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Abstract: UPLC-Q-TOF-MS/MS was used to qualitatively analyze the chemical components of root Pennisetum. The
chromatographic column was Waters ACQUITY UPLC® BEH C 4, with a gradient elution of 0. 1% formic acid water-acetonitrile as
the mobile phase and the flow rate was 0.3 mlL/min. Several compounds were identified using mass spectrometry, and the
molecular weights of the extracts and fragments were compared by searching against a database.A total of 41 chemical compounds
were identified , including 10 terpenes,9 phenylpropanoids,5 flavonoids,2 quinones,4 organic acids,2 alkaloids and 7 others.This
method can effectively and quickly detect the chemical constituents in roots of Pennisetum ,and provide theoretical guidance for the
development of lead compounds from Chinese medicinal materials.
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Tab.1 41 compounds identified in the root Pennisetum

HABZKE 7 4> PR APIE s R B T

R/ %:7‘ BN S s st R BT AT S

min X (m/z) (m/z) (m/z)
lg 121 POS 1;;3;81?5 118.068 13 -0.56 CsH,;NO, gz:(l);ggﬁé‘l%;“;é 4505 % (valine ) [4,5]
2 121 NEG 6?;;1‘? 609. 185 44 —4.88 CpgHy, Oy 4312;:(1);21 fzig 1‘1‘(3) ;? BiHE R (neohesperidin) [4,6,7]
3g  1.65 NEG 1?;?4}17}}8 134.04730 -0.9  CsH5Ns 13'7_932542(‘)92‘02491‘ JRIZERS (adenine ) [5,6]
4 514 NEG 2?;(_)?;5 203.08266 0.029 C,Hp,N,0, 33'2?324 38;12'9?3207;; L5350 ( L-tryptophan) [5.8,9]
5a  6.42 NEG éﬁ&ﬁ%?g 495.15029 0.982 CpHyO,, ng(l);g 1(5)‘165'054 21, FALATZ5H (oxypaeoniflora) [10,11]
7t 7.38 NEG 1?;(_);%8 169.01425 0.18  C;HgOs  125.023 74 .151.005 42 % £ T2 (gallic acid) [10]
9a 9.404 NEG 3?;(_);2]?7 305,002 94 ~0.216 Cy5H,504 géﬁ?ﬁ?éﬁigﬁ(ﬁégﬁ‘ F1RPIE  bilobalide ) [13]
10c 10.58 NEG 3?;2[41}7 389.124 23 -0.16  CyH,, 04 ;;38:2 éé;igg?g j;‘ JERLE (polydatin) [6]
I1b 10.74 NEG 5;;;2}(38 53518259 ~0.96 CagHypOp ;?;:?;2 ii;gg?g; ‘g J2H 7745 ( Nortracheloside) [14]
12b 10.97 NEG 2?;?41{5}?2 221.04555 -0.12 C;H0s ;gé:?)i gé‘19o.997 14 SRR R IE (isofraxidin) [15]
13a 11.07 NEG 5?;‘[3213}(_)1 521.202 86 0.28 CyH;,0, i‘;;;(lé 22‘443' 175 91, WA AR T35 ( dihydrobrusatol) [ 16]
14b 11.11 NEG 1?;&?4;}%4 147.04515 0.6  CoHgO, 87.01950.129.03506 47 5.2 ( dihydrocoumarin) [17,18]
15b 11.3 NEG SEIN‘IE%?I 521.202 82 -0.015 CyqHy, 0y ;(1);(1):612 giiiz :2: 22 %géiéﬁtﬁ:ﬁif‘toﬁn [19,20]
16a 12.99 NEG 1?;?;7;5 187.09759 0.3  CyH,s0, igi:ggg ;(3)‘128'051 07, FEAPEE (eucommiol ) [21,22]
17¢ 13.28 NEG 3?;1%?9 355.118 76 —0.202 CyHy Oy :g(‘):gzg gé:igg:gg (3)2‘ W48 G (leachianone G) [23]
18 13.57 POS 4[1;':13;(10 415186 16 4.443  Cy5Hy0, 22'3?‘1‘371%177‘ 07590 Sty  glabrol) [24]
195 13.57 NEG 2?;/‘[?;1;0 27.07136 ~0.25 C,Hp,0, iiz:g‘s‘f ;‘iﬁ:ggz ;‘2‘ JIE13E 2 (angenomalin) [25]
20d 13.96 POS 4[0;':13;%0 403.162 50 0.744 CyHyN,O, ig? ;(3); (3)2‘299'”8 8 P A B YOI (vomicine ) [24]
21b 14.15 POS 433.214 80 433.21323 3.637 CyH;0, 151. 09235, 177. 110 88, FLVRFEEF (wuweizi alcohol A) [9]

[M+H]"

