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Copies of spectra

M- 400z

AR Ho:HEDS12/1873
Analyst: Canash
Date: 23rd Rog. 2012

WOCLEDE HL
FRQ (MHZ): 400.23
EXE : sZpu]
3-phenyl-1H-isochromen-1-one
Chemical Formula: Cy5H03
Exact Mass: 222.07
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Data: 3rd Sap.2012
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5,0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisolopic Mass, Evan Elactron lons
38 formula(e) evaluated with 1 results within limits (up to 4 best isctepic matches for each mass)
Elements Used:
C:0-25 H:0-28 MN: 04 ©:0-2
ASOB-VIKKY 1-048
UT1211_072 15 (0.278) Cm (14:16-57.61x0.010) 3-phenyl-1H-isochromen-1-one 1: TOF MS ES+
1 2230762 Chemical Formula: CysH 0> #98er00
wil Exact Mass: 222.07
221.0534|
*
] 2240122 225580 276.0270
1 | 224.0809 T 2340817 2401038, o0 264.1045 :
| 2080848 213.9663 || | [pasoriszancors | T oinoass ST o500880 2600505 265.1045 555 o531 | 2781506
. T - e . . - - - - prrrer R SN AN SR -,
2100 215.0 2200 2250 2300 2350 240.0 2450 250.0 2550 260.0 2650 2700 2750 280.0
Minimum: -1.5
Maximum: 5.0 5.0 80.0
Mass Cale. Mass mba PEM DBE i-FIT Formula
223.0762  223.0759 0.3 1.3 10.5 2.2 €15 Hil o2
TDC-F-04 ASOB-VIEKYZ—033 in oDC13
HME—400MHE
AR.No:ME0912/731
Analyst: Ganash
Data: 10 th Sap2dlZ
WUCLEUE HL
FRQ (MH=z): 400.23
EXF : sZpul .
3-(4-bromophenyl)-1H-isochromen-1-one
Chemical Formula: CygHgBro,
Exact Mass: 299.98
4
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HME-400MHE
AR.No: ME0S12/1406
Rnalyst:Haribaba
Data: 14 th Sapallz
HOCLEUE c13 o W @ e " &
$ (MEz) - J:O.GS = : G : ;1 E
AR 88 L | I
an A8
&1l
@ 5 3-(4-bromophenyl)-1H-isochromen-1-one
T ; = s Chemical Formula: C4gHgBrO,
A 5 :
K - g3 Exact Mass: 289.88
o
g
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for I-FIT =2
Manaisotopic Mass, Even Electron lons
6 formula(e) evaluated with 1 results within limits (up to 5 closest results for each mass)
Elements Used:
C:0-20 H:0-20 ©:0-2 Br 0-1
3-(4-bromophenyl)-1H-iscchromen-1-one
ASDBICVIKSI0538 Chemical Formula: CgHgBrO, _
130211012 16 (0.292) Cm (5:28) Exact Mass: 299.98 ETOFNS e
1.28e+003
1004 300.9862 3029636
J |
1 301.9787
| 209.9784 |
% | |
] ; |
| i 301.0788 | 3.9858
1 299.2867 | 3021 303.1488 | 307.1884
ol 2082607 2803530551 3002910 [, | e i | eeter 305.0808 5053057 306.1762 306.9841. | 072584
258.00 259.00 300.00 201.00 302.00 303.00 304.00 308.00 308.00 307.00 E
Minimum: -1.5
Maximum: 5.0 5.0 B0.0
Mass Calc. Mass mDa BPEM DEE i-FIT Farmula
300.9862 200.9864 0.2 bl "0 10.5 837.3 Cl5 Hio 02 Br
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TOC-J-04  ASDB-CVIES-0S3A in ©ocLa

MME- 400MEE
AR.B0:MEL112/1786
Analyst: Haribabo
Data: Zlst Now. 2012

WOCLEDE - HL
FRQ (MEZ): 400.23
G : =2pul

3-(4-aminophenyl)-1H-isochromen-1-one
Chemical Formula: CysHq4NO;
Exact Mass: 237.08
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Elemental Composition Report
N, Page 1
Single Mass Analysis S J:: J
Tolerance =50 PPM / DBE: min = -1.5, max = 80.0 i §
Element prediction: Off e
Number of isotope peaks used for i-FIT = 3 E
Moncisotopic Mass, Even Electron lons e Chemical ;'o;f:u.; c‘sn‘,-m,‘q“
102 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mat - .
B otol (up p 5g) Exact Mass: 237.08
C:025 H.025 N 01 ©07 ClLo-2
ﬁé’?ﬂ?‘é{;‘iﬁ A UT1211_121 20 (0.367) Cm (15:28-57:77x0.010)
5.85e+003
100+ 238.0874
£
1
4 |
i 237.0797 | 238.0813
{ 2385074 237.0188 | 2380222 |
ol TS 2366414 N |2srasa2 237.6108 0222 l23m 1938 2385688 2390859 391900230 50802306038 2398578 .
235 . X . — : : H00D0.5009, : 98678
23650 23875 23700 23725 23750 23775 23800 23825 23850 23875 23600 23925 23950 23975 24000
Minimum: -1.5
Maximum: 5.0 5.0 BO.O
Mass Calc. Mass mia PPM DBE i-FIT Formula
238.0874  238.0868 0.6 2.5 10.5 n/a €15 H12 N 02

TOE-J-04  AS0B-CVIES-072  in one1z

BME- 400MEE
AR. Bo:MEL012/3702
Analyst:Canash
Data:25th Oct.2012

WUCLEUE - H
FRQ (MEZ) : 400.23
EXF : szpml

3-{p-tolyl)-1H-isochromen-1-one
Chemical Formula: CygH 4302
Exact Mass: 236.08
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TOC-F-04 AS0E-CVIELE-07Z in €DCL3

