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2-iodobenzamide
Chemical Formula: CyHgINO
Exact Mass: 246.95
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2-iodo-N-phenylbenzamide

Chemical Formula: Cy3HpINO
Exact Mass: 322 98
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N-(3,5-dimethylphenyl)-2-iodobenzamide
Chemical Formula: CysH4INC
Exact Mass: 351.01
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2-iodo-N-{4-methoxyphenyl}benzamide
Chemical Formula: Cy4H 3ING5
Exact Mass: 352.99
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3-chloro-2-iodo-N-{4-methoxyphenyl)benzamide
Chemical Formula: Cy4H4{CINO,
Exact Mass: 386.95
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2-iodo-3-methoxy-N-(4-methoxyphenyljbenzamide
Chemical Formula: Cy5H 4INO4
Exact Mass: 383.00
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2-iodo-N-(4-methoxyphenyl)-5-nitrobenzamide
Chemical Formula: Cq4H4IN5Oy
Exact Mass: 397 98




2-(3,5-dimethylphenyl)-3-phenylisoquinolin-1(2H)-one
Chemical Formula: CaqHgNO
Exact Mass: 325.15
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2-(3,5-dimethylphenyl)-3-phenylisoquinolin-1(2H)-one
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Chemical Formula: CoqHgNG
Exact Mass: 325.15
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used for i-FIT =3

Moncisctopic Mass, Even Electron lons
32 formulale) evaluated with 1 resutts within limits (up to 10 closest results for each mass)

Elements Used:
C:0-30 H:0-30 N:0-2 O:0-3 2-(3,5-dimethylphenyl}-3-phenylisoquinolin-1(2H)-one
BOSRICOMALTS C ; P
121202008 17 {0.620) Cm {15:17-28:28) hemical Formula: Ca3H1gNO 1: TOF MS ES+
Exact Mass: 325.15 1,07e+003
100+ 328.1561
%_
] 3279613
1 297 1#'19 251 1433155 153& ZﬁB 2073 2402878 312.3241 32231”\5\ 323'152933? 151n 351;15;-& 355 1043 33-1«.24415 08,1738 414.2116 419315‘9
O-rretprie Lyl e b T o e et el L ARG FO[TELTEELTAYTL THAFE i AR S'ED -|-- ot kY SRt BT
230 oo ok |z | 2o 280 | a0 | 3l @ e | = 40 | 350 370 380 a0 | 410 420
Minimm: -5.0
Mauaci muam:: 5.0 5.0 a80.0
Mase Calc. Mass mia PEM DHE i-FIT Formila

326.1561 326.1545 1.6 4.9 14.5 0.7 C23 H20 N ©
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23 5-dimethylphenyl}-3-{4-pentylphenyl)isoquinolin-1{2H)-one
Chemical Formula: CpgHagNO
Exact Mass: 39522

.




2-(3,5-dimethylphenyl)-3-(4-pentylphenyl)isoquinolin-1(2H)-one

Chemical Formula: CagHagNO

Exact Mass: 395.22
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM { DBE: min = -5.0, max = 80.0
Element prediction: Of

Mumber of isolope peaks used for i-FIT =3

Monoksolopic Mass, Even Electron lons

37 formulafe) evaluated with 1 results within limits (up to 10 closest results for each mass)
Elements Used:

C:0-30 H:0-30 N:0-3 O:0-3

BO3B/COMAIIE 2-(3,5-dimethylphenyl)-3-(4-pentylphenyl)isoquinolin-1(2H)-one
131202009 4 (0.128) Cm (4-1:2) H < 1: TOF MS ES+
il Chemical Formula: CggHagNO B el
150 396.2345 Exact Mass: 395.22
“4 397.2391
-
i 3882436 WL paaR 5173254
4 3209426 3448048 3519608 T 00 TR AAZIE g 4792044800 gy mayy |, T 5313547 5454359 sazmszr
il e gty i b a8 Al M e |"'|-"-:--------n----.---&--I-"-I"'-|""|--""'-|"'| it e i A i e it il i i ] A i i il L
00 310 330 34D 350 360 370 340 380 400 410 420 430 440 450 40 470 480 500 510 520 840 550 560 G670 580 590
MinEmsm: -5.0
M mmuam ; 5.0 5.0 20.0
Mass Calc. Mass mDa BPEM DBE i-FET Formila

396.2345 396. 2327 1.8 4.5 14.5 2.4 28 Hio N O
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243 ,5-dimethylphenyl}-3-hexylisoquinolin-1(2H}-one
Chemical Formula: CasHarNO
Exact Mass: 333.21
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Elemental Composition Report

Single Mass Analysis

Tolerance = 6.0 PPM [ DBE: min =
Element prediction: Off

Mumber of isctope peaks used for (FFIT=3

-5.0, max = 80.0

Mencisotopic Mass, Even Electron lons

42 farmulae) evaluated with 1 results within limits (up to 10 closes? results for each mass)
Elements Used:

C:0-30 H:0-30 N:0-3 O:0-3

Page 1

1; TOF ME ES+
6,222+003

427 3878

BO3RICDMADT
131202010 B (0.278) Cm (B}
100+ 334.2189
1
%y
| 3152235
338.2268
D_. 208.0428 m.'liﬂ MZ&?I] 151_1470 2?9_1521,295.2539 508,189 320.2044
P | R A Rl e BARRAEAzas AL R LR LR Lt L LR ELE AL SRR L AAedal LEALE L
210 "o én o2 o | 260 | 500 0 920z 30 350
Minimum: =5.0
Maximum: 5.0 &.0 BO.O
Mass Calc. Mass mDa FEM DEE i=-FIT Formula
334.2189 334.2171 1.8 5.4 1.5 B.B c23 EHE W OO

3662086 371.315¢ 3912883
360

—
30

409.2717
et L mie
380
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2-(3,5-dimethylphenyl)-3-hexylisoquinolin-1(2H}-one

Chemical Formula: CosHo7NO
Exact Mass: 333.21
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Chemical Formula: CygHzpCING
Exact Mass: 325,12

3-(3-chloropropyl)-2-{3,5-dimethylphenyljisoquinolin-1{2H}-one

:
IR



@
[
?
L
T
el
<
=
K]
=
20
=
]
=
M,Hm& 9LETE
e =W
= o
9@
= 0oy
£23 o 6L9°6Z
= ]
m m = mom_omlx
358
Nouw
™ =
& B
™~
L= S9L €Y
Iu...C
o
[+]
2
(-3
[=]
e
L~/
=
9
o
=
6L9°9L
000" LL
£TE LL IM
LZL ZOT
612021
Sap £zl /
089" FZT—)
£52'S2I
gog Lz1—
evL Lzt —'
612 2ET
559 "gET— /
Sﬁ_mmﬁl\
59£°93T
£08°6VT
LST PST




