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ABSTRACT

It is more acceptable to believe that natural remedies are safer than synthetic subjects that with fewer side effects. The global market demand
was increasing due to fusion of herbs. Standardization parameters and evaluation of herbal formulation is essential in order to assess the
quality of drug of therapeutic value. This study was carried out in order to determine the bioactive compounds present in the marketed herbal
formulation pykure capsule by using the GC-MS instrument. The extract was prepared by using 20 capsules by removing the capsule shell with
ethanol solvent by simple maceration method. Capsule extract was analyzed by using Agilent 6890 GC with 59739N MSD and GC -MS equipped
with Elite-I fused with silica capillary column (Cpsil 8cb:30mmx=25mmx0.25mm). The result of GC-MS analysis confirmed the presence of 74

compounds.
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1. INTRODUCTION

Herbal medicines can be defined as any medicinal product
which contains active ingredients as one or more herbal
preparation or herbal substances [1]. Herbal medicine is an
ancient form of ailment. The use herbal medicine is increased
tremendously over past 2 decades. In this field, there is a
significant lack of research data. Since 1990 three volumes of
WHO monographs has been published on selected medicinal
plants [2]. Herbal medicine has become an important
alternative medicine. In today’s world it has became popular
because of its natural remedies. In many countries,
traditional herbal medical system is of economic
importance.80% of the population of Africa uses herbal
drugs in order to meet the health care needs. Asia and
America uses herbal medicine because of cultural benefits. In
china around 40% of herbal medicines of all health cares are
delivered. About 70-80% of African and Asian population is
using herbal medicine as a primary medicine which is
estimated by WHO [3]. Pykure capsules are the pure herbal
drugs manufactured by natural Ayurvedic herbs. In the last
ten years more than 1,50,000 patients are treated to the
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entire patients satisfaction. Each 750mg of Pykure capsule
contains the following ingredients: Terminalia chubularets -
0.10 grams, Abutilon indicum - 0.10 grams, Mesua ferrea -
0.08 grams, Azadirachta indica - 0.19 grams, Saraca indica -
0.12 grams, Cuminum cyminum - 0.05 grams. It is used to
treat different types of Ano-rectal disorders [4, 5].

2. MATERIALS AND METHODS:
2.1. Preparation of sample:

Take 20 capsules, gently remove the cap and body of
capsules then transfer all the capsule content in 250ml
volumetric flask. To the above drug contents add 150ml
ethanol, all the contents of the flask should be mixed well
with stirrer and tightly closed and should be kept for 24hrs
with continuous shaking. After 24hrs filter the contents of
the flask and discard the solid residue and filtrate is used for
analysis.
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2.2. Methods of Analysis of sample by Gas

chromatography-Mass spectrometry (GC-MS):

GC-MS analysis of sample was performed by using Agilent
6890 GC with 59739N MSD and GC -MS equipped with Elite -
I, fused with silica capillary column (cpsil 8cb :30 mm x
25mm x 0.25 mm) composed of 100% Dimethyl
polysiloxane. For GC-MS detection an electron ionization
system with ionizing energy of 70 ev was used. Hydrogen
(99.99%) was used as the carrier gas at a flow rate of 1.5 ml
and an injection volume of 2 micro liters. It was employed
with split ratio of 10:1, Initial injection temp of 400 c to final
280 0 c. Ion source temp 230 9 c. The oven temp was

3. RESULTS AND DISCUSSION:

GC-MS analysis of ethanolic extract of pykure capsules:
—
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programmed from 110 0 ¢ (isothermal for 2 minute) with a
rate of 10 0 ¢ per min to 300 © c. And a scan interval 0.5 sec
and fragments from 20-200 Dalton. Total GC running time
was 36 minutes. The relative average peak area and
retention time, molecular formula with that of molecular
weight were obtained. The interpretation on mass spectrum
GC-MS was conducted by using the data base of national
institute standard and technology (NIST), having 62,000
patterns. The spectrum of unknown component was
compared with spectrum of known component stored in
NIST library. The name, molecular weight and structure of
the components of the sample material were identified [6].
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Figurel: GC-MS chromatogram of the ethanolic extract of pykure capsules.
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Bl 5. el -= =

500 550 600 12.00 12,20 12.40 12.60

G:\Sarathi documents\Saradhi Documents\GC-MS DATA\TS56-PYK-Ethanol.D\PYK-Ethanol.D

45758926 Area % 0.08

CAS\#

109274 1000378-28-8 43
B949 014704-14-4 40
82929 000122-31-6 38

]

O

’/”PHRH()f”L\\Mx’ﬂ’/LH“x()f/’AhhHE

Propane, 1, 1, 3, 3, tetraethoxy

[79]

CODEN (USA): JDDTAO
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430
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43.00
A

Scan 852 (13,843 min): PYK-Ethanol D\data.ms m/z 100.00%

e o i

0.6 385.2415.7447.8479.6509.9541 75732 13.60 13.80 14.00 14.20

1489 2088 23282897 . i - m/z 45.00 B85.36%
150 200 250 300 350 400 450  S00 550 600 i
#5055: 1,2.3-Bulanelriol [ \

e

13.60 13,80 14.00 14.20

mfz 13.00  12.53%
150 200 250 300 350 400 450 500 550 600 \

#2333: 1.3-Butanediol. (S)- il e

e
13.60 13.80 14.00 14.20

5000 m/z 44.00 61.15%
75.0 i s
O — Ay - ——— e
miz-> 0 so 100 150 200 s 300 a0 400 450 500 550 600 )
Abundance i #124243° 13,13-D y1-3,6.9- 1 1-1-al 19,60 13.80 14.00 1420
m/z 72.00 54.87%
| \
{
A 830 1310 1730 5902500 e :';-L— =
o S IS SO FJEA A T T T T T S T X5 T 353
miz-—> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.60 13.80 14.00 14.20
Data File: G:\Sarathi documents\Saradhi Documents\GC-M5 DATA\756-PYK-Ethanol.D\PYK-Ethancl.D
Sample : 756
Peak Number: 15 at 13.843 min Area: 54096964 Area % 0.09
The 3 best hits from each library. Ref\# CAS\# Qual

C:\Database\NIST14.L

1 1,2,3-Butanetriol 5055 004435-50-1 50
2 1,3-Butanedicl, (S)- 2333 024621-61-2 47
3 13,13-Dimethyl-3,6,9-trioxa-13-s... 124243 1000213-34-9 43
HO OH
I
e
b CHy
1, 3 butane 1, 2,3-butanetriol

ISSN: 2250-1177

[80] CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex
Abundance

ey Scan 887 (14,411 min): PYK-Ethanol.D\data.ms m/z 135.00 100.00%
i 430
{ | ™0 |
amoi |
T ¥ jarret LA
‘L_M | 17492069 250 12810 327.1360.1 4050 46094930 54395762 ‘40014201440 -0 4
miz—> o 100 150 200 T300 350 400 450 500 S50 600 : Vi :
Abundance . yazeer & Benzaldehyde disthytacetal T L
| 135. PR S [ -
m. — T T ¥
{ 80 M:OO |4t20 14,40 14.60 14.80
20.0 - m/z 107.00 68.47%
Ol r— i, 1790 SEE——
mae> 0 S0 100 150 200 250 300 350 400 450 500 550 600
Abundance #15895: 1,5.6,7-Tetrahydro-4-indolone
78.0 135.0 |
| | Y Y DO T
14,00 14,20 14.40 14,60 14.80
50004 m/z 45.00  53.29%
|
| 280 \. s Il
Ot T ! T 3 . S AN ! T i [ — . —— . mid -
mrzes 0 50 100 150 200 250 300 350 400 450 SO0 550 600
Abundance #16796. S-(-)-1-Phenylpropano! FL A LG ML A ¢
73.0 14,00 14.20 14.40 14.60 14.80
' m/z 79.00  53.14%
5000 ﬁi
| 2%0 136.0 [\
0 1. v - S S L O e £ T
mz-> 0 50 100 150 200 250 300 450 400 450 500 550 600  14.00 14.20 14.40 14.60 14.80

gatalb‘ﬂe. (;‘. \Sarathi documents\Saradhi Documents\GC-MS DATA\756-PYK-Ethanol.D\PYK-Ethanol.D
ample %