HME- 400MEE
AR.Ho:MELO12/3043
Analyst:Ganash
Data: 31st OCt.200

WUCLEUE - c13 d = - .
FRQ (MH=z) : 100. 63 qdz= = G
e ]
= da L
B I
3-(p-tolyl)-1H-isochromen-1-one
- T Chemical Formula: CqgH4505
" - o o=
o pER Exact Mass; 236.08
L LR g
oA a4 5
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Elemental Composition Report P: 1
age

o~ CHa

|

Single Mass Analysis rf
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 80.0 " /*“]/.q‘v
Element prediction: Off & g
Number of isotope peaks used for i-FIT =3 7 I

Manaisotopic Mass, Even Electron lons

20 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass) Hp-tolyl)-1H-isochromen-1-one

Elgments Us-gd' Chemical Formula: CygH 120,
Eﬁotgm::b?fu 0 0-7 Exact Mass: 236.08
1: TOF MS ES+ UT1211_124 20 (.366) Cm (20:27-45:71:0.010)
. 270813 4 050+003
J |
]
%7 2380843
{
| 2380953
2361362 2383180 270176 |
o . | 2365719 _ 2367704 S| 2957 aarasen  zavenas BT e5m | sasoag 238.5703 238 6338
- Rt il L - '.-.-.1’.---—1—-—-—'-'—— miz

. —r— - e e
23500 236.20 236.40 236.60 236,80 237.00 237.20 237.40 23?‘.50 23780 238.00 23820 23840 23860 23880

-=1.5
5.0 0.0 B0.0
Mass Calc. Mass mDa PEM DBEE i-FIT Formula

237.0918 237.0816 0.2 0.8 10.5 nfa Cl6 H13 oz
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HME- 40 00
AR.Ko:ME1112/201
Anzlyst: Ganosh
Data:05th Nov.201%

NUCLEUE HL
FRQ (MHz): 400.23
EXE s3pul

3-(2-bromophenyl)-1H-isochromen-1-one
Chemical Farmula: CygHgBrO,
Exact Mass: 299,98

8 7 & 5 4 3 2 1 ppm
b s e i el i o
X 8 88 8 =&
HME- 400MHE
AR.No:ME1112/872
Analyst: Haribabu
Data:05th NHov.2012
NUCLEDE €13 " .
PR (MEz): 100, €% R G
EXF : sZpul o <
R I ,
s R T s e, 2 E 3-(2-bromophenyl)-1H-isochromen-1-one
THEn T Agaigg - Chemical Formula: C gHgBrO,
N Exact Mass: 299.98
-
T
g
L e e LA L e e e
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

27 formula(e) evaluated with 1 results within limits (up
Elements Used:

C:0-30 H:0-30 0:0-4 Br:0-1

to 5 closest results for each mass)

3-(2-bromophenyl)-1H-isochromen-1-one
Chemical Formula: CsHBrO,

Exact Mass: 299,98

AS508/CVIK19/073B Gajanan
130211014 19 (0.353) Cm (19:34) 1: TOF MS ES+
4.31e+002
302.9835
100 300.9855
0
% 301.9761
: 299 9763 203.9872 307.1834
i 307.0921
1 297.1660 299.0064 S— 305.1132 I 09.1676
Lo bl Ll Lul X .l J‘ . l 5.0498 | 309.1900
O-trry e P e eyt o e A ottt Fre it b \"r'!“' L""F-r-|-'v'--r‘r-.4'€‘!xl4'l|-1'-[-1’~:—r1--|* tvtpersrrlBilp e ez
297.0 298.0 299.0 300.0 301.0 302.0 303.0 304.0 305.0 306.0 307.0 308.0 309.0
Minimum: =Lidh
Maximum: 50 5.0 80.0
Mass Calc. Mass mba PPM DEE i-FIT Formula
300.9855 300.9864 -0.9 -3.0 10.5 §3.9 C15 H10 02 Br
TDCI-04 ASOE/CVIEZ/030E 1n CDC13
=
HME-400MHE
AR.No:ME1112/1017
Analyst: Haribabu
Data:14th How.2012
o}
WocLEmE m 3-butyl-1H-isochromen-1-one
$ =) - ‘22;: Chemical Formula: CysH 1405
Exact Mass: 202.10
{ _ ,
l L M | T
L o e e e e o e L e e e e e e e e e B LI m e e e e e B B LI s ma s s sy e ey
9 8 7 & 5 4 3 2 1 0 ppm
T i o T = b e o o
& B @ a 5 & B 3
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=
ToC-7-04 AS0&-ovmx2-050m in cocld
-4 00 O
AR NMC:MELLL12/1534 .
analyst: mazibabs 3-butyl-1H-isochromen-1-one
Dasa: 1%:h mow 3013 .
Chemical Formula: Cy5H 4402
Exact Mass: 202.10
NUCLEDS (k) -
TR (Mmz): 100. 65 - A E E
= : sZpal 24 93
= :: - - e =
PR -
3 ]2 i I\P a oz §
- ] 2 - *
1 ] 4 i 9
i A
B -
5 g
. r. g
“ 1 i
g "
3 Y . b
m mﬁln Ll N . n
L e
160 140 120 100 80 &l 40 20 PEm
Elemental Compositi
P on Report Page 1
Single Mass Analysis ™~
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off T =
Number of isotope peaks used for i-FIT = 3 |
I Mass, Even E lons
38 formulae) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
Elements Used:
C:025 H:0-28 N: 04 ©O:0-2 3-butyl-1H-isochromen-1-one
ASDE-VIKKY1-050 B .
UT1211_073 13 (0.251) Cm (13:22-89:79x0.010) Chemical Formula: CgH140; 1: SES
Exact Mass: 202.10 HTor e
100, 203.1065 o
%,E 244.1346
1 2031277 |
{ F | 2451384
1 . .131 1.70‘_9 185.0069 191.1673196 2083 ‘ | 504.129? 2171172 :leo_'|_:“_5,‘1_1/’23.5950 231.1381 2.-? ?sm ¢ 250.1506260.1318_266.1174_ 3_?1..:!935*_
175 180 185 180 185 200 205 210 215 220 225 230 236 240 245 260 266 280 o885 ov0 | 275
-1.5
5.0 5.0 80.0
Mass Cale. Mass mha FPM DBE i-FIT Formula
203.1065  203.1072 -0.7 -3.4 6.5 8.7 €13 H1S o2
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TODCT-04 ASOE/CVIE4/05ZE in  CDCL3