Elemental Composition Report

Single Mass Analysis

Tolerance = 6.0 PPM / DBE: min = -5.0, max = 80.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT =3

Monoksctopic Mass, Even Electron lons

85 formutale) evaluated with 1 results within limits {up to 10 closest results for each mass)

Elemeants Used:
C:0-30 H: 030 N:0-3 O:0-3 CLOA
BOIGICDMADTE
131202011 16 (0.881) Cm (16)
326.1329
100-
- 3281324
| 9201355
261.1484 2640802 275.984128m 0501 2931770 346 15p4 320.2044 337.0775 _365.1855
At L0 M & ks e B i L 2y A Sty V) A RS Sy B L AL R B
280 250 270 280 280 300 30
Minimum: -%5.0
Maed o 2 5.0 6.0 20.0
Maga Calc. Mass MDE BEM DEE
326.1329 326.1312 1.7 5.2 10.5 c20 H21 N O Cl

Page 1

1: TOF MS ES+
4 Bdet+003

T Db ool R

e 380 380 400 210 420
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3-(3-chloropropyl)-2-(3,5-dimethylphenyljisoquinolin-1{2H}-one

Chemical Formula: CmHmCIN 0
Exact Mass: 325.12



3-(4-bromophenyl)-2-(3,5-dimethylphenyl)isoguinelin-1{2H}-one
Chemical Formula; CaqHaBrNO
Exact Mass: 403.06
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3-(4-bromophenyl)-2-3,5-dimethylphenyl)isoquinolin-1{2H)-one

Chemical Formula: CyqHgBrNO

Exact Mass: 403.06
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 50 PPM / DBE: min = -5.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
19 farmula(e) evaluated with 1 resulls within Bmits (up fo 10 closest results for sach mass)

Elemenis Usad;
C:0-25 H: 020 W02 O0-2 BrnoAa
BOIS/COMALDS
1128004 8 (0.279) O (01521 1: TOF M3 ES+
3 (A Bt ' i 46264003
404,0833 406,
100- 04,06
LT
407 0662
i
4050701
= 38026828090 (psy 3948945 39 g3 ag7oms  402.0482 | . 4120021 4200605 45 gse3 4355304 432 2766 4380608 4‘*”-3?“1
e e e e e et E e . + e e L e B e o B e I B L I S e Py L e
280.0 ams0 | 3000 | 2050 | 4000 405.0 4100 415.0 4200 4250 430.0 4350 4400
Miniomm: -5.0
Maztimams 5.0 5.0 BO.0O
Mass calc. Mass mDa BEM DEE i-FPIT Formula
04,0633 404 . 1650 -1.7 =4 .2 14.5 5.4 C23 H1% B O Br

3-{4-bromophenyl)-2-3 5-dimethylphenyljisoquinolin-1{2H}-one
Chemical Formula: CoqH zBrNG
Exact Mass; £03.06



2-(3,5-dimethylphenyl)-3-{4-(pentyloxy)phenyllisoquinolin-1{2H}-one
Chemical Formula: CogHagNO5
Exact Mass: 411.22
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2:(3,5-dimethylphenyl)-3«(4-{pentyloxy)phenyl)isoquinolin-1{2H)-one
Chemical Formula: CogHagNO4
Exact Mass: 411.22
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used for i-FIT=3

Manpisotople Mass, Even Electron lons
30 formulaie) evaluated with 1 resulls within limits {up 1o 10 closest results for each mass)

Elemenis Used:
C: 030 H:0-30 MW:0-3 0:03
BO3S/COMANZ0
131202012 24 (0.760) Cm (21:23-28:35) 1: TOF MS ES+
1,24e-++003
100 412223
%.
] 4132325
2021808 506 7gp S4ATST 353 30 sa5 2p0p 4102707 |[$142356  4S2718 4674304 agya3es 515764 sanzey 5855372 59U gorsose
s e R SN R L o S Lo S Eir At Ra s A L) RARRS RER WS RARSE S
300 320 30 | 360 8y | 400 @ 420 &40 480 480 500 520 540 880 580 800
Minimums: =5.0
Maximmams: 5.0 5.0 BO.O
Mass Calc. Mass mixa BEM DEE i=-FIT Formala
412.2201  412.2277 1.4 1.4 14.5 13.5 czs H30 W 02

2-(3,5-dimethylphenyl)-3-{4-(pentyloxy}phenyl}isoquinolin-1{2H}-one
Chemical Formula: CogHagNO,
Exact Mass: 411.22



2-(3,5-dimethylphenyl}-3-{p-tolyl)isoquinolin-1{2H)-one
Chemical Formula: CoyHoNO
Exact Mass: 339.16
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Elemental Composition Report

Page 1
Single Mass Analysis
Tolgrance = 5.0 FPPM | DBE: min = -5.0, max = 80.0
Element prediction: Off
Number of isotope peaks used for -FIT =3
Monoisctopic Mass, Even Electron lons
43 formulafe) evaluated with 1 resulls within limits (up to 10 closest results for each mass)
Elements Used;
C:0-30 H:0-30 MN:0-3 0O:0-3
BO3IG/COMADZ1
131203001 4 (0.138) Cm (&:5) 1; TOF MS ES+
1.61e+003
100+ m.lms
] |
1 89123
o ‘ 41,1758
ol 3152as B2 53003 s3p 212 | 39TmiSE | || Meamm R8O aaepees  34a00%0 Hhgolo FONTasosonw
3320 | 3340 | 3360 330 300 | 3420 3440 | 460 | 3480 /00 | 3520
Mindeums: =5.0
Mased mum s 8.0 5.0 BO.O
Mass Calc. Mass mDa PEM DEE i-FIT Formula
340.1718 340.1701 .7 5.0 14 .5 2.4 C24 H22 H ©

2-(3,5-dimethylphenyl}-3-{p-tolyllisoquinolin-1{2H}-one
Chemical Formula: CoyHoqNO
Exact Mass: 339.16



2-(3,5-dimethylphenyl)-3-(1-hydroxycyclohexyl)isoquinolin-1{2H}-one
Chemical Formula: CosHaogNO4
Exact Mass: 347.19
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2-(3,5-dimethylphenyl)-3-(1-hydroxycyclohexyl)isoquinolin-1(2H)-one
Chemical Formula: CoaHogNO2
Exact Mass: 347.19
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Elemental Composition Report