Peak Number: 16 at 14.411 min Area: 43655719 Area % 0.08
The 3 best hits from each library. Ref\# CAas\# Qual
C:\Database\NIST14.L
1 Benzaldehyde diethylacetal 47687 0D00774-48~-1 3
2 1,5,6,7-Tetrahydro-4-indolone 15895 013754-86-4 43
3 S-(-)-1-Phenylpropanol 16796 000613-87-6 2

o OH
]\

M
H

CHa

1,5,6,7 tetrahydroindolone S-(-)-1-phenyl propanol

ISSN: 2250-1177 [81] CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex
Abundance - ST0 Scan 915 (14,638 min). PYK-Ethanol.D\data.ms m/fz 97.00 100.00%
| | \
} |
5000 ||
| S —
’m . T 440 1460 1480 15.00
{ 142.9174.9206.8 248.7280.9 341.03721 4150  465.5495.9527.2558.3588. & .60:14.80 15.00
ol . JBALL. Ly a1429:7. 9 24872609 _ 04103721 4150 485.5405.9527.2550.3080.7 . m/z 41.10  91.85%
500 550 600 I

AEEPY.
50 100 150 200 250 300 350 400 450

miz—> o
Abundance i #11338: 5-Hydroxymethylturfural \
| €10 <
5000, | 14.40 14.60 14.80 15.00
\ ( m/z 39.00 55.95%
4 f
Sy S 5 S A - . S— r — T S i T T 3
mz-> (] S0 100 150 200 250 300 350 400 450 500 550 800
Abundance 0 #11337: 5-Hydroxymethylurfural } &
r 41.0 i T T prr
| 14,40 14.60 14,80 15.00
5000/ m/z 126.00 55.87%
| jx
ovL - T 1;8_.9_7__ T -y T T e T oY Y e / N
m/z—> ] 50 100 150 200 250 300 350 400 450 500 550 600 / =
Avundance #11339: 5-H Hur T 20| BEOA SO
| 97.0 Dy 14.40 14.50 14.80 15.00
’ 410 m/z 69.00 37.77%
5000+
| [
| | }'
! -
ol b 3o N NS Ovey’, . SR .
miz—> [} 50 100 150 200 250 300 350 400 450 500 550 600 14,40 14.60 14.80 15.00

pata File: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\ 756-PYK-Ethanol .D\PYK-Ethanol.D
Sample - 7156

Peak Number: 17 at 14.638 min Area: 777084156 Area % 1.35
The 3 best hits from each library. Reaf\4 CAS\# Qual
C:\Database\NIST14.L
1 S-Hydroxymethylfurfural 11338 00D067-47-0 95
2 S-Hydroxyme:hylfurfural 11337 DOUOE7-47-0 B89
11332 000067-47-0 89

3 S5-Hydroxymethylfurfural

O

O

HO \ /

5- Hydroxy methyl furfural

ISSN: 2250-1177 [82] CODEN (USA): JDDTAO
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Unknown Spectrum base P! 1129 (17,488 min): PYK-Ethanol D\data.ms

147

103.0
510

Journal of Drug Delivery & Therapeutics. 2019; 9(5-s):73-104

; 100.00%

m/z 147.00

70.41%

o .‘L..n_Lu 2069 25292809 3308 3709 406.0 4406.2476.65 P E sz 148,00
mze> 0 50 100 150 200 250 300 350 400 450 500 550 800 \
Abundance #23886: trans-Cinnamic acid N\
147.0 /
103.0 .=
5000 510 17.20 17.40 17,60 17.80
L | m/z 103.00 55.84%
o_‘s.o...l‘.l.n. T o T — = : T T -+ |
mzs 0 50 100 150 200 250 300 350 400 450 500 S50 600
Abundance o #23905. 2-Propenoic acid, 3-phenyl- {
A - = = ==
‘ 17.20 17.40 17.60 17.80
5000 103.0 m/z 77.00 44,75%
51.0
.1 O PSS N . — [
mr-> 0 50 100 150 200 250 300 350 400 450 500 530 600 I
Abundance #23892 trans-Cinnamic acid ———r e T
149.0 17.20 17.40 17.60 17.80
m/z 51.00 3%.53!
- 1030 | 1
§1.0 |
OA.le.'l,,l —i ——-‘._,__‘I 1 8 =! ‘
» T MY S Bt e o e S T S T 1  ARRSE B
mes 0 50 100 150 200 250 a0 %0 400 450 500 550 600 17,20 17.40 17.60 17.80

Data File: G;éSarathi documents\Saradhi Documents\GC-M3 DATA\756-P¥K~Ethanol, D\PYK-Ethanol.D

Sample LA/

Peak Number: 20 at 17.466 min

Area: 415870967 Area % 0.72

C:\Database\NIST14.L

1 trans-Cinnamic acid

2 2-Propenoic acid, 3-phenyl-
3 trans-Cinnamic acid

OoH

Trans- cinnamic acid

ISSN: 2250-1177

Ref\# CAS\# Qual
23886 000140-10-3 98
23905 000621-R2-2 98
23892 000140-10-3 a7
H,C

2-propenoic acid, 3-phenyl

[83] CODEN (USA): JDDTAO
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Unknown Spectrum based on Apexm(w,“."n");Pvl({lhu\ol.wm.ml m/z 43.00‘ 100.00%
| Q0 N V—" /‘1
! e =
so0 |, 870 rA
|

NN 14,80 15.00 15.20 15.40
" |- | i | 17662069 25002810 _ 3408 384.94161  4625494,0524.3595.0 S987 1z 41,00 62.04%
miz> O 50 100 150 200 250 300 350 400 450 500 S50 €00

#11578: 2-Heptenal, 2-methyl-

| 4[0‘ 87.0
| S
\ i = .
soo0, |0 [ 14.80 15.00 15.20 15.40
‘ | m/z 57.00 50.88%
| ]
o__-uL%' 1) — R — |
maz—> 0 50 100 150 200 250 300 350 400 450 500 S50 600
Abundance #66274: [+-)-2-Hydroxy acd, X A TV ngNAn
| 430 S iee oI e
[ 14.80 15.00 15.20 15.40
5000| m/z  29.10  49.13%
|
[, 00 1210 1850 ! \ i o
Oy ~ T e T e e T g ‘ l ’1 i 0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 800 | u J.'vi‘ | Ju'd VY
Abundance #11345; 6-Methyl-2,3-dihydropyran-2,4-dione —L UL L) .
430 14.80 15.00 15.20 15.40
‘ m/z 39.10  44.02%
]
5000 88.0
R e o o B B ) o T o B T — '—':‘- fee ey T
miz> 0 50 100 150 200 250 300 350 400 450 500 550 600 14,80 15.00 15.20 15.40

gacal!-'ile: s;;smrathi documents\Saradhi Documents\GC-MS DATA\756-PYK-Ethanol .D\PYK-Ethanocl.D
ample J