HME-400MH
AR.No:ME1112/1018
Analyst: Haribabu o
Data:14th Now.2013
o]
NUCLEUES HL
FRQ (MHE) : 400.23 O
EXE : s2pul N
3-pentyl-1H-isochromen-1-one
Chemical Formula: Cy4H 50,
Exact Mass: 216.12
A ’Lu )
L B e e e e e B e L S e e e e e e e S ESL I H e ey e e e e e e e L e s s e e e e e B
9 ] 7 [ 5 4 3 2 1 ppm
o s i o i e o
: 8 83 & 8 g o8 2
TDC-F-04 A308-CVIK4-032B1 inm CDC13
HME-400MHET
AR.No:MEL112/2110
Rnalyst: Canash =
Data: 2Z3rd Nov. 2012
(0]
WOCLEDE c13
FRQ (MEz): 100.63 - o
EXF : sIpul E -3 -
o g 3-pentyl-1H-isochromen-1-one
L= Chemical Formula: Cy4H05
b Exact Mass: 216.12
g 28 .,
o o M
. a4 - E E A0 g d
A b s | g
3 3 2
o i =
P 3
..r...:u.. ' o g _J L " * _n-lJ....n.m'.l-... unﬂ“d . L
L L e e
200 180 160 140 120 100 80 €0 40 20 ppm
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Elemental Composition Report r\] Page 1
. = d
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = .1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3 ©
] ) 3-pentyl-1H-isochromen-1-one
;‘Ionolsn!oplc Mass, Even Electron lons gsn:cal Formula: C4H 1+0-
4 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matches for each s CTEE2
Elements Used: ¢ each mass) Exact Mass: 216.12
C:0-25 H:0-25 N:0-2 0:0-7
ASOSICV
eE M;MEQELZ B UT1211_118 28 (0.515) Crn (26:32-67.92x0.010)
, 7814003
100 217.1220 311368
1 |
% 208.0401 |
| 2o | 258.1452
1 | 6035
1 2071245 | 210.0884 218.1261 N | e
1180.0440 192.0625 199, ,- | 226.0133 [ 250,1523
P8 L o ok Lot 200376.201.0267 247165 249 0878255 903 [
1800 1850 1900 1950 2000 2050 2100 2150 2200 2250 2300 2350 2400 2450 2500 | 2650 | 2600
Mindmum; -1.5
Maximumn: 5.0 10.0 80.0
Mass Cale. Mass mba PPN DEE i-FIT Formula
217.1220 217.1229 -0.9 “4.1 6.5 402.2 Cl4 H17 o©2
TDCI-04 ASO8/CVIE3/051E i1n CDC13
HME-400MHE
AR.No:ME1112/1013
Analyst: Haribabua
Data:1l4th Now. 2012
=
NWOCLEUE : H1L
FRQ (MEZ) : 400.23
EXE : sZpul
3-hexyl-1H-isochromen-1-one
Chemical Formula: Cy5H 150,
Exact Mass: 230.13
4 .
A
i} \J
e e e e e e e IS B e oo e e e e e e B L e o o e o e L B e e e e e B e
9 8 7 6 5 4 3 2 1 ppm
T o T e [ i
-~ 2 W 2 A R ®
& A o & w n @ "
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Toc-2-04 AS0§-ovix3-05in im ocl3
me-ithns =
AR.HO:ME1112/ 1535
Analyst: Eazibaba
Dasa: 19:h mow.2012
MUCLED! : 13 .
T e, 100.6% 3-hexyl-1H-isochromen-1-one
= 52 .
F= Chemical Formula: C45H1505
a : R
$3 " Exact Mass: 230.13 $9d
g ap Aog=
g 98 . 28
s L) cj £ 1.5 17 g
| # 3 . 2
Fpw 4 =
L_ 1
g F
o - =
g 3 B g
3 S
2 o
A ! I L . -l
AL e e e e
160 140 120 100 20 &0 a0 20 ppm
Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoigotopic Mass, Even Electron lons

75 formula(e) evaluated with 1 results within limits (up to 5 best isotopic matehes for each mass)
Elements Used:

C:0-25 H: 025 N:03 007
ASOBICVIK3I051 B

.
[ L
¥

i

3-hexyl-1H-isochromen-1-one
Chemical Formula: CygH 50,
Exact Mass: 230.13

e e UT1211_117 32 (0.587) Cm (32:36-85:82x0.010)
1.79e+004
100+ 231.1373 2721648
]
o]
1 231.1628
1 o 200,0388 2171014 [,232.1414 2721679
| 182.061 . h 5 ’ £o
ol BT q7iags 1920818 208105 1 250128|| | 2381118 247 1674 2581484 ZTO057 101 ougs 0O 3118488 3170520
LAY LB B A BARL T T : .. ey
180 170 180 180 200 210 220 230 240 250 260 270 280 200 300 om0
=1.5
5.0 16.0 80.0
Mass Calc. Mass mba PPM DEE i-FIT Formula
231.1373  231.1385 -1.2 5.2 6.5 8.9 €15 H1s o2

12
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TOC-F-04 ASDB-CVIEG-DS4C  im ©ooLE

EMER—-4000MEz
AR.No:ME1112/1441 i CI
Analyst: Canash
Data: 19th Now. 2012 O
NUCLEDE HL
o e s 3-(3-chloropropyl}-1H-isochremen-1-one
Chemical Formula: CqzH4Cl0s
Exact Mass: 222 04
|l
J 1 41
¥, A h J L/ . 1
T T T T T T T T T T [ T T T T [ T T T T [ T T T T T T T T T T T T T T T T
-] 7 6 5 4 3 2 1 ppm
i b i o T e e -
] g & 2 # ] z
TDC-J-04 AJOB-CVIKE-DI4E in CcoDC13
HMR-400MHE
AR.No:ME1112/2111
Roalyst: Ganash
Data: 23rd Hov.2012
= Cl
WUCLEDE - c13 o d o (8]
FRQ (MEzZ): 100. 6% -4 G
EXF sZpul o -
3-{3-chloropropyl)-1H-isochromen-1-one
Chemical Formula: CysH44ClI02
Exact Mass: 222.04
w38 g
- o . g
3 2EH & n L
=87 5 o |
o | - B
, l i
H 3
L L o o e L e O e e
180 160 140 120 100 80 60 40 20 ppm