Page 1
Single Mass Analysis
Talerance = 5.0 PPM / DBE; min = -5.0, max = 80,0
Element prediction: Off
Number of izotope peaks used for i-FIT =3
Konoisotopic Mass, Even Electron lons
14 formula(e) evaluated with 1 results within limits {up to 10 closast results for each mass)
Elements Used:
C:025 H:0-30 N 02 O0-2
BOABICDMA1MD22
131129007 9 (0.338) Cm (9:11-1:2) 1: TOF M5 ES+
1.502+004
348.1063
me:-‘|
349.2000
J50.200T 3912845 404 06514332621 457 0504 4593854 5172112
T ¥ T T I '|frrr|TrFrrrrrnTrrrrT'r"rrrr T 11'r1'|‘|1-1|1-r|-:4-|ﬂ1:.—-—e| ¥ T mzwﬁn‘-z%
220 240 250 280 300 320 340 380 380 400 420 440 480 430 500 520 540 560 580
Minimum: =5.0
aceimum: 5.0 5.0 BO.O
Mass Calc. Masa mha FEM DEE i-FIT Formula
348.1963  348,1964 -0.1 -0.3 11.5 19.6 C23 H3E N o2

2-(3,5-dimethylphenyl)-3-{1-hydroxycyclohexyl}isoquinolin-1{2H}-one
Chemical Formula: 023H25N02
Exact Mass: 347.19
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2-(4-methoxyphenyl)-3-(4-pentylphenyl)isoquinolin-1(2H)-one

Exact Mass: 387.20




2-{4-methoxyphenyl)-3-(4-pentylphenyl)isoquinolin-1(2H)-one
Chemical Formula: CoyHgpNOg
Exact Mass: 397.20
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM [ DBE: min = -5.0, max = 80.0
Elemeant prediction: Off

Number of isotope peaks used for i-FIT =3

Manaisotapic Mags, Even Electron lons

18 formulale) evaluated with 1 results within limits {up o 10 closes! results for each mass)
Elements Used:

C:0-30 H: 030 N:O2 O 02

BO3&ICMIG1031

Page 1

131202002 10 (0.365) Cm (9:14-1:5) 1: TOF MS ES+
2.55e+003
. 3082116
%_
1 e ?99.21155
300.5214 3266220 | 330.9143 912845 || 400.2197
sl 1 TSI PR | e A o 3713167 3829218 | | ' 4273762 4311320434455 4469214 450 2755 ,‘5?.41:;1
e e L e e
300 30 320 330 340 350 360 370 g 380 400 410 430 440 450 50 470
Mimimum: -5.0
Mascimums: 5.0 5.0 g0.0
Mass Cale., Mass mba PN DBE i-FIT Formula
398.2116  398.2120 -0.4 1.0 14.5 e C27 HZE W 02

2-{4-methoxyphenyl)-3-(4-pentylphenyljisoquinolin-1(2H}-one

Chemical Formula: CozHz7NO;
Exact Mass: 397.20



g
N
AP
OMe

2-{4-methoxyphenyl)-3-phenylisoquinolin-1{2H)-one
Chemical Formula: CooH4-NO4
l( Exact Mass: 327.13
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2-(4-methoxyphenyl)-3-phenylisoquinolin-1(2H)-one
Chemical Formula: CasH7NO4
Exact Mass: 327.13

125.528
123.549
118, 501

113.948
—11.321

29,000
\__?s.sev

— 128, 629
127.407

129.607

% _129.072
55. 467

138.521
/—137.299
;/ 134.022
—131. 906
102.879

157.113
148.214

152.965
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM [/ DBE: min = -5.0, max = §0.0
Element prediction: Off ]
Mumber of isotope peaks used for i-FIT = 3
Monoisoiopic Mass, Even Electron lons
24 formutale) evaluated with 1 results within limits (up to 10 closest resulls for each mass)
Elements Used:
C:0-30 H: 030 N:02 O:0-2
e 1; TOF M5 ES+
131202003 22 {0.788) €m (18:23-31:33) 1:'.~F2 e
328.1351
100+
] 16.1588
4 ke 3281411
- ( 337.0720 ———
3%_15% 304.1505 3071918 311 263 3201750 322.;.3-“31 3242788 'l 335.2D1ﬂ-|. I 342;1 haT Fﬁ.im 250, Jl mfﬂz 35?.2392

L Y T VIS WU | RPN G (P NI AR o - T S SRR T S T o e AN T A E s mas s L

2850 3000 305.0 3100 3150 320.0 326.0 330.0 5.0 340.0 45,0 350.0 3550 360.0
Mindmum: =5.0
Mazximum 5.0 5.0 0.0
Mass Calc. Maes mia BEM DBE i-FIT Formala
128.1351  328.1338 1.3 4.0 14.5 6.8 £22 Hig W 02

2-(4-methoxyphenyl)-3-phenylisoquinolin-1{2H}-one
Chemical Formula: CosHy/NO5
Exact Mass: 327.13
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3-hexyl-2-{4-methoxyphenyl)isoquinolin-1i2H)-one

Chemical Formula: CoHogNO5

Exact Mass; 335.19
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3-hexyl-2-(4-methoxyphenyl)isoquinolin-1{2H}-one
Chemical Formula: CyHysNO5
Exact Mass; 335.19

123.633

113.734
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM { DBE: min = -5.0, max = 80.0
Element prediction: Off ;

Mumber of isotope peaks used for i-FIT =23

Mangisctople Mass, Even Electron lons
24 formurla(e) evalrated with 1 results within limits {uip 1o 10 closest resulis for each mass)

Elemants Used:

C:0-30 H:0=30 N:D-2 O:0-2
BOSSICVIGHN33
121202004 14 (0.508) Cm [14:15-1)
336, 1067
100
1
LT
| a7 2002
Fa
3362032 3521947
:[ LB gy qgrs 27R1613 3041214 s22.1836 b, 3702044 3912059408
- : T T FreeT T T ik Rk AR AR na ) LAA RS EARR] ERURARARA] REEAT LARL] Rubid IALE RARSI RARAE K
T o ar 280 | 260 | 300 | 310 | 390 330 340 = 350 360 370 340
Minimm: “5, 0
Maosd mmom: 5.0 5.0 BO.O
Mase calc. Mass mDa PEM DRE i-FPIT Formula
336.1967  336.1964 0.3 0.9 10,5 6.0 C2z HE K O2

3912869052802 412,133

Page 1

1: TOF MS ES+
1.01e+004

4381381
1assq203

380

400

0 RSN LA Bt s R SRR LA R
M0 aan | 430 | 440 | 450

S
T,
= OMe

3-hexyl-2-{4-methoxyphenyl)isoquineclin-1{2H)-one
Chemical Formula: CooHagNO5

Exact Mass; 335.19



3-(4-bromophenyl}-2-{4-methoxyphenyljisoquinolin-1{2H})-one
Chemical Formula: CoaH4gBrNO,

Exact Mass: 405.04




3-(4-bromophenyl)-2-(4-methoxyphenyl)isoquineolin-1{2H}-one

o
™ ~ .
=1 o Chemical Formula: CyoHgBrNO,
& e Exact Mass: 405.04
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Elemental Composition Report Page 1