Peak Number: 18 at 15.118 min Area: 58489723 Area % 0.10
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\NIST14.L T
1 2-Heptenal, 2-methyl- 11578 030567~-26-1 14
2 (+-)-2-Hydroxyoctanoic acid, ace... 66274 1000374-32-8 10
3 6-Methyl-2,3-dihydropyran-2, 4-dione 11345 000541-98-0 10

/‘\”'/\/\/ o
[e]
H C’WEJLOH
H

2-hydroxyoctanoic acid 2-heptanal, 2 methyl-

6-methyl-2, 3-dihydropyran-2,4-dione

ISSN: 2250-1177 [84] CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex
Abundance Scan 1050 (16.342 min): PYK-Ethanol.O\data.ms m/z 103.00 100.00%
| 1030 |
| ‘ 'pas.o
5000 430 [ i | \
YN e
g ) ; 0.7371.0 405,2436.1 476. i { i A L " . &
ootk | yseen a7z | woTaTowS206t Te2N0TASROSES. [ Too 0q, 658
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22142; 3-Bulen-2-one, 4-phenyl-, (E)-
1310
1 1
| \ \ x
i 770 N A 2
5000 l 16,00 16.20 16.40 16.60
43.0 | m/z 145.00 61.36%
o:._,..-l.»,l,*lﬁ—]m ey St B oo e T T T Q2 B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #22137: 3-Buten-2-one, 4-phenyl, (E)-
103.0 \
] i - 1 1 1 "
146.0 16.00 16].20 16.40 16.60
5000 510 ' m/z 146.00 56.63%
‘ |
|
15.0 [l
0 iy 4 Ty L [ B S 1t i Ty T | IVERGEMENT Y (N
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 .
Abundance 2140: 3+ - 4 I, (E)- B2 SR LOOAR SERAR BEIERD
131.0 RS- B eRnn e R 16.00 16.20 16.40 16.60
’ m/z 17.00 54.27%
77.0
sooo’ |
] 43.0 '
| ‘ ! B | S S
0-7—-—7<-~«~-';--,-'L-. T IR ' |y B e T At T T T YT
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.20 16.40 16.60
Data File: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\756-PYK-Ethanol.D\PYK-Ethanol.D
Sample : 756
Peak Number: 19 at 16.342 min Area: 61390636 Area % 0.11
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\NIST14.L
1 3-Buten-2-one, 4-phenyl-, (E)- 22142 001896-62-4 97
2 3-Buten-2-one, 4-phenyl-, (E)- 22137 001B96~-62-4 96
3 3-Buten-2-one, 4-phenyl-, (E)- 22140 001896-62-4 96

@)

X" "CH,

3-buten-2-one, 4-phenyl

ISSN: 2250-1177 [85]

CODEN (USA): JDDTAO
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on Apex

Scan 1161 (17.744 min): PYK-Elhanol.D\data,ms m/z 131.00 100.00%

131.0
5000
70 176.0
| 1
§ 21 | l 2068 2669 3223549 4050 447.0481.051195275737 /'27-‘1"0‘;58(;73";51'0013%
mes o Tso 100 180 200 250 300 350 400 450 500 550 600 ' :
Abundance #44349: 2-Propenoic acid, 3-phenyl-, ethyl esler
1300 \
5°°°i 70 1 1740 17,60 17,60 18.00
, [ L | m/z 77.00 35.95%
|
-——th—J-—-*-\vﬂ’J by T e e et S
mfz—> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #44370. 2-Propenoic acid, 3-phenyl-, ethyl ester, (E)-
131.0 =~
‘ 1740176017801800
5000/ m/z 176.00  30.27%
! 77‘-° | 1760
290 , | |
U™ | T T T T T T T T T T
:ﬁbz» 0 50 100 150 200 250 300 350 400 450 500 550 600 /
ndance #44367: 2-Propenolc acid, 3- - athyl ester. (E RS G SR RS BR
[ 131.0 = PO i esler: (B 17.40 17.60 17.80 18.00
[ m/z 147.00 23.66%
S0} 70 1760 f \ "rl
! 290 | | / N
0~ e A R | R o e T A M s e e el ey B FL s opererrre—
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 !7401780 17 80 18.00
Data File: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\756-PYK-Ethanol.D\PYK-Ethanol.D
Sample v 156
Peak Number: 21 at 17.744 min Area: 301479569 Area % 0,52

The 3 best hits from each library.
C:\Database\NIST14.
1 2-Propenoic acid,
2 2-Propencic acid, 3-phenyl-, ‘eth...
3 2-Propenoic acid,

ISSN: 2250-1177

Ref\# CAS\# Qual

L
3-phenyl-, eth... 44349 000103~-36-6 98
44370 004192-77-2 95
3-phenyl-, eth.. 44367 00419%2-77-2 94

/\H/Dv
O

2-propenoic acid, 3-phenyl-ethyl ester

[86]

CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex
Abundance i Scan 1179 (17.871 min): PYK-Ethanol D\data.ms m/z 135.00 100.00%
! o | mo \
Rody / :
! —rry ‘,Nw«,w.-m
A ' 24902608 3269 36274149 47275038 17.60 17.80 18.00 18.20
hquL—l o ,-. S ey - "'2_§03 s‘a‘@w_v'—,— m/z 107.00 77.30%
miz--> 200 250 300 350 (00 450 §00 550 600
Abundam:o m #47687: Banzakdehyde disthylacetal
1350 I
oo o 17.60 17.80 18.00 18.20
m/z 193.00 60.12%
o0 L. 4 1 ima
T T 5 e T T T T L3A G T
mize> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance NG #23181: 4-Methylphenoxyacetonitrile
[ ’ v T
‘ 17.60 17.80 18.00 18.20
5000/ 147.0 m/z 105.00 0.09%
| 51.0 |
0 “3'0 Arad .-_—,-—,—.,L =S 5% P‘ \
mz> 0 50 100 150 200 250 300 350 400 450 S00 550 600 / l‘ /N
Abundance M171350: Hexestrol, O-acetyl- SR AN =
135.0 17.60 17.80 18.00 18.20
i m/z 77.00 57.76%
5000/ 'An
! | \
| 430 810 i ‘ITSO z" 0. 3120 J I : AL
0y ey - — - S o 1 r 0 DAL A AR R A o
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 17 60 17.80 18,00 18.20
Data File: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\756-PYK-Ethanol.D\PYK-Ethanol.D
Sampla : 756
Peak Number: 22 at 17.971 min Area: 54551820 Area % 0.09

The 3 best hits from each library.
C:\Database\NIST14.L
1 Benzaldehyde diethylacetal
2 4-Methylphenoxyacetonitrile
3 Hexestrecl, O-acetyl-

a

4-methyl phenoxy acetonitrile

ISSN: 2250-1177

Ref\ 4 CAS\# Qual
47687 0007T74-48-1 55
23121 033901-44-9 50
171350 1000374-87-8 30