13



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013

Elemental Composition Report Page 1
Single Mass Analysis B o
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0 o

Element prediction: Off
Number of isotope peaks used for i-FIT = 3
3+{3-chloropropyl)-1 H-isoc hromen-1-one

Monoisolopic Mass, Even Electron lons i
51 formula(e) evaluated with 1 results within limi ; Chemical Formula: G:2Hy,CI0;
Elements l{Je,Jed uatec wilh T results wiihin fimits (up ta 5 best isatopic matches for each mass) Exact Mass: 222 04
C:0-25 H:0-25 0©:07 ClLo-2
ASOB/CVIKEDSS B
ASOBICVIKEI0S: UT1211_119 21 {0.398) Cm (21:27-58:71x0.010)
3.91e+003
100 2230525
1
o
] 2230883
I 2278442228033 222752 F2E0T! L 2::3 18922232175 __223.2055 2233506
22280 222.70 222.80 222.50 223.00 22310 223.20 22330 223.40 223.50 m
Minimum: -1.5
Maximum: 5.0 5.0 o
Maszs Calc. Mass mba PRM DRE i-PIT Formula
223.0526  223.0526 0.0 0.0 6.5 n/a €12 H12 02 cl
TOC-F-04 A30B-CVIKS-035E in CDCL3
OH
G- 400MEE -
AR.¥o:HME1112/1442
Analyst: Ganash (o]
Data: 15th Nov. 2012
0
WOCLEDE ot 3-(4-hydroxybutyl)-1H-isochromen-1-one
FRQ (MBZ): 400.23 -
: =zpm. Chemical Formula: C4H 404

Exact Mass: 218.09
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WG 4000

AR ¥oME1113/3134
Analyst: Ganesh
bate: 23rd Mow. 2013

WCLEUS (4% ]

RO (W) 100.63 i § £
o sapul .o
L
Y
3+(4-hydroxybutylj-1 H-isochromen-1-one
Chemical Formula: CyzH 4,05
Exact Mass: 218.08
MR- -
* Y35 -
R e '3
<057 o 84 ¢
xna n a2 " a
L7 5 B . ;
- g
-
2 5
L -
i ¢ ‘ 3
a 7 a
| a
R B B B B B B I B i B e B R R R AR R EEEEEREEEE R
180 160 140 120 100 80 60 40 20 ppm
Elemental Composition Report OH Page 1
S
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Moo  Even Electron lons 3-(4-hyd roxy.buty!]-1 H-isochromen-1-one
52 formula(e) evaluated with 1 results within limits (up to 5 best isatopic matches for each mass) Chemical Formula: CyqH,404
Elements Used: :
C:025 H025 0:07 CLO-2 Exact Mass: 216.09
ASOBICVIKE05S B UT1211_120 50 (0.93) Cm (47:53-54:1040.010)
1: TOF MS ES+
B.07e+003
100- 2191016
1 |
1 I
%
217.0887 é zazon, 2%
2158842 218324 | 2175054 21800902 2189173 ©7,219.5946  220.5768 221.10862215734 222.0618 2225849 223.0958 240130
L s e - . . . T Al W OAN0TH F22.0810 223049 L
218.00 217.00 218,00 219.00 220,00 221,00 222.00 ' 223.00 224.00
Minimum: -1.5
Maximum: g0 5.0 BO.0O
Mass Calc. Mass mDa FFM DEE i-FIT Formula
219.1016 21%9.1021 0.5 -2.3 6.5 0.4 €13 H15 03

15
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TDC-F-04 AJ0S-CVIKLO-O60 in coc13
NME-400MEE
AR.No:ME1112/1363
Analyst: Canash
Data: Z0th Wov. 2012
NUCLEUS HE H
pie e o 3-(4-(pentyloxy)phenyl)-1H-isochromen-1-one
Chemical Formula: CggHagO5
Exact Mass: 308.14
J [ - -~ J ~
——TT T T T T T T T 7T T ——T T T T T T T T T T T T
8 7 5 4 3 2 1 0 ppm
R el 35 S Bpl B i
8P 8 & 8 B8 8 8 B
TOC-J-04 AS08-CVIKLO-DED in oDC13
RME-400MHE
AR.Ko:ME1112/2112
Rnalyst: Canash
Data: 23rd Now. 2012
NUCLEDE c13
FRQ (MHZ) : 100.63
EXE sZpul
i 3-(4-(pentyloxy)phenyl)-1H-isochromen-1-one
T Chemical Formula: CoqHpnO5
Exact Mass: 308.14
R g4
T g 8 JE
- _: P -
_— q o
o o
- i 22
a4 m )
| l [
| ‘ J| fl ‘ |
Wt y e
L o o L B R SRR
180 160 140 120 100 60 40 20 ppm
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 FPM / DBE: min = -1.5, max = 80.0
Element prediction: OFff

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
18 formula(e) evaluated with 1 results within limits {up to 5 best isotopic matches for each mass)

O

[ Yl//j
CFTO

3-(4-{pentyloxy)phenyl)-1H-isachromen-1-one
Chemical Formula: CHzn04

Page 1

Elements Used:
C: 025 H:0-25 ©:0-7 Exact Mass: 308.14
ASOBICVIKIOS
1: TOF MS Egm UT1211_122 21 (0.400) Cm (17:26-68:86x0.010)
100 309.1488 1.35e+004
%]
1
3081411 310.1526
...l 3083895  308.56833087713308.9607 | 3002725 309.5924300,7934 085216 | 340 3745310.3613 3108202, 0gep 3111678 3112632
. ) 2786y o iz
30800  308.25  30BS0 30875 30900 30925 30850 30875 31000 31025 31050 31075 31100 31125 31150
Mindmum: -1.5
Mascimum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DEE i-FIT Formula
309.1488  30%.1491 -9.3 1.0 10.5 15.3 £ H21 03
TDC-F-04 AS0S-CVIKL1-D03S in CDCY: /
HME- 400 oy |
AR.Ho: MEDS12/876 = M
Anzlyst: Canash
Data: 11 th Sap20l2
NUCLEDE HL
) = ‘Egpﬁ 3-(pyridin-2-yl)-1H-isochromen-1-one
Chemical Formula: Cy4HgNO;
Exact Mass: 223.06
”
J
l . JL -
L e e o e B B B B B B o e o e B L e B o e e e e e ) (s e e o e o e e o e B
3 8 7 [ 5 4 3 2 1 pom
o et gl
E &8 BHS o E]
S e E; -
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TDCT-04  ASOE/CVIELL 053 in  CDC13