Single Mass Analysis

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

MNumber of isotope peaks used for i-FIT=3

Monolsotopic Mass, Even Electron lons

24 formulale) evaluated with 1 results within fimits (up to 10 closes! results for each mase)
Elements Used:

C:0-25 H:0-20 N:;0-3 O:02 Br:

BOIGICVIG1I035 -
131202005 9 {0.338) Cm (5:10] 1
{0.338) Cm (5:10) f.25e+003
0 408.0461 4080449
%%
i
i 407.0511 408 0402
| 391.2553;932994 395.1310 ana.zu?sjm.tmdm.uazl o |41u,g5'29j11.ﬂ525 ﬁﬁ.mgjism soates 2230711404 0531 26,0511 ﬁz?.saa&m
I}-H—C—.—q--..,-’..'---.. o, == 2o A P N e e B I T 7 L R i S 2 | S [ \EiaLE e e R
Sobe | 39B0 | 9975 4000 4025 4050  40r5 4100 4125 4150 4178 4700 4225 4280 4275
Minimum: -5.0
Maximum: 5.0 B.Q Bo.0
Mass Calc. Maes mba PEM DEE L-FIT Formula
406 .0461 406 . 0443 1.8 4.4 1l4.5 2.4 Cc22 H17 W 02 Br

3-(4-bromophenyl)-2-{4-methoxyphenyljisoquinclin-1{2H}-one
Chemical Formula: CooHgBrNO,
Exact Mass: 405.04



2-(4-methoxyphenyl}-3-(4-(pentyloxy)phenyl)isoquinclin-1(2H)-one
Chemical Formula: CopHoyNO4
Exact Mass: 413.20




2-(4-methoxyphenyl)-3-(4-(pentyloxy)phenyl)isoquinolin-1(2H)-one
Chemical Formula: CopHapNO4

282 m 3
- S*3za Exact Mass: 413.20
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Elemental Composition Report Page 1

Single Mass Analysis

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

Mumber of isotope peaks used for iFIT=2

Monoisotopic Mass, Even Electron lans
19 formulade) evaluated with 1 results within limits (up to 10 ciosest results for each mass)

Elements Used:
Cr0-30 H:0-30 M:0-2 0O:0-3
BOIEICVIGDEE
131202006 8 {0.337) Gm (9) 1 TOF M3 ES+
9.86e+003
_— 414 2080
) 4152118
] 16.1541 g1a.2%0 4742189 529.2540
g 30951783 318. 3383456 3523417 3713108 3913870 405,040 | 443 1680 agsspeg 4743 506.1735519.2741 - i
T o IR R L ™ T AR b SRR LA ALAS) LoAns nass i) RS RGN ALLEE LRI RARA 1 HETET T [T e m—rrrn‘:rrr-rr--rrr- T a
300 30 240 a0 | ab0 41D | 430 | 430 | 846 450 450 470 450 490 SO0 510 50 530 540
Minimum: -£.0
Maximum: 5.0 .0 Ba. g
MaEs Ccalc. Mass moa =) | DEE i-FIT Formula
414 . 2088 414, 20649 2.0 4.8 14.5 15.4 027 HZE N O3

2-(4-methoxyphenyl)-3-(4-(pentyloxy)phenyl)isoquinolin-1(2H)-one
Chemical Formula: CopHayNO5
Exact Mass: 413.20



I“_'_'_"L

2-{4-methoxyphenyl)-3-(p-tolyl)isoquinolindl (2H}-one

Chemical Formula: CasHgNOs
Exact Mass: 341.14




§ - § n E § § 24{4-methoxyphenyl)-3-(p-tolyljisoquinolin-1{2H)-one
- L= ]
ok B wmeg Chemical Formula: CaaHgNO2
b o e 5 B (e B Exact Mass: 341.14
I 4/

/——131.93?
55.429
21.285

—77.321
" 76. 679

+7.000

103,040

f__137'444
137 .406

147.565
—138.567
r

157.059
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Elemental Composition Report

Single Mass Analysis

Tolerance = 50.0 PPM /| DBE: min = 6.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Mancisctople Mass, Even Electron lons

Page 1

8 formula(e) evaluated with 1 results within limits {up o 10 closest results for each mass)

Elaments Used:

C:025 HO-20 N:D2 002

BOASICVIGHO37
131 0.337) Crn {5101 1: TOF MS ES+
128005 9 (0.337) Cm (:10-1) 1.342+004
342.1487
100- .
%_
1 3431530
341.1364 [3‘*““"553 31,2845
" 296.2667 103080 3170843 374.79243083183 b8l UE'4 3523417 358.1447380.1682 3741367376 1519 3433173 : b1
™3 o T T T T T LN BB T T T T —7r —r L DL ™ T Ty T T T T 1 T
o ao ae  Sl0 als | om0 S5 30 3% 340 M5 30 3 30 s /0 375 M0 385 0 365
Mindmum: -5.0
e denam - 5.0 50.0 ap.0
Mass Cale, Mass mia BEM DRE {-FIT Formula
342.1487 342.14%4 -0.7 2.0 14.5 40.3 C23 HMIo N Q2

2<{4-methoxyphenyl)-3-{p-tolyl)isoquinolin-1(2H}-one
Chemical Formula: CaaHygNO4
Exact Mass: 341.14
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M
10
3-{4-pentylphenyl)-2-phenylisoquinolin-1(2H)-one

Chemical Formula: CagHagNO
Exact Mass: 367.19
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Elemental Composition Report Page 1

Single Mass Analysis

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

Mumber of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
113 formutale) evaluated with 1 results within limits {(up to 10 closest results for each mass)

Elements Used.
C:0-50 H:0-50 N:0-1 0O:0-13
BOJBICABATIO0Z
131205008 17 (D.618) Cm (13:17-20:28) 1: TOF MS ES+
7.07e+003
ey 3882003
1
358 2045
370, 2050 E97
ol ZPAIRE2 2681462810571 317.24p8 3792616 4372961 485.202] g792104 s sgassn2 6015305 9159919 erogsey
A LR b e e LY ) (AT RARRY AL AR LR LA AR RAEAN WARE] RS B v T S LRar LAhs G4 LAY Lk Ly Lo R R s e b S LT LAy LA LR LR R
o ok0 | 250 | 280 | 300 | 320 34p = 360 380 400 420 44D 480 480 sa0 | B4 | 560 | B0 | 600 620 640 680
Minimim; -5.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa TPM LRE i-FIT Formula
168.2003  368.2014 S11 -3.0 14.5 8.5 026 H26 N O

=
N
e
3-(4-pentylphenyl)-2-phenylisoquinolin-1(2H)-one

Chemical Formula: CogHosNO
Exact Mass: 367.19
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S5-chloro-2-(4-methoxyphenyl)-3-(4-pentylphenyllisoquinolin-1(2H)-one