348.176 30.,415.224 08
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22d 14.24 POS 4E1N‘Ii;6ﬁl 411.176 95 -1.56 CypHyN, 05 z% ng (7)(9):2;‘3: 1(3)2 (6)2‘ £l 4T85 ( pseudobrucine ) [24]
23a 15.53 NEG 3;;;[3}?0 371.11328  0.87  CyHyO, ;;(1)?2 §§\267.071 69, BB PR (fibraurin) [23]
2e 16.06 NEG 3?;??;?5 329.06609 1.71  CpH,,0, ;::g‘s‘g ?(2):299'053 O3 s e pe 1 2 (aurantio-obtusin) (7]
25¢ 16.6 NEG 2?;?‘:{_‘6 269.04557 -0.41 CysHy,05 ;22:?‘5‘; ‘3“7)‘244' 146 65, 5- 232112513 ( resokaempferol ) [26]

67.057 71.81.073 85,
X 353.229 80 rn .
26f 17.13 POS 353.229 72 0.226  CigH3 05 95.090 22.107.091 53, =& (sanleng acid) [16,18]

[M+Na] 121.107 01,133. 108 49
335.214 41 . 14- 528 DR TG
27a 20.04 POS 335.21323 3.514 CyHy0, 299.204 57 317.223 74 LA LENE , [27]
[M+H]* ( 14-deoxyandrographolide )
439.172 70 134. 036 33.167. 069 87
28b 20.53 POS 439.17233 0.842 CyuHy,O0 : * K245 2 (magnoli 4
[ M+Na]* 2Hx07 s 07 A 2252 (magnolin) [4]
367. 118 69 134. 036 52.149. 060 54 .
29¢ 20.7 NEG 36711802 1.821  CyHyO : v SEEE (curcumi 28
& [M-H]" 2H0s 60 01533175, 038 90 % A (cureumin) [28]
367. 117 89 149. 042 97 .163. 060 42 .
30g 20.7 NEG 367.118 53 -1.73  CyHyO : v FREHZ (eyclocurcumi 28
& [M-H]" 2H006 020 087 06 246,084 64 1% PUR (eyclocurcumin) [28]
269. 045 52 225.054 23 237.107 83, ... . .
Ble 2113 NEG 0T TT 26904558 -0.21 CistoOs 0 o P K (aloe emodin) (7]
313.238 42 141. 085 66.,155. 102 69
32g 21.35 NEG 313.23848 -0.19 C,H,0 , S TR TTE(dibutyl sebace 29
& [M-H]" wlaOu e 12451 268, 17226 1 T i(dibutyl sebacate) — [29]
191.071 40 145.030 05.149.03209, , ... ..
3a 21453 NEG 07 19107118 1151 Cul0y o 137 asaricin ) [8]
265. 123 40
34b 22.74 NEG [M-H]- 265.123 00 1.509 C,gH;sO, 223.076 26 .247.095 47  JEAME ( magnolol ) [4]
455.353 10 265.247 33 277. 215 30
35a 26.95 NEG 455.35234 1.669 C3H,O : > FFBURRR (oleanolic acid 30
: [M-H]" 0TS 314,206 28 375. 284 97 FRRIREoleanclic acid) [30]
, 277.217 28 L
30 2738 NEG T T T 277.21721 0253 CigHs0, 157.143 08.255.228 98 a-TFJ§EHAE (linolenic acid) [31]
279.233 00 221. 151 31,279. 229 73 A
37t 28.8 NEG 279.233 01 —-0.036 CgH;0 : > AR (Linolic acid
[M-H]- 9 sHn02 e 366 MEIMER (linolic acid) [9]
413.124 07 398.101 67 413. 122 17, .. _
38b 29.73 NEG [M-H]- 413.124 24 -0.41 Cy,H,O0q4 414.314 57 E%ﬂﬁ%(podophyﬂmoxm) [9]
577.374 57 149. 062 44 .193. 106 83 .
39a 29.73 NEG 577.37425 -8.4 CyHg,0 : > R AL( timosaponin A-1 2
fa 29 [M-H]" sHuOs 361 535 55 408, 30020 AL H Al(timosaponin A-1) [22]
619.421 52 91.021 21 413.338 87,
40a 33.99 NEG [M-H]- 619.421 49 0.047 CiHgOg 457. 304 27 ANZHEAF RH4( ginsenoside RH4) [31]
487. 508 21 295.226 67.349.277 31, | ..
41a 34.83 PO 487.508 37 —-0.325 CyHg,0 : : i losic acid 20,24
a 3483 POS 3 325 CalloOu 451 350 g2 469,300 31 T (tumulosic acid) [20,24]
a2 b RN o B d AR S e RIS £AT HLIR DS s o FLAth
2.1 WS YR EE ST B, FE RN =R SR ) R

IR AE YRR P FE G, BA . kb &Y 5 el 78 s FRUT
oltss b PrEAL GBI S AN R AR N 6. 42 min, HES> T B TSN m/z
i FIAR S SCHR , 76 K SEAR Fh i@ A i 10 6284k 495,150 29 [ M-H |~ i o 443134 4k ) = Ak
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