HME:- 4 00MHEE
AR.No: ME0S1Z/ 1405

Analyst:Haribaba =
Data: 14 th Sap2012
o
s N
NUCLEDS - €13 N .
FRQ (MEZ) : 100.65 : s
EXE sZpul i -
3-(pyridin-2-yl)-1H-isochromen-1-one
Chemical Formula: C4HgNO,
Exact Mass: 223.06
«
EE
SLEEEEE
i =
s33 g3
o ~ J o
4 &
RN §
. ilE
b
g
e L
L L I e L e e e e
180 160 140 120 100 80 €0 40 20 ppm

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off '

Number of isotope peaks used for i-FIT = 3

Monoisolopic Mass, Even Electron lons

15 formula(e) evaluated with 1 results within limits (up to 4 best isotopic malches for each mass)

Elements Used:

C:0-19 H:0-10 N: 04 Q.02
A508-VIKKY1-055

UT1211_075 26 (0.486) Crm (26:28-73:79:x0.010)

224.9?18

2250758

J/ 256.0979 276,028

T e T e e 400
‘1.5

5.0 5.0 0.0

Mass Calc. Mass mDa PEM DEE
224.0718  224.0712 0.6 2.7 10.5

i-FIT

3912870  447.1382 4674100 551.4544
500

620.3740 8513473 "045%87 785 5000 8207620  g06 0000 gap260s

Page 1
=
S
= N
3-(pyridin-2-yl)-1H-isochromen-1-one
Chemical Formula: C,4HgNO, 1: TOF MS E5+
9.93¢+003

Exact Mass: 223.06

T T miz
650 700 750 800 50 00 850 1000

N ooz
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TDC-J-04 AS08-CVIK1Z-0356 in cDC13
HME-400MHE
AR.No: ME0912/875
Analyst: Ganash
Data: 11 th Sep20li
NOCLEDS : H1
FRQ (MEZ): 400.23
= : st 3-(4-pentylphenyl)-1H-isochromen-1-one
Chemical Formula: CogHagOs
Exact Mass: 28215
r (
r . , J A
—,Y¥¥ 77T 777
8 7 3 5 4 3 2 1 ppm
e s e e
T ez = 2 h g & z

TOCT-04  ASOE/CVIELL/ 036  in  CDC13

HME-400MHEz
AR.Ko:ME0S12/1404
Analyst :Haribaba
Data: 14 th SapadlZ
NUCLEDE - c13 - - - -
= na B Geg 3 =
T3 ’,E: g B B 3-(4-pentylphenyl)-1H-isochromen-1-one
1t Chemical Formula: CogHag0g
Exact Mass: 292.15
8
G g s88 i
mo - om o o
5 R J a4 T | o
5 "
J 8 £ 7
@ -~.l ) i i - o B
E E E: o a
; g "
b 2
3
L
3
g
B B L e o e e B
160 140 120 100 80 60 40 20 ppm

19



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013

Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance = 5.0 FPM / DBE: min = -1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
3 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for sach mass)
Elements Used:
C:0-22 H: 022 0:02 3-(4-pentylphenyl)-1H-iscchromen-1-one
AS08-VIKKY1-056 . .
UT1211_076 17 (0.325) Cm (17:20-85:72x0.010) Chemical Formula: CgH03 1: TOF MS ES+
. 1 5.78e+003
0. 293 1544 Exact Mass: 29215
{
%_] 3341815
] | 585.3008
4 2240719 l:§35.1557 31,2067 2233‘:19
11301581203, 1068, ;276.0301‘\ | { 492'2["5’_5‘17'259‘7 | I 6503172 7708488 gpp 55378243479 gy sann sso2m28
150 200 250 00 350 400 450 500 5§50 600 650 700 750 800 850 900 950 1000
=1.%
5.0 5.0 80.0
Mass Cale. Mass mba PPM DBE i-PIT Formula
293.1544  293.1542 0.2 0.7 0.5 4.3 c20 H21 02
TDC-F-04 AS0S-CVIKL3-057 in CDC13 S
BME-400MEE ﬂ N/
AR.No: MED912/874 ““\
Anzlyst: Sanash
Data: 11 th Sap2dl
NOCLEDE F HL
x-S = 3-(2-methylthiazol-4-yl}-1H-isochromen-1-one

Chemical Formula: C3HgNO,S
Exact Mass: 243.04
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TDCI-04  ATOB/CVIEIS/ 087 im  CDCL3
MME- 400MEE

AR.No: MEOS12/1403

Analyst :Haribaba

Data: 14 th Sap2dll

c1z
100,63
s3puL

134. 670

148,136
5,338

140,032

129,965

—125, &49
‘—123, 640
120, W3

119, B30
e

100,

o '

e

'IN/>"

77.313

\—75.675

3-{2-methylthiazol-4-yl}-1H-isochromen-1-one
Chemical Formula: Cy3HgNO5S
Exact Mass: 243.04

18,971

L e ]

180 1s0 140

Elemental Composition Report

Single Mass Analysis

120 100

Tolerance = 100.0 FPM / DBE: min = -1.5, max = 80.0

Element prediction; Off
Number of isotope peaks used for i-FIT = 3

Monoisctopic Mass, Even Eleciron lons

13 formula(e) evaluated with 1 results within limits (up to 4 best isotopic malches for each mass)

Elements Used:

C:015 H: 015 N:02 002 S:01
ASOB-VIKKY1-057

UT1211_077 31 (0.573) Cm (30:32-62.88x0.010)