Chemical Formula: CopHogCING
Exact Mass; 431.17




5-chloro-2-{4-methoxyphenyl)-3-(4-pentylphenyljisoquinolin-1{2H)-one
Chemical Formula: CaHogCIND,
Exact Mass: 431.17
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM /| DBE: min =-5.0, max = 20.0
Element prediction: Off

Mumber of isolope peaks used for i-FIT = 3

Manoisotopic Mass, Even Electron lons
11 formula(e) evaluated with 1 results within limits (up to 10 closest results for each mass)

Elements Used:
Co0-30 H 030 N:01 002 CLO-A
BOABICCME 02
131205007 § (0.338) Cm (2:11-19220) 1:Tl::|;l:t15E°5&
EJ
mﬂ} 43217118
1
4341707
1728
130.1558 1990284 158
F rhegaien Tt 1 an7.2568 BITZ780  soiaags 663452 TSOSST3 gy ppg 8174710653377 9698298 .
O LF L R REr e RS AT EROAS Ladal ARE] RAARN RALEN| ?||.||---|----&- Bl R RN R IE” | AL A | I”é“]‘ TTT Illllé&. (AR LR R R AR RELRE
150 200 250 300 350 580 600 B50 700 7 8O0 00 850 1000
Mindmem: =5.0
Mok imum 5.0 5.0 BO. 0
Kass Calc., Mass mba PPM DBE 1-FIT Formula
432.1718  432.1730 -1.2 -2.8 14.5 72.2 c27 KT N o2 Ol

5-chloro-2-(4-methoxyphenyl)-3-(4-pentylphenyljiscquinolin-1{2H)}-one
Chemical Formula: Co7HaCINO,
Exact Mass: 43117
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5-methoxy-2-(4-methoxyphenyl)-3-(4-pentylphenyl)isoquinolin-1(2H)-cne

Chemical Formula: CogHagMO4
Exact Mass: 427 .21




N
T CL

5-methoxy-2-(4-methoxyphenyl)-3-[4-pentylphenyllisoquinolin-1{2H)-one
Chemical Formula: CoaHagNOy
Exact Mass: 42721

~— 77,3158
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Elemental Composition Report

Single Mas=s Analysis

Page 1

Tolkerance = 5.0 PPM | DBE; min = -5.0, max = 80.0

Element predicticn; Off

Number of isotope peaks used for FFIT =2

Monolsotopic Mass, Even Electron lans

17 formulale) evaluated with 1 results within limits (up fo 4 best isctopic matches for each mass)

Elements Used:

C:0-30 H:0-32 N:0-1 O:0-5
BO3GCMBAZIOOZP

131227001 21 (0.708) Cm (21:24-35)

J0B.8045 404 gaTSs
b 412.0145

Minimum:

Maacimum : 5.0
Mass Cale, Mass mla
438.2213  4328.2226 -1.

4000 4050 4100 4150 4200 4250 4300 4350 4400

1: TOF MS ES+
2 550+003
4282213
4292262
4219539 | 4648873
430.2301 ,
418.3038 : 4342448 499998 445 g5y 4520710 4549232 pana | ,4&5.59?1473‘;3313:?3'39” 487.3080

Rt AL AERARE: T T e et T
i ' a5 | 4500 | 4550 | 4500 4650  47D.O 4750 4800 4850

=53.0
5.0 ag.0
PFM DEE i=FIT Formala
-3.0 14.5 0.2 C28 H30 N 03

5-methoxy-2-(4-methoxyphenyl)-3-{4-pentylphenyl)isoquinolin-1(2H)-one
Chemical Formula: CogHogNO4
Exact Mass: 427.21



3-[pyridin-2-yl)isoquinolin-1(2H)-one
Chemical Formula: Cq4H gN-0
Exact Mass: 222.08




3-(pyridin-2-yl}isoquinclin-1{2H}-one
Chemical Formula: CygHgN-O

Exact Mass: 222.08
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Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance =10.0 PPM [/ DBE: min = -5.0, max = 80.0
Element prediction: Off
Mumber of isotope peaks used for i-RIT=2
Monoisotopic Mass, Even Eleciron lons
37 formula(e) evaluated with 1 results within limits (up to 4 best isciopic maiches for each mass)
Elements Used:
C:0-28 H:0-25 MN:0-3 0O:0-3
BO3GICEAIIN0
131227003 16 (0.527) Cm (16-27-20) 1: TOF WS BS+
B.57e+002
i 250073
%
224.0836
1
| 1551954 160.1822172.0412 1850884 199 1335 204.0088 2132348 || 225.0047 2481722251 0072 264,160 279.2383267.0213 205.2608 _ 307,1408
Hr——o e l'l"'|"|""'l"."l'f'rl||1r|'|"|'|l"|'}|“'1'r.. LI B L L L L L e L e L L R ELE R R B S
180 180 170 180 180 200 210 220 230 240 250 280 270 260 280 300
Mindmum: =5.0
Max dmuam: 5.0 0.0 &80.0
Maas Cale., Mass mba EEM DEE i-FIT Pormuila o |
223.0873 223.0871 0.2 0.9 10.5 o C14 H11 N2 © =
= M
MNH

3-(pyridin-2-yl)isoquinolin-1{2H)-one
Chemical Formula: CqgH g0
Exact Mass: 222.08



4

3-(p-tolyllisoguinolin-1({2H}-one
Chemical Formula: CygH3NO
Exact Mass; 235.10




3-(p-tolyl}isogquinolin-1{2H)-one

m 2 g Chemical Formula: CygHsNO
i Exact Mass: 235.10
~ T |
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w ooa @ R
gz

bt
\

123,519
1%. 676

137.768
—132,173
106, 156

138, 284
1332, 387

156%.006

21,277
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Elemental Composition Report

Single Mass Analysis

Page 1

Teolerance = 5.0 PPM /| DBE: min = -5.0, max = £0.0

Elernent prediction: Off
MNumber of isotope peaks used for i-FIT =2

Monolsolopic Mass, Even Electron lons

34 formulae) evaluated with 1 results within limits (up to 4 bes! isolopic matches for each mass)

Elemenis Used:
C:0-28 H:0-25 N:03 O:0-3
BOARICEAT0G
131227004 16 (0,507) Crm {14:16-27:28) 1 TOF M3 ES+
1.34e+003
100~ 236.1083
1
e |
] 2371126 277 1547
1009658 1000331 2701688
[:' 158,1582 1710356 K 2130231 234010 242 2845 5‘5'153‘? 2723955 o 300.1848 31?.2-13:1':
LA A BRIk SRR LR R I fon B i ok B o B Ty L e L B B T L R L 0 0 i e ke
"ie0 | 170 180 190 210 220 230 | 240 | 250 260 370 280 280 T
Miniemm: =5.0
Masximmm: 5.0 5.0 80.0
Mass Cale. Masa mha FEM DRE i-FIT Formula
236.1083  236.1075 0.8 3.4 10.5 6.0 Cl16 Hl4 N O