OH

«

0

hexestrol, o-acetyl

[87] CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex

Scan 1185 {18.047 min): PYK-Ethanol. D\dala.ms m/z 57.10 100.00%
571 Ji~ LR
| " A
5000 | o i
‘ ] | oo o 17180 18.00 18.20 18.40
ol s | A bddud | . 2088 20902009 3426 3046 43nsacer 50275338  seva . V7 RR 1RG0 1BERIEE
Mz o s w0 150 0 280 300 m:lso 400 450 500 550 600 1
= 570 e : P\ pene
5000 17.80 18.00 18.20 18.40
m/z 71.00 62.66%
90 a0 ve70 2530 324.0
0= “"‘1“"‘4"‘"’. : | SRERilanon | Lo L T ] 5 S T T ¥
Mz 0 S0 100 150 200 250 300 350 400 450 500 550 600
Abundance i #182656; 2-Methyldocasane K. Ahs
17.80 18.00 18.20 18.40
5000 AR 281.0 m/z 41.10  56.08%
3240 .
. L 1270 4680 2110 | ) LA~ Ay
e T ey TR Tt v S B NPT )
mz-> 0 S0 100 150 200 250 300 350 400 450 500 S50 600
Abundance #76613; Tetradecane, 2-methyl- plj T T e
, 57.0 17.80 18.00 18.20 18.40
m/z 85.10 44.34%
5000
29.0 169.0 1\ :
o-28 < L Li L 1380 220 P AV VRN
M2 [4] 50 100 150 ¥ =y L B S U — e

T T ; T LA NI
200 250 300 350 400 450 500 550 600 17.80 18.00 18.20 18.40
Data File:

G:\S
Sebate T3 meg arathi documents\Saradhi Documents\GC-MS DATA\T56-PYK-Ethanol .D\PYK-Ethanol.D

Feak Number: 23 at 18.047 min Area: 83900347 Area % 0.15

The 3 best hits from each librar 3

2 J08t hits frcu edch librazy Ref\# CAS\ # Qual
C;\Database\NISIld.L -----------------------------
Tricosane
T 182655 000638-67-5
§ 2-Methyldocosane 182856 001560-81-2 22
Tetradecane, 2-methyl-

76613 001560~-95-8 16

Tricosane 2-methyl docosane

\|)\/\/W\/\

Tetradecane, 2 methyl-

ISSN: 2250-1177 [88] CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex
Abundance ; Scan 1194 (18.160 min): PYK-Ethanol. U\data.ms m/z 107,00 100.00%
107.0
|
l 7o |
s |
vl ‘ 1840 | p
| | ‘ i d M‘i e | 17.6018.00 1820 1840
| L 8284.1 340,8371.1 405.0435.2 476. . . ;i : . v e
0 o 25202041, U0BITN:) 40004382 476.5507.0906.996045%3 /2 79.00  70.21%
miz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance . #58212; CEHSCH(OH)CH2C(0)OC2HS ‘
107.0
70 | N ..__.h_f ' \‘ =
oo | 1940 17.80 18,00 18.20 18.40
| 430 | m/z 105.00 66.60%
[ 1.1 147.0
oA_«..JAJ,.A. - - - Ay v T T T et T -
miz—> 50 100 150 200 250 300 350 40 450 500 550 600 )
Abuwaru’ o #90434: Ethanone, 2-hydroxy-1,2-diphenyl-, axime , Il“ \
| ii” — . “"'-'r‘ e — =S
17.80 18.00 18.20 18.40
5000! 77.0 m/z 77.00 65.62%
' 180.0
ol 30 | 1380 2100 r‘ |
-—— - e T T - T o 2 o st o )
miz—> S0 100 150 200 250 300 350 400 450 500 S50 600 | A
Abundance #23219: B v i hyd e e
‘ 107.0 L M 17.80 18.00 18.20 18.40
# m/z 43.00 38.25%
sooo: 77.0 f f
: BV A P i
4 ; 147.0 :
B b e e e s ity A==
mz> 50 100 150 200 250 300 350 400 450 500 550 600 17.80 18.00 18.20 18.40

Data File: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\756-PY&-Ethanol.D\FYK-Ethanol.D
Sample : 156

Peak Number: 24 at 18.160 min Area: 92499917 Area % 0,16
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\NIST14.L
1 CSHSCH (OH)CH2C(Q)O0C2HS 59212 005764-85-2 89
2 Ethanone, 2-hydroxy-1,Z-diphenyl... 90434 000441-38-3 64
3 Benzenepropanenitrile, .beta.-hy... 23219 017190-29-3 50

P

Ethanone, 2-hydroxy-1,2-diphenyl,oxime Benzenepropanenitrile, beta hydroxy

ISSN: 2250-1177 [89] CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex
Abundance

Scan 1227 (18,577 min); PYK-Ethanol.D\data.ms m/z 57,10 100.00%
7
1
5000 | ) d
x .
‘ L UL 1”"; S0 2089 2560 2050 34093720 405.9437.0 478.8508.9541.5572.8 1820 18.40 18,60 18.80 19.00
‘ L . ST — et A2 o T 1 T m/z 43.10 99.73%

mize> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #76619. Dodecane, 2,8,11-trimethyl-
| §7.0;

furranr NN

J L

18.20 18.40 18.60 18.80 19.00
l—l 99.0 m/z 71.00 15.83%
; 169.0
ob 0 A b 4Ly, 00D %0 = ; e o : :
mze> 0 50 100 150 200 250 300 350 400 450 500 8§50 600
Abundance o0 #108279: 2-Bromo dodecane AR | 5 0 e
\ oy alatainaing
18,20 18.40 18.60 18.80 19.00
5000 m/z 85.10' 52.82%
I
| 89.0 1894
04280 L | 135.0 69?'.'“ T L O )S 0\
mirs 0 S0 100 150 200 250 300 350 400 450 500 S50 €00 oo 0
Abundance #63625. Tetrad AOSAQRENES S SR
57.0 Saeneane 18,20 18,40 18,50 18.80 18.00
’ | m/z 41.00  44.76%
5000 f\
poa A A
99.0 :
02800 L | 4 1, 1410 sl

D e T Tty S .

1 Ty 1 e —eyrTysy
Mz 0 50 100 150 200 250 300 350 400 450 500 550 600 18.20 18.40 18.60 18.80 19.00

Dat,alFxle: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\T56-PYK-Ethanol.D\PYE-Ethanol.D
Sample $ 6

Peak Number: 25 at 18.577 min Area: 99611613 Area % 0.17
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\NIST14.L
1 Dodecane, 2,6,1l-trimethyl- 76619 031295-56~4 9%
2 2-Brome dodecane 109279 013187-92-0 89
3 Tetradecane 63625 000629-59-4 68

Ha
H,C Hs

CH, CH,

Dodecane, 2,6,11 -tri methyl-

ISSN: 2250-1177 [90] CODEN (USA): JDDTAO
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430 91.0

Avundance

249.0280.9 ,:gtﬁ_sti_.‘."}?.

miz—s 50 100 150 200 250 300 350 400
#47068: Acndine

178.0
S000
89.0
o..,”lfo ~A4rjzso —1—.? ——r— T T ey
iz 50 100 150 200 250 300 350 400
Abundance #88157 (3-Methoxy-2-nitrophenyi) ic acid, methyl ester
179.0
| |
|
5000,
: 770 y
280 ) 136.0 2250
o | EREn e e e TS T T T SRS
miz-—-> 50 100 150 200 250 300 350 400
Abunchmcl : 0'47!49 7-Nitro-2.3-dihydre-1H-indazol-3-one
| i
5000/
780 133.0
| 30
R e T I — Tyt
miz-—-> S0 100 150 200 250 300 350 400

1342 {20.029 min): PYK-Ethanol.D\data.ms

45714902 5328 578.7

500 550 600 gA =

Journal of Drug Delivery & Therapeutics. 2019; 9(5-s):73-104

m/z 178.20 100.00%

\

J,‘

e s e e ai
19.80 20.00 20.20 20.40

=T m/z 91.00 99.19%
550 €00 ,’.

