImageResolution 150

  /GrayImageDepth 8

  /GrayImageMinDownsampleDepth 2

  /GrayImageDownsampleThreshold 1.50000

  /EncodeGrayImages true

  /GrayImageFilter /FlateEncode

  /AutoFilterGrayImages false

  /GrayImageAutoFilterStrategy /JPEG

  /GrayACSImageDict <<

    /QFactor 0.76

    /HSamples [2 1 1 2] /VSamples [2 1 1 2]

  >>

  /GrayImageDict <<

    /QFactor 0.76

    /HSamples [2 1 1 2] /VSamples [2 1 1 2]

  >>

  /JPEG2000GrayACSImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 15

  >>

  /JPEG2000GrayImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 15

  >>

  /AntiAliasMonoImages false

  /CropMonoImages true

  /MonoImageMinResolution 1200

  /MonoImageMinResolutionPolicy /OK

  /DownsampleMonoImages false

  /MonoImageDownsampleType /Bicubic

  /MonoImageResolution 1200

  /MonoImageDepth -1

  /MonoImageDownsampleThreshold 1.50000

  /EncodeMonoImages true

  /MonoImageFilter /FlateEncode

  /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 (None)

  /PDFXOutputConditionIdentifier ()

  /PDFXOutputCondition ()

  /PDFXRegistryName ()

  /PDFXTrapped /False



  /Description <<

    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000410064006f006200650020005000440046002065876863900275284e8e55464e1a65876863768467e5770b548c62535370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>

    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef69069752865bc666e901a554652d965874ef6768467e5770b548c52175370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>

    /DAN <>

    /DEU <>

    /ESP <>

    /FRA <>

    /ITA (Utilizzare queste impostazioni per creare documenti Adobe PDF adatti per visualizzare e stampare documenti aziendali in modo affidabile. I documenti PDF creati possono essere aperti con Acrobat e Adobe Reader 5.0 e versioni successive.)

    /JPN <>

    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020be44c988b2c8c2a40020bb38c11cb97c0020c548c815c801c73cb85c0020bcf4ace00020c778c1c4d558b2940020b3700020ac00c7a50020c801d569d55c002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>

    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken waarmee zakelijke documenten betrouwbaar kunnen worden weergegeven en afgedrukt. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)

    /NOR <>

    /PTB <>

    /SUO <>

    /SVE <>

    /ENG ()

    /ENU (Use these settings to create Adobe PDF documents suitable for reliable viewing and printing of business documents.  Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)

  >>

>> setdistillerparams

<<

  /HWResolution [600 600]

  /PageSize [595.276 779.528]

>> setpagedevice