3-(p-tolyl)isoguinolin-1{2H}-one
Chemical Formula: CygH43NO
Exact Mass: 235.10



A

Y
MH
o
3-{4-pentylphenyl)isoquinolin-1{2H}-one

Chemical Formula; CagHaqNO
Exact Mass: 281.16

8
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3-(4-pentylphenyl)isoquinolin-1{2H)-one
Chemical Formula: CagHaqNO
Exact Mass: 291.16
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used fori-FIT =2

Maonalsolopic Mass, Even Electron lons
35 formulaie) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)

Elements Used:
028 H:025 W03 O:0-3
BOEICOA1OE
131227005 14 (0.461) Cm (14:16-27:28) 1- TOF MS ES+
1.726+003
100- m.rssn
%_
! 793.1744 333.1972
L . 2g02362 2791600 204 1777 34,1960
L 22659 2500772 geppays | | | es0ve3s || sop2tmr 17486 spsaest | LB ez
o L o e L L ALY S L L L LR L L N T T e TS I i B e EL L | T T T
oo ok aun v 240 P45 2ho k5 280 285 20 275 28D 285 290 205 300 305 310 315 320 305 3 335 M0 3B /0 355
Minimum: -5.0
Mazeimm: 5.0 5.0 80.0
Mags Calc. Mass miliE oEM DREE i-FIT Formala
292.1689 292 1701 -1.2 -4,1 10.5 .4 20 H22 o O

3-(4-pentylphenyl)isoquinolin-1{2H)-one
Chemical Formula; CopHoqNO
Exact Mass: 291.16



3-{4-(naphthalen-2-yljphenyl}isoquinolin-1{2H)-one
Chemical Formula: CogHy7NO
Exact Mass: 347.13
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Elemental Composition Report

Single Mass Analysis

Page 1

Tolerance = 5.0 PPM / DBE: min =-5.0, max = 80.0

Element prediction: Off
Number of isotope peaks used for i-FIT =2

Monoisctopic Mass, Even Electron lons

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

Elements Used:
C:0-27 H:0-19 N: 01
BO3G/CGAT1/009
140121006 22 (0.599) Cm (20:22-38:40)

Q; 0-2

345.2715

1: TOF MS ES+
1.68e+003

348.1387

349.1451

1.0351 342.1326
i g Y  343.0305.344.0266 | 346.8532 | 350.1449 351 7124 352 1720 353.2043 354.3609 356.0368 357-0881358 0167 359.0741
i RS WAL R SRR EE A R N M R .|vr-||---.'.u'-|----|........|...|||-||-.-||-'--<|--»-|--<-|.|-[|||-||-|-||---||---|---|-|--|----|:.x[---|-|-|'|---||>--|-- T roos
3410 | 3420 3430 = 3440 3450 3460 3470 3480 3490 3500 3510 3520 3530 3540 3850 3560 3570 3580 3500

Minimum: -5,0

Maximmum: 5.0 520 80.0

Mass Calc. Mass mba PPM DBE i-FIT Formula

348,1387 348.1388 -0.1 =03 17.5 0.9 C2s H1B N ©

3-{4-(naphthalen-2-yl)phenyl)jisoquinolin-1(2H)-one
Chemical Formula: CogHy7NO
Exact Mass: 347.13



.

3-phenylisoguinolin-1{4H}-one
Chemical Formula: CygH4NO
Exact Mass; 221.08
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3-phenylisoguinolin-1(4H}-one
Chemical Formula: CygH44NO
Exact Mass: 221.08
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
44 formula(e) evaluated with 1 results within limits (up to 10 closest results for each mass)

Elements Used:
C:0-30 H:0-30 N:0-3 0:0-3
BO36/CAMIDE/001
131203002 12 (0.420) Cm (12:14-21:30) 1: TOF MS ES+
4.00+002
—_— 222,0925
%]
1 239.1230
236.1076 40,1238
o 2029775 aonazi5210003 2149800 2171870 i 2240580 2204556200477 354301 | | ‘ i 2446040 34&?459 221623
T e T e [ oY T T L LI O I R e e T A L o o ) T S e e L e S W T T e e S B e LI T
205.0 2100 | 2150 2200 2250 230.0 235.0 240.0 245.0 2500
Minimums: -5.0
Maximum: 5.0 5.0 80.0
Mass calc. Mass mDa PEM DBE i-FIT Formula
222.0925  222.0919 0.6 2.7 10.5 n/a C15 HI2Z N O

3-phenylisoquinolin-1{4H}-one
Chemical Formula: CysHq4NO
Exact Mass: 221.08



)

3-hexylisoquinolin-1(4H}-one
Chemical Formula: Ci5HgNO
Exact Mass: 229.15




o

T&, 702

3-hexylisoquinolin-1{4H)-one
Chemical Formula: CisHgNO
Exact Mass: 229.15
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Elemental Composition Report

Single Mass Analysis

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

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
21 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)

Page 1

Elements Used:
C:0-256 H:0-25 N:0-2 0O:0-2
BO36/CGAJ1/003/NP
140206001 17 (0.545) Cm (17:23-1:3) 1: TOF MS ES+
1.64e+004
- 247.1822
%_
199.9953 2410206 | 2481871
| 1921088 223.0889 262.1829 279.1609
i ‘ 207.0880 2159708 1, e e ‘ : e il | 2081058 |, 2820206263736 3047625 3172578 326.0085
-_mlll"|ll T |[l1| L WA T T llllllulllu..'l--Jllllll-
185 200 205 210 215 220 5 R0 25 240 245 280 b5 260 285 270 275 280 285 200 285 300 305 310 315 320 325
Minimuom: -5.0
Maximums: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
247.1822  247.1810 1.2 4.9 5.5 61.3 C15 H23 N2 O i\

3-hexylisoquinolin-1(4H)-one
Chemical Formula: Ci5HgNO
Exact Mass: 229.15



CH5

¢

o

3-(p-tolyllisoquinoclin-1{4H}-one
Chemical Formula: CygH3NO
Exact Mass; 235.10
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CH5

(LT

38 . o]
e ow
£ 3-(p-tolyllisoquinolin-1{4H)-one
L = Chemical Formula: CygH3;NO
Exact Mass: 235.10
oo
o
I
om oo
neg )
15
T E
g g
w.om m
ooE -~ -
i o
<8 7 €
. z e n 2
= ] a F
v : 2
g 5 4
o