BT é?oﬁ%ﬂab’id
m/z 43.00  94.39%

) 22 a0 1 NS Al Y
19.80 20,00 20.20 20.40
m/z 92.00 71.86%

\

— T

!980200020202040
m/iz 29.10 61.31%

fl
I”. il M | hh |
. l.u;l’t \ 118
550 600 1980200020202040

Data File: G:\Sarathi documents\Saradhi Documents\GG-MS DATA\756-PYK-Ethancl.D\PYK-Ethanol.D

Sample : 756

Peak Number: 27 at 20.029% min Area: 22017138

The 3 best hits from each library. Ref\# CAS\¢
C:\Database\NISTi14.L
1 Acridine 47068 0DO260-94-6

2 (3-Methoxy-2-nitrophenyljacetic ...
3 7-Nitro-2,3-dihydro-1H-indazol-3...

o7
(I)\ 0
- /N+
o
o

Area % 0.04

88157 1000186-31-1 30
47149 031775-927-¢

(3-methoxy-2-nitrophenyl)aceticacid, 7-nitro 2,3-dihydro-1H-indazole-3-one Methyl ester

ISSN: 2250-1177 [91]

CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex
Abundance Scan 1372 (20.407 min): PYK-Ethanol D\data.ms m/z 69, OOI 100.00%
69.0

| | ):
5000 291 \, :
109.0 T R
L werpte20 2850 Lo & 20.00 20.20 20,40 20.60 20,80
0 ..AMJ - 281.0 32&93579»‘0‘9‘9;‘;%,7 °5°,29§33JT5§.§§§9‘J m/z 43,00 87.79%
mit=> 0 50 00 150 200 250 400 350 400 450 500 S50 600

#102598: Hepladecane i
5000 i WY N e =d
, :
| 20,00 20.20 20,40 20.60 20.80
| 990 Doz eraso

02800 L j o 110 1830  240.0

! At o T g g g g o gy ey g |

mz-> 0 S0 100 150 200 250 300 350 400 450 500 550 60D \

Abundance - #142136: 4-Penlencic acid, 2-methyl-, dodecyl ester w N\ B0 O
[ s ) -
¥ ) T
| 1140 20,00 20.20 20.40 20,60 20.80
5000 m/z 57.00r 71.79%
20 “L I
okv«He»hfqﬁﬁ 1880 2130 = 2820 SR — S AV VL S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 k
Abundance #265354: Pentatriacontan AN SRS SRR
§7.0 ; . 20.00 20,20 20.40 20.60 20.80

m/z 71.00 48.17%

97.0 |
L i | -+"~»-41‘-‘1?» 1830 2250 267.0 3090 3660 4210 4920 R B
miz-» 0 50 100 150 200 250 300  as0 400 450 500 550 600 20002020204020602080

DatalFile- ss\Sarathx documents\Saradhi Documents\GC-MS DATA\756-PYK-Ethanol.D\PYK-Ethanol.D
Sample : 6

Peak Number: 28 at 20.407 min Area: 41112923 Area %.0.07
The 3 best hits from each library. Ref\# Cas\i# Qual
C:\Database\NIST14.L -
1 Heptadecane 102598 000629-78-7 59
2 4-Pentencic acid, 2-methyl-, dod... 142136 1000405-311-5 46
3 Pentatriacontane 265354 0006630-07-9 45

Pentatriacontane

ISSN: 2250-1177 [92] CODEN (USA): JDDTAO
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based on A
Pk penn FreE KA Soan 1375 (20.445 min): PYK-Ethanol Didala ms

m/z 131.00 100.00%
1310 Il
f
5000 I\
wo 70 2020 20.40 20,60 2080
oo sdubilo d | 1670 2040 2407 2009 3266 272940484953 4B0SSI0NINIGTII._ /s 103,00  46.13%
mz-—> 50 100 150 200 250 300 350 400 450 500 550 600 )\
Abundiince #138356: 3-phenylprop-2-enoic anhydnde ‘ﬁl
ISI!.O
5000 [ mzozozmznsozoeo
770 m/z 77.00 33.79%
2500
0 390 ..A_A.A__._l,.. ,.??As.‘p é . S — — |
miz-> SO 100 150 200 250 350 400 450 500 ss0 600 I
Abundance 1923103: Propanedioic acid, nilrile, hydrazide, N2-(1-0xo-3-phenyl-2-propenyl):
131, — = =
20202040206020,&0
0001 m/z 43.00 22.62%
e L 181019502290 | E— o o
miz— 50 100 150 200 250 300 350 400 450 500 550 600
Abundance 173: ~1-Ci ey T rT——
it #63173: Irans-1-Cinnamoylimidazole 20202040 2060 20,80
m/z 29.10 15.73%
o 77.0 NN ”H ll' \
‘ 198.0 T \\| ’5 J
T S (R SN 141 T
miz-s 50 100 150 200 260 300 350 OOD ‘50 500 550 600 20.20 20.40 20.60 20.80
Data File: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\75&-PYK-Ethanol.D\PYK-Ethanel.D
Sample : 756
Peak Number: 29 at 20.445 min Area: 64489817 Area % 0.11
The 3 best hits from each library. Ref\# CAS\N Qual
| C:\Database\NIST14.L
| 1 3-phenylprop-2-enoic anhydride 138356 1000401-87-3 a5
2 Propanedioic acid, nitrile, hydr... 92106 294878-35-%6 87
3 trans-i-Cinnamoylimidazole 63173 001138-15-4 80
i =
L H
o L N
[+] (+]
=

3-Phenylprop-2-enoic anhydride trans-1-cinnamoylimidazole

ISSN: 2250-1177 [93] CODEN (USA): JDDTAO
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Abundance