100+

%l

]
{ 215.9656
ol2

2440428

| 245.0485

2200 2250 2300 2350

Minimum:
Mazximum: 5.0

Mass Cale. Mass pEM

244.0428 244.0432

|
224.0712 | | 2480418 251 1235
22680112 2341372 _ 241.0224 s :
2400

ic0.0

2450 2500 2550 | 2600

80.0

DBE i-FIT Formula

c13

260 0525261 6978 289.1623
L o L

H10 N 02

80 60 40 20 ppm

Page 1

ps

3-(2-methylthiazol-4-yl)-1H-isochromen-1-one
Chemical Formula: C3HgNOSS
Exact Mass: 243.04

TOF MS ES+
1.208+004

a76.0677 279.1560 2850757

L 2034553  297.1943 )
2750 2800

T miz
2500 295.0 300.0

Ll L
265.0

700 2880

5
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0
3-(2-hydroxy-3a,6-dimethyl-8-oxo0-2,3,3a,4,5,5a,8,9,9a,9b-decahydro-1H-
cyclopentala]naphthalen-2-yl)-1 H-isochromen-1-one
Chemical Formula: CpyHpgOy
Exact Mass: 378.18

ToC-F-04 AT08-CVIKS-0T0 lin o1z

HME-400MHEE
AR.No:ME1012/2338
Analyst: Canosh
Data: 23rd Oct.2012

NOCLEUE H1
FRQ (MEZ): 400.23
EXF : szpu1

—
T=



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013

0
TOC-FOE RMSSCVIRL-DTD an cneiE 3-(2-hydroxy-3a,6-dimethyl-8-0x0-2,3,3a,4,5,5a,8,9,9a,9b-decahydro-1H-
HME-400MEE cyclopentalalnaphthalen-2-yl)-1H-isochromen-1-one
AR.Ko:ME1112/564 N .
Amiyet: Harivas Chemical Formula: CgyHpeOy
Data:07th Hov.2012 Exact Mass: 3758.18
NUCLEUE c1z - oa oo
FRQ (MEz): 100. 65 oA
e L e L
<
- o - -
cG Lo @ 358 &
& mada e PR o
PR @ S, "TRRERNEE U3
Aiand 8 L2 Lilalgs o8
5 h o 4
w el a s 7 1
2z H
S 4 g z
2 R 5 s
& = - &
o’ ' 3
& g ( 5 ]
] Lo | C
FPURPREFPRPIRTWCH bmommely J . o aratpommrut K mptipsrhy iy ey
L e e e e e R R R R R
200 180 160 140 120 100 80 60 40 20 ppm
Elemental Composition Report
p B Page1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for -FIT=2
9
Moricisotopic Mass; Evin ElBctonilons 3-(2-hydroxy-3a,6-dimethyl-8-0x0-2,3,3a,4,5,5a,8,9,9a,9b-decahydro-1H-
12 formula(e) evaluated with 1 results within limits (up to § closest results for each mass) cyclopantasinapthitien-2:31)-1 Hdwachramsn:1-ons
Elements Used: Chemical Formula: CoyHp0,
C:0-30 H:0-30 0O:0-4 Exact Mass: 378.18
ABDB/CVIKA/070B s
130211013 30 (0.561 ) ajanan
(0.561) Cm (22:32) 1: TOF MS ES+
100 379.1897 Siresg
% \
1 380.1918
1 [
1 4 E
{ 1711847 1 4202160  442.1968 "
{ 267, 1342 317.0518 377.1718 :
ALl e L TR A SRR 5721567 TSV oarasen 247
180 200 220 240 260 2B0 300 320 340 360 380 400 420 440 460 480 580 600 620 640 660 GBO 70O
Minimum: Ry
Maccimum: 5.0 5.0 80.0
Mass Calc. Mass mDa PEM DEE i-FIT Formula
379.1897 179.1309 -1.2 -3.2 11.5 15.3 C24 H2ZT 04
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ToC-F-04 AJ0S-CVIRZ0-074 in coC13

HME-400MHE

AR.No:MEL112/202

Analyst: Ganash -

Data:03th How. 2012 H

NUCLEOE - H1 (8]

FRQ (MEz): 400.23

EE sapud 3-(2-hydroxycyclohexyl)-1H-isochromen-1-one

Chemical Formula: CysHg03
Exact Mass: 244.11

L‘_\
——
T
—

. . | J
I e e N B s e e B S R L s e e o e S B LA B s e e e e e e e B S S e
8 7 6 5 4 3 2 1 ppm
ey E - —
g 84 2 a b Cl
-
TDC-JF-04 AJ0S-CVIKZO-074 in cDC13 H
HME-400MEE
AR.No:ME1112/870 (0]
Analyst: Haribabu
Date:0sth Nov.2012 3-(2-hydroxycyclohexyl)-1H-isochromen-1-one
Chemical Formula: CysHg04
WUCLEUE - c13 Exact Mass; 244,11 b o
FRQ (MHZ): 100.63 4 [
EXE : s2pul ~ ke o
: E 4 ] o
L
EFE ..
§ Ly - 8
& v e 93
iz 8 8 L
A
L i o o o L e e I L B o e B S
180 160 140 120 100 80 &0 40 20 ppm
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

9 formula(e) evaluated with 1 results within limits (up to 8 best isolopic matches for each mass)

Elements Used:

C:0-20 H: 020 O:0-4
ASOBICVIKZ0/074A

130103004 13 (0.365) Cm (13:18)

100, 227.1064

i
%- 1
| 228.1008

g

224 0889 ! ;2‘3.11 18

ol _180.0443 188.0704 208.0387.211.1483
o S s . il A L -

2451173

Page 1

=
0 H

Q

3-(2-hydroxycyclohexyl)-1H-isochromen-1-one
Chemical Formula: CysH 04
Exact Mass: 24411