200 180 160 140 120 100 80 &0 40 20 ppm



Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monaisotopic Mass, Even Electron lons
8 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)

Elements Used:
C:0-25 H:0-25 N:0-1 0O:0-1
B036/CGAJ1/005/NP
140208002 11 (0.345) Cm (11:16-20:32) 1: TOF MS ES+
3.06e+004
100 253.1313
] 236.1079
%._
] 254.1394
] 2371141 ( —
] 208.0434 255.1441 76.02 294,006 299.1180 17
i 1:‘*3?5*33 B i 1711928 1eo.0511189.087 1900078 | 20158 e N [ i P
(B AT B s LR T SRS LA B AU WL AL LR R S I R TR g AR S M e EERE Y (AT AR S E i R R R T LG RN EAES A RSl EEE RS
140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320
Minimum: -5.0
Maximam: 5.0 5.0 80.0
Mass Cale. Mass mDa PEM DEE i-FIT Formula
236.1079 236.1075 0.4 Tt 10.5 186.2 C16 H12 N O

3-{p-tolyl)isoquinolin-1(4H}-one
Chemical Formula: C,gH43NO
Exact Mass: 235.10



J-{4-pentylphenyllisoquinolin-1{4H}-one
Chemical Formula: CogHoyNO
Exact Mass; 291.16
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3-(4-pentylphenylisogquinolin-1(4H)-one
Chemical Formula: CogHoyNO
Exact Mass; 291.16
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Elemental Composition Report ; Page 1

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Eleciron lons
9 fermulafe) evaluated with 1 results within fimits (up to 4 best isotopic matches for each mass)

Elements Used:
C:0-25 H: 025 N:0-1 ©:0-1
BO36/CGAJ1/006/NP
140206002 10 (0.322) Cm (9:11-33:36) 1: TOF MS ES+
3.69e+005
o 300.1945
o
2921703 1310.1996
| 1.202.
|311.2024
5 JH30839  ygp0435 2080430 275016645 5oz 276.0275 | I 3551795 0270 4120017, 421.3199 apg a7as 739714 4gs 1357491 .0453 -~
M T T e e TP e e e R T e e e O e D A20.0738 T L 485.1357491.9453
140 160 180 200 220 240 260 280 300 320 340 360 380 400 | 420 440 @ 480 @ 480 |
Minimum: -5.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mba PEM DBE i-FIT Formula
292.1703  292.1701 0.2 0.7 10.5 30.3 20 H22 N O

3-(4-pentylphenyllisoquinolin-1(4H)-one
Chemical Formula: CygHoyNO
Exact Mass: 281.18



3-(pyridin-2-yl}isoguinolin-1{4H}-dne
Chemical Formula: Cy4H1gN,0O
Exact Mass: 222.08




3-(pyridin-2-yl)isoquinolin-1{4H)-one
Chemical Formula: CyHgN,O
Exact Mass: 222.08
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Elemental Composition Report

Single Mass Analysis

Tolerance = 50 PPM [ DBE: min = -50, max = 80.0
Elermnent pradiction; Off

Number of isotope peaks used for i-FIT =3

Monoisctopic Mass, Even Eleciron lons

11 formulale) evaluated with 1 results within limits {up to 4 best isotopic matches for each mass)
Elements Lsed:

C:0-15 H:0-18 MN:D-3 O 0-2

BOAB/CGAI1D12

140227006 12 (0.369) Cm (8:12-17.24)

Page 1

1 TOF M5 ES+
6.4 1e+003

J28.2245

3522337 3722435385 0446401.0138 415.2632

e b e s e e s R s L o o R . S — - ;
150 180 170 180 190 200 210 220 230 240 250 2H0 0 280 290 300 M0 320 330 240 350 350 370 380 300 400 410 420

1005 2230881
‘l'%_ 1
] 2240842 0 a0
] I gL 284 2029
;1670488 j631sqs  196.1627 225.0887 241.1846 264.1139 | 285.2078
o | 7 v ¢ |
Hinimum: =5.0
Haccimam s 5.0 5.0 aa.o
Mang Cale, Mags mha EFM DEE i-FIT Formula
223 08581 223 _.0B71 -1.0 -4.58 10.5 159.2 Cl4 H11 N2

miz

¥

==

O

3-(pyridin-2-yl}isoquinolin-1{4H}-one
Chemical Formula; G-MH-“:]N:zo
Exact Mass: 222 .08



Br

==
L M

o

3-(4-bromophenyl)isoquinolin-1{4H)-one
Chemical Formula: C5HpBrNO
Exact Mass; 298.99




Br

Oh

3-(4-bromophenyl)isoquinalin-1{4H)-one
Chemical Formula: CqgH 1gBrNO
Exact Mass: 208,99

—39.920
\ 39,204
" 39.080

a8
L=
W
o0
Mo
-
w W
o -
| -
- O o
- = @
o
w won - H
= S o o= @ |
™ L R = 1]
i) - < om . =
@ = oy L= S T
n @ & om [ T R =
= IR~ I — - N o
w Mmoo - a8
mm| JJ
m ™ om . [=1
ml'-d - ]
— -

196.079
7
.-"r.

200 180 160 140 120 100 80 60 40 20 ppm



Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM |/ DBE: min = -5.0, max = 80.0

Element prediction: Off
Humber of isotope peaks used for i-FIT = 3

Monokotopic Mass, Even Electron lons

22 formutale) evaluated with 1 results within limits (up to 4 best isctopic matches for sach mass)

Elements Used:
G015 H:015 N:03 O: 02 Brod
BOSEICGEAI1014
140227011 7 {0.221) Cm {7:8)
100+ 3000017 30459992
1
1
1 3002002
Ly
1 294.0000
1 e 3010037 | 3030057
] 2920008 E 305.1570
o 2892110 = ] 2679926 T | 3071928 B840 1012 3120073
788.0 290.0 2820 2940 255.0 2880 300.0 2z 3040 306.0 3080 31000 12
Minimaam: -5.0
Maximuam: 5.0 5.0 a0.0
Bass Calc. Mass mla =ie ] DEE i=-FIT Foreula
00,0011 300, 0024 -1.3% -4, 10.5 3.0 Cls El11 M O Br Br

(L
M

o

_ 5159388

Page 1

1 TOF M5 ES+
1. 75e+003

miz
Man

3-{(4-bromophenyl)isoquinolin-1{4H}-one
Chemical Formula: CqgHgBrivO

Exact Mass: 298,99



J

/

N-(4-methoxyphenyl)-2-(phenylethynyllbenzamide

Chemical Formula: CxHqaNO;
Exact Mass: 327.13




QPSMIYAPUR Mass Analysis Report

“"Data Filename 140211007.d Sample Name B036/CGAT1/009/Metho
xy(114020668)
Sample Type Sample Position Vial 18
Instrument Name Instrument 1 User Name
Acq Method ESL.M IRM Calibration Status Success
DA Method CACH8.m Comment