Scan 1384 (20,559 min): PYK-Ethanol D\data.ms

Journal of Drug Delivery & Therapeutics. 2019; 9(5-s):73-104

m/z 43.00 100.00%
430 1 )
| ) |
5000 850 ‘ '
. 1639 e
Y eee 20.20 20.40 20,60 20,80
| 206.9 240, X ! 400.7431.8 a74. . 4 :
ol hkiial % 2692008 2009 308 a07ans srssoso  ssoser  BHOWEBM
miz—> O S0 100 150 200 250 400 350 400 450 SO0 S50 600 w
Abundance #39981: Undecane, 2-methyl- f
430 PN | P
5000, 850 20,20 20.40 20.60 20.80
i 137.6 m/fz T1.00 66.87%
by 10 W O N B S e— i |
mzes 0 50 160 150 200 250 300 350 400 450 500 550 600 ‘l N ]
Abundance 70 #235617: Docosane, 7-hexyl- ajl et
| ? T
\ 20,20 20.40 20,60 20.80
5000, miz 41|.00 48.01%
|
[ 99.0 I\
y 182/
Qb b 410 1929 2250 2670 90 mso0 me20 I
miz—> 0 50 100 150 200 260 300 350 400 450 S00 550 600 ;
217 o s b
430 e 20.20 20.40 20.60 20.80
m/z 85.00 46.17%
} |
5000 a50 i J
N o
0' 127.0 1690 p4yp 2530 2970 & ’
..... e e e R - - X g b g g —T T
mize> 0 50 100 150 200 250 300 350 400 450 5000 580 600  20.20 20,40 20.60 20.80
Data File: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\756-PYK-Ethanol.D\PYK-Ethancl.D
Sample : 756
Peak Number: 30 at 20.559 min Area: 236111%2 Area % 0,04
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\NIST14.L
1 Undecane, 2-methyl- 39981 C07045-71-8 30
2 Docosane, T-hexyl- 235617 055373-8€-9 B3
3 1sopropyl octadecyl sther 171548 1000406-34-2 6
/\/\\/\/\jn \’M/\N\q/\
Undecane, 2-methyl - dosocane, 7-hexyl-
\[/o\ e
Isopropyl octadecyl ether
ISSN: 2250-1177 [94]
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b Apex
gnknown Spectrum based on Ape VAZY (21,028 N} PYRE iDiatmms o/z 43.00 100.00%
B S
| ‘ x A I s A
| | ’85.0 bt oot L
5000/ |
[ ] MR T 48
, | 169 g0 20,80 21.00 21,20 21,40
o~|~ N O O ",,""Hzi"om'& 340.937064008 4480 50305346 5805 m/z 57,00  78.12%
miz-s sa 100 150 200 250 400 350 400 450 500 550 600 \
i #155893: Eicosane, 10-methyl- ﬁ {\’ i
57.0 s Al
1 S ——_
5000 20.80 21,00 21.20 21.40
99.0 m/z 71.10  64.88%
: 154.0 |
obved h b A 4o hTy 1970 2390 2810 : ’ e ( ‘| ‘
mizes 50 100 15 200 250 300 3% 400 450 500 S50 600 ,\ - f
MRS 50 #115555: Hopladecans, 2:mathyl- L ! VA
f 20.80 21.00 21.20 21,40
5000 m/z B8S5. 00 55.84%
85.0 [‘I J f
f
ot Lol JE70 1650 2110 os4g RE———— LAy
miz—> 50 100 150 200 250 300 350 400 450 500 §50 600
Abundance 7+ tacosan B e e B
| 57.0 Wt ¢ 20.80 21.00 21.20 21.40
m/z 41.10  42.97%
i
ﬂn% ! -v,ﬂ;' o
99,0 '
ol2o L W'D 1630 2250 2670 meo d20
miz-> S0 100 150 200 250 300 350 400 450 500 550 60D 20,60 21.00 2120 21.40

Datalt‘ile: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\756-PYK-Ethancl.D\PYK~Ethancl.D
Sample : 756

Peak Number: 31 at 21.026 min Area: 31114380 @Area % 0.05
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\NIST14.L )

1 Eicosane, 10-methyl- 155823 054833-23-7 70

2 Heptadecane, 2Z-methyl- 115555 00156€-89-0 70

3 Pentacosane 207499 000628-38-2 68
eicosane 10-methyl- heptadecane ,2-methyl-

ISSN: 2250-1177 [95] CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex

Abundance Scan 1560 (22.781 min): PYK-Elhanol D\data.ms m/z 74.00 100.00%
| 74.0 |
‘ @0 | [
5000 | ‘ /
| ) 143.0 109 2979 270, 2240 22,60 2290 20,00 23.20
110, | [ 13549 4119 449.1 492.3522.7563.8584.
ol A bbb SIS, A9 4401 492.3522795985045 /2 87.00  69.24%
mz-> 0 S0 100 150 200 250 300 350 400 450 S00 550 600
Abundance #130817: Hexadecanoic acid, methyl ester / |
74.0 ,
| | I
5000 430 | 22.40 22,60 22.80 23,00 23.20
‘ 43.0 270.0 m/z 43.00 66.01%
i l " 0 | 1350 2390 A
[ e s T P e e o, = e e e 2 2 )
miz=> 0 s0 100 150 200 250 300 350 400 450 500 550 600 {1
Abundance Gis #130822; Hexadecanoic acid, methyl ester [
3 s B RADSS ] Loy
| 22,40 22,60 22.80 23,00 23.20
5000" m/z 41,00 47.27?
430 143.0 f
' 2 227.0 2700 -
| ALY 1850 | /\
0 e e e e Bt T e e SRS S o e N f\
miz-> 0 50 100 150 200 250 300 350 400 50 500 550 600
Abundance #1 H | Y T T 1
| 74.0 TGS e T e 22.40 22.60 22.80 23.00 23.20
\ m/z 55.00 46,02?
50000 430 f
! 143.0 '
| 111,0 1850 2270 2700 /
0"- T A : T —3 ¥ r—r—e—r — = o o e s S et T o p e M a2 Y
miz-> 0 5 100 150 200 250 300 350 400 450 500 550 600 22 40 22/60 22,80 23.00 23.20

Data File: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\756-PYK-Ethanol.D\PYK-Ethanol.D
Sample s 796

Peak Number: 32 at 22.781 min Area: 46346808 Area % 0.08
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\NIST14.L
1 Hexadecanoic acid, methyl ester 130817 000112-39-0 98
2 Hexadecanoic acid, methyl ester 130822 000112-39-0 87
3 Hexadecanoic acid, methyl ester 130820 000112-39-0 96

/OYV\N\/\N\/

o}

Hexadecenoic acid, methyl ester

ISSN: 2250-1177 [96] CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex
Abundance Scan 1567 (22.869 min): PYK-Elhanol Didata.ms m/z 43.10 100. qm
1 |
1810 J'.
5000 : I /\
"?'ol‘ﬁﬂ § 2'?-0 261.0 —— TS s
g ot | A 294032463552 4120 4494 4889 5265 566.0585, 22.60 22.80 23.00 23.20
o ! T T I A L e s e T A £ [ ""a‘ mfz 57.10 78.491
mz-s 50 100 150 200 250 300 350 400 450 500 550 600 |
Abundance l‘s%az B-Methaxy-| 1,2 4]trinzolo{4,3-a)pytidine-3-thiol K
181
|
| f A
e
5000 | 22.6022.80 23,00 24.20
580 o070 m/z 181,00 68.55%
Ll 1510 TV,
0- =S S 5N ==t TS - -— = - ; g gy e T T ,i' —
miz—> 50 100 150 200 250 300 350 400 450 500 550 600 v /A
Abundance HBT4B4: zw;;'r;;m:e. &-(3-acalyl-1 cyclopropen-1-yh-3-hydroxy-6-mathyl, (R R")- / )
| St} Y
1230 ' 2260 22.80 23.00 23.20
5000 . m/z 41.10 67.08%
|
790 /
Oobusbhayal o ) 2240 . ) '
miz=> 50 100 150 200 250 300 350 400 450  SG0 S50 600 JoA
Avbundance #138513. 7,9-Di-tert-bulyl-1-uxaspiro(4,5)deca 6, .2 Bdii e o S0 N
57.0 " e 22,50 22,80 23.00 23.20
m/z 55.00 65.3151‘;
= 208.0 \
010 175.0
R A [~ /)
D e S PR = : I = AT T
miz-> 50 100 150 200 250 200 950 400 450 500 S50 600 22.60 22.80 23.00 23.20

gatali'ile: t_?é_\Sarat.hi documents\Saradhi Documerits\GC-MS DATA\756-PYK-Ethanol.D\PYK-Ethanol.D
Elﬂp - =

Peak Number: 33 at 22.869 min Area: 18906830 Area % 0.03

The 3 best hits from sach library. Ref\# CAS\¥ Qual
C:\Database\NISTI4.L
1l 8-Methoxy-[1,2,4]triazolo[4, 3-a)... 48932 100D1BE-B0-8 53
2 2-Heptancne, 6-(3-acetyl-l-cyclo... 87464 078091-85-7 53
3 7.9-Di-tert-butyl-l-oxaspiroi(d,5... 136513 DB2304-66-3 50

