Table S1 The identification results of Cimicifugae Rhizoma extract

mass m/z(precurs Mass error Observed RT MS/MS Fragment (product
Label Component Formula Adducts Reference
(Da) or ion) (ppm) (min) ion)

1 Norcimifugin Ci15sH1606 292.0947 291.0863 -3.8 20.45 -H 253.0358/191.0351
123-O- acetyl-Cimiaceri

2 A Cs7Hs6011 676.3823 677.3877 2.7 27.93 +H 449.3067/195.1211 [1]
n

3 12p-O-acetyl-Cimiacerin B Ca7Hss011 678.3979 677.3903 -0.5 36.79 -H 617.3696/59.0132 [1]
12p3-hydroxycimigenol ara

4 Cs5Hs6010 636.3874 635.3801 0.0 32.93 -H 577.3382 [2]
binopyranoside
12f3- hydroxycimigenol gl

5 Cs5Hs6010 636.3874 635.3802 0.2 31.10 -H 577.3383 [1]
ucoside
15a-

6 Hydroxyl cimicifugosid CssHs«On 650.3666 649.3599 0.8 25.15 -H 633.3650 [3]
e H2
2'-O- Acetyl- cimicifugosi

7 de H1 Cs7H54010 658.3717 659.375 -6.1 31.09 +H 433.3119/184.0773

e

23-Epi-26-Dehydroxyacorti

8 Cs7Hs6010 660.3874 659.3804 0.4 38.50 -H 599.3594/559.3292 [2]
n
24-O-acetyl-7,8-Didehydro

9 Cs7Hss011 678.3979 677.3906 -0.1 33.62 -H 617.3700/59.0133 [2]
cimigenol xyloside
24-0O-acetyl-Cimifugin-xyl

10 Cs7HeoO11 680.4136 679.4049 -2.0 37.19 -H 619.3837 [2]
oside
25-O-acetyl-7,8-Didehydro

11 Cs7Hs6010 660.3874 659.3804 0.5 39.25 -H 599.3590/559.3289 [1]
cimigenol xyloside
25-O-acetyl-cimifugin-3-O-

12 B-D-xylopyranoside (23R,  Cs7HssOm0 662.4030 663.4069 -5.1 33.88 +H 585.3773/435.3268 [3]
24S)
Acetylcimigenol 3-O-alph

13 Cs7Hss010 662.4030 663.4072 -4.6 37.18 +H 585.3769/435.3266 [3]
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62 Cimicifugic acid D C20H18010 418.0900 417.0836 21 2217 -H

63 Cimicifugic acid E C21H20010 432.1057 431.0984 0.0 21.94 -H 237.0406/193.0506/165.0556 [3]

64 Isoferulic acid C10H1004 194.0579 193.0509 1.6 16.86 -H std

65 Isocimicifugamide C25H31NOmwo 505.1948 504.1876 0.1 21.78 -H 343.0839 [3]

66 Cimicifugaside A Cs2HasO17 694.3923 693.3894 -3.5 28.09 -H 555.0280 [1]

67 Cimicifugaside B C33Ha0018 724.3952 723.3962 -3.7 33.6 -H 723.3962 [5]

68 Cimicifugaside C/D CorHs:013 566.4257 589.4105 2.2 17.7 +H, +Na  567.4341 [5]

69 Shomaside B CorHs0015 594.1533 593.1528 -6.1 16.82 -H 193.0500 [1]

70 Shomaside C CorHs0015 594.3709 617.3677 -2.5 27.86 +H,+Na  177.0562 [1]

71 3-Methoxyisoferulic acid CuH120s 224.0602 223.0609 -6.7 12.26 -H [3]

72 Meth-ferulic acid C11H1204 208.0679 207.0673 -6.8 23 -H 165.0547

73 Shomaside A C2rHs0016 610.1463 609.1432 -6.1 15.63 -H 193.0499 [3]

74 Carboxymethyl isoferulic

] C12H1206 252.0597 251.055 -6.4 19.55 -H
acid

75 Pyroglutamic acid massbank
CsH/NOs 129.0426 128.0354 0.4 2.35 -H 128.0354

76 D-(+)-Sorbose CsH1206 180.0634 181.0705 -1.1 1.15 +H 383.0332

77 Khelloside massbank
C19H20010 408.1057 409.1117 -2.9 12.33 +H 351.1695/177.05912

78 6,7-Dihydroxycoumarin massbank
CoHeOu 178.0266 177.0193 -0.2 20.46 -H

79 Cimicifugamide C25H31NOmwo 505.1948 504.1877 0.4 17.72 -H 344.1395 [3]

80 Methyl ferulate standards
C11H1204 208.0736 207.0666 1.6 23.44 -H

data
81 Succinic acid CaHsO4 118.0266 117.0193 -0.5 2.81 -H 89.0244
82 Cimifugin Ci6H1806 306.2455 305.2455 -2.1 56.33 -H 235.9991 [1]

Note: Ref. i.e. relevant research literature, standards data, database (massbank) referenced on behalf of the constituents, so as to screen and analyse the drug con

stituents of Cimicifugae Rhizoma extract.
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