Gajanan
1: TOF M3 ES+
35804004

2621418 2681320  Hoq4 3001857 305 1147

317.0533

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 256 260 265 270 275 280

Minimum: 1.5
Mazximum: 5.0 so.o

w
a

Mass Calc. Mass mba FPM DBE i-FIT

245.1173  245.1178 -0.5 2.0 7.5 1.2 C15

TDC-F-04  AS0S-CVIEZI-07S in coc1a
HME- 400MEE

AR.No:MELL1Z/618

Analyst: Ganash

Dats:0Bth Nov.201%

WUCLEUE =m
FROQ (MHZ) : 400.23
EXE :

s2pul

Pormula

miz

H17 ©3

OH

3-{hydroxymethyl)-1H-isochromen-1-one
Chemical Formula: CgHgO5
Exact Mass: 176.05
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HME-400MHE
AR.No:ME1112/964
Rnalyst: Haribabu
Data:12th Wowv.2012 OH
s
NOCLEDE c13 -]
FRQ (MEZ) : 100. 63 Moo @®
ze L amm Cr
= 7 5 3-(hydroxymethyl)-1H-isochromen-1-o
" ; g o o E Chemical Formula: CygHgO5
“ - o - -
=% L s @ n Exact Mass: 176.05
G
4 0z -
@ & B
4 2 3
9
&
" N S, — " . -
L e
160 140 120 100 80 =] 40 20 ppm
Elemental Composition Report Page 1
Single Mass Analysis OH
Tolerance = 5.0 PPM / DEE: min = -1.5, max = 80.0
Element prediction: Off ™
MNumber of isotope peaks used for i-FIT = 3
Mongisolopic Masgs, Even Electron lons
8 formula(e) evaluated with 1 results within limits (up to & best isctepic matches for each mass)
Elements Used:
C:0-20 H0-20 O:04
AS08/CVIK21/075A )
130103005 10 (0.278) Cm (8:12) 3nhydroxymethyl)-1H-isachromen-1-one  _, culeoss
) 159.0445 Chemical Formula: CygHgO4 3.01e+003
“ Exact Mass: 176.05
1 143.0594
% |
1 | 177.0546 160,064
| 1520482 | 160.0485 208.0396
’ 190,557 2271073 -
11021285 o carn 1350706 ¢ . |190.5573 [ ¢ 2370511 257.5653 2?5.?279 2880400 :sosit)?a?
100 110 120 130 140 150 180 170 180 190 200 | 210 220 | 230 | 240 250 | 260 | 230 | 280 20 a0 a0
Minimum: -1.5
Mascimum: 5.0 5.0 80.0
Mass Cale. Mass mDa PPM DBE i-FIT Formula
177.0546  177.0552 -0.6 -3.4 6.5 5.8 10 HS 03
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TE-2-04  AN-OVIRIZ-0NL in (==

WO 430
AR Bo:MEDLIV/ 216
Analyst: Canesh
bate: Jrd Jan 200.

1 ety Hepyra 2ol 3 AH. 1
HH ¥ Lt

one
‘Chemical Formula: € o Hy, N, 0,
Exact Mass: W2.11

I I
8 : | 6 5 4 3 2 1
byl w o
888 ] %
MOCLETS al e
™y oiz) 100.63 1 8
e o E
T8
i N
25
erf o
] J) HH!WHQ;NI-::I:MJMMI'WF

Chwemical Formula: €y Hy My @
Exact Mass: M1

—130. 683

136 801
134.433
112 . &3
31.093

y:
%

23.233
122 82s
118706

140
106,
39.12%

167. 103

|

180 160 140 120 100 80 60 40 20
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Elemant prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

5 formula(e) evaluated with 1 results within limits (up to 8 best isotopic matches for each mass)
Elements Used:

C:0-20 H:0-20 M:0-2 O:0-2

. Page 1
T ,l.\:;

l:;i’ﬁ;i;;

3-{4-{1.mathyl-1 H-pyrazol-d-yljphanyl}-1 H-isochroman-1-one
Chemical Formula: CygH 4yN202
Exacl Mass: 302.11

ASDBICVIK22/041
1 TOF MS ESs 130104008 5 {0.150) Cm (5)
4.05e+004
100+ 3031144
|
* |
: !304_1205 344.51414
| |345.1480
U080 1500380 0m0as0 422782 g9 1gzpzrnoes |10 4 3902206 3912841 o0 p3pg 4300268 4887210 gpy 1799
140 180 180 200 220 240 280 280 300 | 320 0 | 30 40 ko ad0 | awn | as0 sk
Minimum: -1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-PIT Formula
303.1144 303.1134 1.0 3.3 13.5 68.8 €13 H15 N2 02
TDC-F-04 AI0F-CVIKZZ-042 in Cl3
BME-400MHEE
AR. No:ME0113/291
Analyst: Ganash
Data: 3rd Jam 2013.
WOCLEUE - o
FRQ (MHZ) : 400.23
o : szpul
r 3+(2"4'-difluoro-[1,1'-biphenyl]-4-yl)-1H-isochromen-1-one
Chemical Formula: CaqH45F 204
{ Exact Mass: 334.08
QUIU ._M A\ |UL.A..
e L E e e o B o B e L e e e e e e I B e s e e e e LA s e e e e e e
] 7 6 5 4 3 2z 1 ppm
e e
58 g 8 g
non . " v
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[ H
AR. Noo MEOLLID/ 461
Analyst: Ganesh
Data: 4R Jam 201).
WOCLEDS 3 alin
me os) 100.43 EE B
e saped rfl s
(4§
F
]
L]
@ 1
a
"y M '
3 & Chemical Formula; CyHyF:0y
" .:.4:‘-\ Exact Mass: 334 08
A% B il
. - L]
L AE X aﬂ-&g:
1823 -/‘l‘) | Tals
A4 |l R
Wzt
Tt 78 s
2% big S
23 (33
”"
"~
-
-
-
III!IIllllIIIII|l||lllll!|ll‘l|llll|lllIIYIII"IIII'IIllllI!IIIilI|KIIIIllIIIIII$|III!II‘IIII‘II"III]I
180 160 140 120 100 80 60 40 20 ppm
Elemental Composition Repert Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 80.0
Element pradiction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Eleciron lons

7 formula(e) evaluated with 1 resulls within limits (up to 8 best isctopic matches for each mass) Chemical Formula: G H 2F20,