7,9-di-tert-butyl-1-oxaspiro(4,5)deca-5,9diene-2,8-dione

ISSN: 2250-1177 [97] CODEN (USA): JDDTAO
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7:10 Scan 1596 (23.235 min): PYK-Ethanol.D\data.ms m/z 73.00 100.00%
|
213.1 L S &
T \ R DA 54
| 3131 35493866 42884606 503.0533.6564.9595. 23.00 23.20 23.40 23.60
al L L.” 131, 33493808 420.84606 S503.0333.856495055. /2 T43.10  97.10%
mizs S0 100 1S0 200 250 300 350 400 450 500 550 600
Abundance #117417: n-Hexadecanoic acid
430 790 '
5000 ( " 256.0 [
7 e
| | ”| 129.0 23.00 23,20 23.40 23.60
L 213.0 m/z 41.10 B8.69%
1 $ |l 171.0 t 1
o- 4 i o Y SIS WY s ey TN SR e e /
miz—s 50 100 150 200 250 300 350 400 450 500 S50 600 /1
#117419. n-Hexadecanoic atld f
’ 730 ) A
‘ L | SR
430 1290 256.0 23,00 23.20 23.40 23.60
m' 213.0 m/z 60.00' 83.46%
i 171.0 ‘
oA LA L4 L . . e (,
miz—> 50 100 150 200 250 350 400 450 500 550 600 .
Abundance #117418 n-Hexadec: ) - s R S s
0.0 aneccd 23,00 23.20 23.40 23.60
f m/z 55.00  78.69%
5000/ 129.0 i
| | 79 1710 2130 2560 /
() [ J~‘_' B e T ; R T SR —— [y —— e T R
Mize 50 100 150 200 250 300 350 400 450 SO0 S50 600 23.00 23.20 23.40 23.60

Data File: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\756-PYK-Ethancl.D\PYK-Ethanol.D

Sample s 756

Peak Number: 34 at

The 3 best hits from each

C:\Database\NIST14.L

1 n-Hexadecanoic acid
2 n-Hexadecanoic acid
3 n-Hexadecancic acid

OH

ISSN: 2250-1177

23.235 min Area: 2686327858 Area % 4.65

library. Ref\# CAS\# Qual
117417 000057-10-3 99
117419 000057~-10-3 99
117418 000057-10-3 a9

n-Hexadecanoic acid

[98] CODEN (USA): JDDTAO
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Unknown Spectrum based on Apex
Abundance Scan 1613 (23,450 min): PYK-Ethanol D\data.ms m/z 88.00 100.00%
88.0
5000, 431 ‘ \
57.0 2411 2841 BB 45 oot A 25
m.o Mg 4 7 23.20 23.40 23.60 23.80
ok ,.uliu"““ i m”“" 4007, 4494 47.3518.2549.95009 /2 101.00 59, 21%
miz<> 0 100 tso zoo 250 30 400 450 500 S50 600
Abundance #144309: Huudu:wdcnddemweﬂu
88.0
A
o 2320 23.40 23.60 23.80
55.0 157.0 241.0 mo m/z 41'3.10 44.4¢6%
o___w—wul¢L¢J§i..~—4?gg_*~ B hv. e /
mi-s 0 50 100 150 200 250 son 350 400 450 500 S50 600 /1
Abundance i #144304. Mexadecanoic acid, ethyl estar / |
2320 23.40 23.60 23.80
Sooon 430 m/z 41.10 36.85%
0 tii 1250"7° 1990 200 240 _ B \
miz-> 0 50 100 150 200 250 300 30 40 450 500 550 600 A
Abundance #144307. Hexadecanoic acid, ethyl estec e r yree
| 88.0 23.20 23.40 2360 23.80
m/z 55.00 35.40%
‘ 430 A
5000, |
ok 1230 570 1994 2300 2840 [
B IR e G St T e s e B S == el 0o 0| B0 AT
mizes 0 50 100 150 200 250 300 350 400 450 500 550 600 zazozuoasozs.ao

Data File: G:\Sarathi documents\Saradhi Documents\GC-M3 DATA\756~PYK-

Sample : 756
Peak Number: 35 at 23.450 min

The 3 best hits from each library.

C:\Database\NIST14.L

1 Hexadecanoic acid, ethyl ester
2 Hexadecanoic acid, ethyl ester
3 Hexadecanoic acid, ethyl ester

Ethanol .D\PYK-Ethanol.D

Area: 306920613 Ares % 0.53

Ref\# CAS\ §

144309 000628-97-7 99
144304 000628-37-7 98
144307 000628-97<7 a4

/’DYV\N\/\/\/\/

ISSN: 2250-1177

Hexadecenoic acid, methyl ester
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6 QSmn 1675 (24.233 min): PYK-Ethanol. D\data.ms
] z
| |
|
sumi " | 2449
73.0 203.0

'u'- Lhdd | 1290 N O i “28_0.9?1';;1 3549 40274332 48705186 56525975
miz-s 50 100 150 200 250 300 350 400 450 500 550 600
Abundance ;sem: Ethanone, 1-(2,6-dihydroxy-4-methoxyphenyl)-

167.0
|
5000 |
Q9 730 1110 ]

ST T B o B e 5 T T LN ) T J T T L) T
miz—> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance — #5029%: Resorcinol, TMS derivalive

|
5000,
[ a0 780

n 107.0137.

(1] T o - e ¥ e - e .
miz—> 50 100 150 200 25 300 350 400 450 500 S50
Abundance £49734; 2.2-Dimethylbipheay!

167.0
|
5000
| §

o120 650 1150 | |

0 - - e . e e
mz—> 50 100 150 zonesosoussum 450 S0 ss0 800

m/z 166.90 100.00%

=TT e Y
24.00 24.20-24.40 24 ECI
43.00 46,08%

24.00 24,20 24.40 24.60
m/z 1B1.90 37.97%
WA,

7
¥ o

R

T

24,00 24.20 24.40 24.60

mfz 244. 9% 33.64%
|

H /

724100 24.20 24 40 26.60
m/z 69.00  30.34%

e

240024.202440‘2&55

Data File: G:\Sarathi documents\Saradhi Documents\GC-MS DATA\T56-PYK-Ethanol.D\PYK-Ethanel.D

Sampls : 156

Pgak Number: 36 at 24.233 min

Tha 3 best hits from each library.

Area;

75660721

Ref\4 CAS\#

C:\Database\NISTLl4.L
1 Ethanone,
2 Resorcinol, TMS derivative
3 2,2'-Dimethylbiphenyl

HO

HO

Ethenone, 1-(2, 6-dihydroxy-4-methoxyphenyl)-

ISSN: 2250-1177

1= (2, 6=dihydroxy=-4-met. ..

50228 007507-89-1
50296 017882-01-8B
45734 000B05-39-0

2,2'-Dimethylbiphenyl

[100]

Area % 0.13

CODEN (USA): JDDTAO
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Scan 1679 (24.283 min): PYK-Elhanol.D\data. ms

Journal of Drug Delivery & Therapeutics. 2019; 9(5-s):73-104

m/z 166.90 100.00%

>
e

T
24.00 24.20 24 40 24,60
m/z 43.00 47.57%

A

Bl B

241002‘202‘ .40 24.60
m/z 181.90  39.99%

s

24,00 24.20 24.40 24.60
m/z 69.00 33.91%
|
i\

R oty S (LA Tl

2400242024402460

m/z 55,00 29.49%

— T

e
240024202‘402460

Abundance
I 166.9
-
l A A7P.o J 233.0
otk i ]. o ‘2?-°1 2020 1 28093131 35503858 431.0 4891 531.4563.0592.?
- . 3e
miz—> 50 100 150 200 250 350 400 450 500 550 600
Abundance s050228 Ethanone, 1+(2, S-dvhydmxy-d methoxyphenyl)-
167.0
s |
430
79.0 111.0
o[_ e o [ - ' e T T T T
miz—-> 50 100 150 200 250 300 350 lOO 450 500 550 600
Abundance #49729: 4-Ethylbipheny!
, 167.0
|
5000
|
I
S st B%qE0 | )
b Ll S [ Aot O oW T =5 T, S B e o S s S e e s e b S | .y
miz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance - #50297: Hydrequinona, TMS detivative
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Table 1. Phytocomponents found in pykure capsule by gc-ms analysis.

S.NO. COMPOUND NAME MOLECULAR FORMULA MOLECULAR WEIGHT
1 3,3-Diethoxy-1-propanol C7H1603 48.20gm/mol
2 2-Pentanone, 4-hydroxy CsH1002 102.132gm/mol
3 Acetaldehyde, methoxy- C3HeO2 74.01gm/mol
4 Carbonic acid, ethyl-, methyl ester CH203 62.024
CsH15NO4 30189.211
5 Diethyl carbonate CsH1003 118.132gm/mol
6 Bicyclo[4.2.0]octa-1,3,5-triene CgHs 104.152gm/mol
7 Benzaldehyde C7He0 106.12gm/mol
8 Ethane dioic acid, diethyl ester CeH1004 146.14gm/mol
9 Propane dioic acid, oxo-, diethyl ester CsHsO3 116,116gm/mol
10 Pentane-1,2,3,4,5-pentaol CsH120s 152.145gm/mol
11 D-Arabinitol CsH120s 152.246gm/mol
12 3,3-Diethoxy-1-propanol (CH)3CCH20H 88.15gm/mol
13 Propane, 1,1,3,3-tetraethoxy C7Hs0s 220.133gm/mol
14 1,2,3-Butanetriol C4H1003 106.121gm/mol
15 5-Hydroxymethylfurfural CeHeO3 126.11gm/mol
16 2-Heptenal, 2-methyl- C2H402 60.252gm /mol
17 2-Propenoic acid, 3-phenyl ethyl ester C11H1202 176.125gm/mol
18 4-Methylphenoxyacetonitrile CoH9NO 147.177gm/mol
19 Tricosane C22Has 324.637gm/mol
20 Tetradecane, 2-methyl- CisHs2 212.421gm/mol
21 Ethanone, 2-hydroxy-1,2-diphenyl-, oxime C14H13NO2 227.269gm/mol
22 2-Bromo dodecane C12H2sBr 249.236gm/mol
23 Dodecane, 2,6,11-trimethyl- CisH32 212.421gm/mol
24 Hexadecane, 2,6,10,14-tetramethyl- C20 H42 282.556gm/mol
25 Acridine CisH9 N 79.13gm/mol
26 (3-Methoxy-2-nitrophenyl)acetic acid, methyl ester | Co Ho N Os 211.173gm/mol
27 Pentatriacontane Css H72 492.96gm/mol
28 3-phenylprop-2-enoic anhydride CisH14 03 278.307gm/mol
29 trans-1-Cinnamoylimidazole CoH g N2 144.177gm/mol
30 Undecane, 2-methyl- C1s H3o 246.438gm/mol
31 Isopropyl octadecyl ether Co H22 02 162.273gm/mol
32 Docosane, 7-hexyl- Cos Hsg 394.772gm/mol
33 Eicosane, 10-methyl C21 Has 296.583gm/mol
34 Hexadecenoic acid, methyl ester C17H3402 270.45gm/mol
35 8-Methoxy-[1,2,4]triazolo[4,3-a]pyridine-3-thiol Ce Hs N3 119.127gm/mol
36 2,2'-Dimethylbiphenyl C14 His 182.144gm/mol
37 4-Ethylbiphenyl C12His 182.266gm/mol
38 Hydroquinone, TMS derivative CeHeO2 110.11gm/mol
39 Benzene, 1-methyl-4-(phenylmethyl)- CsH10S 138.228gm/mol
40 5-tert-Butylpyrogallol C10H1403 182.219gm/mol
41 Ethanone, 1-(2,6-dihydroxy-4-methoxyphenyl CoH1003 185.175gm/mol
42 2-Nonyl-1-ol, diethyl acetal C11H2402 188.311gm/mol
43 9-Octadecenoic acid (Z)-, methyl ester C13H2402 212.333gm/mol
44 11-Octadecenoic acid, methyl ester C19H3602 296.495gm/mol
45 Octadecanoic acid, ethyl ester C20H4002 282.48gm/mol
46 1,1'-Bipheny], 2,2'-diphenoxy- C12H12N2 184.242gm/mol
47 17,21-Dimethylheptatriacontane Cs9Hso 549.069gm/mol
48 trans-Geranylgeraniol C20H340 290.491gm/mol
49 S-(-)-1,2,4-Butanetriol, 2-acetate C4H1003 106.121gm/mol
49 Styrene CsHs 104.152gm/mol
50 1,3-Butanediol, (S)- C4H1002 90.122 gm/mol
51 S-(-)-1-Phenyl propanol CoH120 136.194 gm/mol
52 1,5,6,7-Tetrahydro-4-indolone CsHoNO 135.168 gm/mol
53 Benzaldehyde diethylacetal C11H1602 180.247 gm/mol
54 Trans-Cinnamic acid C9Hs02 148.158 gm/mol
55 Tridecane,7-hexyl- C19H 40 268.529 gm/mol
56 n-Hexadecanoic acid C16H3202 256.4 gm/mol
57 Resorcinol, TMS derivative CeHeO 2 110.1 gm/mol
58 8-(2-Nitrophenoxy)octan-1-ol C14H 2104 267.325 gm/mol
59 Eicosane,2,6,10,14,18-pentamethyl C25 Hs2 352.691 gm/mol
60 Oleic acid Cis H3402 282.47 gm/mol
61 1-Bromo-11-iodoundecane C11 H23Br 235.209 gm/mol
62 tert- Hexadecanethiol Css Ho9 AuS3 969.467 gm/mol
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63 Supraene C19H10Br40sS 331.35 gm/mol
64 Isopropyl octacosyl ether C4H100 74.123 gm/mol
65 2-Methyltriacontane Cs164 H 436.853 gm/mol
66 2-Methylpentacosane Ci6H34 226.448 gm/mol
67 Squalene CsoHso 410.73 gm/mol
68 Hexadecane, 7,9-dimethyl- CisHss 254.502 gm/mol
69 Triacontane, 11,20-didecyl CsoH102 703.366 gm/mol
70 Nonadecane C19Has0 308.773 gm/mol
71 Disulfide, di-tert-dodecyl C24H30S2 402.787 gm/mol
72 Tricosane C23Has 324.637 gm/mol
73 Eicosane C20H42 0 282.529 gm/mol
74 Hentricontane C31Hea 436.85 gm/mol

4. CONCLUSION

Ayurvedic herbal formulations are widely used in allopathic
era for their effectiveness and reduced risk of side effects.
Pykure is a poly herbal capsule containing Mesua ferreq,
Terminalia chebularates, Cuminium cyminium, Azadiracta
indica, Saraca indica, Abutilon indicum, Picrorhiza kurroa and
Red ochre. Label claims different dosages for varied
pharmacological activity in Bleeding hemorrhoids, fissures
and rectal swelling, prolapsed of rectum, fistula. For quest of
compounds present in poly herbal formulation.
Spectroscopic studies mainly Gas chromatography and Mass
spectroscopy was carried out and 74 known compounds
were reported and matched with NIST library of IICT.
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