342 4 difiucrobiphenyl-4-yl)-1 Hdsochromen-1-one

Elements Used:
C:0-22 H:0-30 0:0-2 F:02 Bract Mass: 33408
ASOBICVIK23042 "
ASOBICVIK2I: 130107010 14 (0.385) Cm (11:16-{1:7+28:31)x0.010)
4,86¢+003
100+ 391.2839
] 335.0870 i
4 I |
1 276.0263 |
] ) 376.1140
% | 2791581 354 gog7 |
] # 2 338.3416 | | 4235852
] : i [ 2950706 3170840 | | 3922674 436,109
:] 23165 2rioses ||| | .m.nzs [,32;?-?‘03 1] 2472482 5“32359-3533| [ | 420.0874 424589 4366149 4542804
[ S— e LY | PO MMV ot || 1/ ||’3 ) PP 700 | TR O T | PP R biy Hareiotettbeity miz
240 250 260 270 280 290 300 310 320 330 34D 350 3O 370 380 360 400 | 410 | 420 430 | 440 | 4%0  4wo
Minimum: -1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa FEM DBE i-FIT Formula
335.0870  335.0884 -1.4 -1.2 4.5 1.0 €21 H13 02 F2
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O-2-04  ASOROVIEI4-04) TR -1
W04 0 E
AR Bo MEDL1Y/ 217
\nalyst: Canask
bate: 3rd Jan 201D,
=
WCLINE 1] |
RQ (eiz) 450,23
o . a2pal
3-4-(naphthalen-1-yljphenyl})-1H-isochromen-1-one
Chemical Formula: CyH 602
Exact Mass: 34B.12
. A
Tr+ro v+ r | rrr . r ¢ rr . rrrrr&r.1 171 L L L |
8 7 3 5 4 3 2 1 ppm
I_|_I'|"ﬂ_' LI.I
85 R 2
.o
[
KR o E011 3/ 458
Analyst: Camosh ‘
Date: dth Jan 2013 Q
4
LIS =t Yy
FRQ (M) : 100. 68 f\“ =
e 1 s3pul Q
o
3-{4-(naphth yl)phenyl)-1H-isoch 1-ane
Chemical Formula: CasH 4404
" Exact Mass: 348.12
:==" -
*g5A I
AR | Rg¥
ow N
E:: 2.g883 \1)
s"°8. LMD
] adBg 32 e Haninta
gE= o L B - .wfgn N
re 26 L1932 FRdT i
it 53 & *] H
»
8
4
R B L B B L L L I L B L N R R R R RS R EERRERRE N
180 160 140 120 100 80 60 40 20 PP
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM |/ DBE: min = -1.5, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisctopic Mass, Even Electron lons
7 formula(e) evaluated with 1 results within limits (up to 8 best isctopic matches for each mass)

[ Page 1

204 1 1H. 1

Chamical Formula: CasH ey

Elements Used:
C:0-30 H: 025 ©:0-2 Exact Mass: 348,12
ASDBICVIK24/043 1 "
ik isary 130107011 11 (0.298) Cm (10:13)
6.30e+003
100, 338 3443
% |
] l
|339.3240
lsara 3363177 3383000 348,1247 348.1223
D_ﬁfm?\‘:moa@u 3203631 334"52{ ‘\ 1_340.35773421?54 345.1307 Y 350'”3?,.35!.8221 356.3426.357.1458 3501365
LA MRS LA A A AR sy AR Basss ey T e e : e miz
3260 3280 3300 3920 3340 33O 3O MO0 | 3420 | 3440 | 3460 | 3480 3500 | 3520 | 3540 | 3560 | A0 | 3600
Minimum: =1.5
Maximum: 5.0 5.0 80.0
Mass Cale. Mass mbDa PPM DEE i-PIT Formula
349.1223 349.1229 0.8 =1.7 17.5 19.9 C25 H17 02
IDCF-04 AS08/CVIK26/026 in  CDC13
HMR- 400MH=
AR Mo:ME0313/2465
Analyst: Haribabu
Date: 27th March 2013
WUCLEUS H
Pl MHz) - 400.23 .
SO, o Chemical Formula: CygHyp05
Exact Mass: 252.08
Molecular Weight: 252.26
K_J ke . J\ L
L P B o oy P = 2 T T e e PR R
9 8 7 6 5 4 3 2 1, -0 ppm
A = s ol T T e
& a3 a 2 ] z
- S o - - "
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TDCJ-04 ASOB/CVIRZ6/026 in CDC13 OCH;4
HME- 400MH= TR
AR.No:MEO313/2670 I

Analyst: Baribabu = (o]

Date: 28th March 2013

Chemical Formula: CgH;205

o R 588 Exact Msss: 252.08
EXP : s2pul Ep e Malecular Weight: 252.26
g §% B
T

gl o
" 42
v .
it R a
N :
= o
s
= @
B
a
=
% B
a8 3 3
© e = 2
: & g
&
g 8 8 £

‘., . " " ‘ e sy et
WMWW*W ¥ ol aisi I " i " s

200 180 160 140 120 100 80 60 40 20 Ppm
AS0B/ICVIK26/026 S o . .
13032801 18 (0.493) Cm (18:21-58:62) 1: TOF MS E4S:;3|
100, 270.1153

| 1 | 2701600

| 270.067T1

| 270.0300
:a7010 |, N A S S N S B N
270 ] I . ]
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Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM [/ DBE: min = -5.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

15 formula(e) evaluated with 1 results within limits (up fo 5 closest results for each mass)
Elements Used:

C:10-20 H:10-20 N:0-2 O:1-5

ASD8ICVIK26/026

1: TOF MS ES+

270.1153

.. .. %. .. .8

270.0300270.0671 |
269.7153 2697910 20°-85%7 N

| 270.

Page 1

13032801 18 (0.493) Cm (18:21-58:62)
4.43e+002

270.5607

T BRBES RARESSAS T

26850 26960 26070 | 26980 | 26890 | 27000  270.10

Minimum: -5.0
Maximum: 5.0 10.0 80.0
Mass Calc. Mass mha PPN CBE i-FIT Formula
270.1153 270.1130 2.3 8.5 9.5 nfa Clé Hls

A Ranans

27060 27070 | 270.80
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