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
100 0 Esi

10 5 | * Scan (0.29 min) 140211007.d Subtract (1)
328 40

1.75
1.5
1.25

1 b—

0.75- N-{4-methoxyphenyl)-2-(phenylethynyl)benzamide
3 Chemical Formula: CpHzNO;
0.5-

!‘ 401.40

Exact Mass: 327.13

0.25+ 145.00 281.30 |

0_' 4 r : h T P ,.;.'._._I_.l | B o, SR = - | - o o :

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10
Counts vs. Mass-to-Charge (m/z)

== End OF Report -
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Compound 3a

TDC-010 B036-CDMA1-015 in CDC13

NMR-400MHz

AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014

NUCLEUS : H1
FRQ (MHz): 400.22
EXP : gHSQC
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Compound 3a

TDC-010 B036-CDMA1-015 in

NMR-400MHz

AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014

NUCLEUS : H1
FRQ (MHz): 400.22
EXP : gHSQC
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Compound 3a

TDC-010 B036-CDMAL1-015 in cpC13
NMR-400MHz
AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014
NUCLEUS : H1
FRQ (MHz): 400.22
EXP : gHSQC
F2
(ppm) |
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Compound 3a
TDC-010

NMR-400MHz

AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014

NUCLEUS : H1
FRQ (MHz): 400.22
EXP : gHSQC

B036-CDMA1-015
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Compound 3a

TDC-010 B036-CDMA1-015 in CDC13

NMR-400MHz

AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014

NUCLEUS : H1
FRQ (MHz): 400.22
EXP : gHSQC
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Compound 3a

TDC-010 B036-CDMA1-015
NMR-400MHz

AR.No: ME0414/618

Analyst: Ganesh

Date:04th April.2014

NUCLEUS : H1
FRQ (MHz): 400.22
EXP : gHSQC
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Compound 3a

TDC-010 B036-CDMA1-015 in CDC13
NMR-400MHz
AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014
NUCLEUS : H1
FRQ (MHz): 400.22
EXP : gHSQC
F2 ]
(ppm) |
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Compound 3a

TDC-010 B036-CDMA1-015 in CDC13

NMR-400MHz

AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014

NUCLEUS : H1
FRQ (MHz): 400.22
EXP : gHSQC
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Compound 3a

TDC-010 B036-CDMA1-015 in CDC13

NMR-400MHz

AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014

NUCLEUS : H1
FRQ (MHz) : 400.22
EXP : gHMBC
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Compound 3a

TDC-010 B036-CDMA1-015 in CDC13

NMR-400MHz

AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014

NUCLEUS : H1
FRQ (MHz) : 400.22
EXP : gHMBC
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Compound 3a

TDC-010 B036-CDMA1-015 in CDC13
NMR-400MHz
AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014
NUCLEUS : H1
FRQ (MHz) : 400.22
EXP : gHMBC
F2 ]
(ppm) ]
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Compound 3a

TDC-010 B036-CDMA1-015 in CDC13

NMR-400MHz

AR.No: ME0414/618
Analyst: Ganesh
Date:04th April.2014

NUCLEUS : H1
FRQ (MHz) : 400.22
EXP : gHMBC
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Compound 3i

=
N
B036-CVIG1-032 in CDC13 a @\
TDC-010 9
AR.No:IN0414/35
Date:08th April.2014 ]
Analyst: Haribabu.R F2 -
exp2 gDQCOSY (Ppmt
SAMPLE FLAGS 1
date Apr 8 2014 hs nn 7.0 =
solvent cDC13  sspul y ]
sample hsglvl 4237 7
ACQUISITION SPECIAL 7 M 1 —
sw 6419.5 temp 25.0 ]
at 0.160 gain 24 3
np 2048 spin not used 7.2 -
fb not used F2 PROCESSING ’
ss 32 sb -0.120 1
a1 1.000 sbs -0.080 7.3
nt 16 1sfid -20 7
2D ACQUISITION fn 2048 —
swl 6419.5 F1 PROCESSING 7.4
ni 256 sbl -0.025 ]
TRANSMITTER sbsl -0.025 —
tn H1 procl 1p 7.5
sfrq 499.626 fnl 2048 *
tof 100.3 DISPLAY ]
tpwr 57 sp 3402.5 7.6
pWw 7.375 wp 645.7 1
GRADIENTS spl 3421.3 _
gzlvll 3177.5 wpl 620.6 7.7
gtl 0.002500 «rfl 4249.5 —
gzlvl2 6355 rfp 3627.3 _
gt2 0.002500 rfll 4249.5 7.8
gstab 0.000500 rfpl 3627.3 ]
DECOUPLER PLOT B
dn €13 wc 139.3 7.9
dm nnn  sc 10.0 _
wc2 139.3 7 —
=T é N
j:l’ 172 8.0 =N _—Nes
th 2 T
ai cdc ph 8. 1;

8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 7.1 7.0 6.9

Fl (ppm)



Compound 3i

B036-CVIG1l-032 in CDC13
TDC-010

AR.No:IN0414/35
Date:08th April.2014
Analyst: Haribabu.R

NUCLEUS : H1
FRQ (MHz): 499.63
EXP : gDQCOSY
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Compound 3i

N
B036-CVIG1-032 in CDC13 o \[::1\
TDC-010 ?
AR.No:IN0414/35

Date:08th April.2014
Analyst: Haribabu.R

NUCLEUS : H1
FRQ (MHz): 499.63
EXP : gbQCosy
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Compound 3i

B036-CVIG1l-032 in CDC13
TDC-010

AR.No:IN0414/35
Date:08th April.2014
Analyst: Haribabu.R

NUCLEUS : H1
FRQ (MHz): 499.63
EXP : gbQCosy
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Compound 3i

B036-CVIG1-032 in
TDC-010

AR.No:IN0414/35
Date:08th April.2014
Analyst: Haribabu.R

exp2 gDQCOSY

SAMPLE

date Apr 8 2014
solvent CDC13
sample

ACQUISITION
sw 6419.5
at 0.160
np 2048
fb not used
ss 32
dl 1.000
nt 16

2D ACQUISITION
swl 6419.5
ni 256

TRANSMITTER
tn H1
sfrq 499.626
tof 100.3
tpwr 57
pWw 7.375

GRADIENTS
gzlvll 3177.5
gtl 0.002500
gzlvl2 6355
gt2 0.002500
gstab 0.000500
DECOUPLER

dn C13
dm nnn

CDC13

FLAGS
hs nn
sspul Y
hsglvl 4237

SPECIAL
temp 25.0
gain 24
spin not used

F2 PROCESSING
sb -0.120
sbs -0.080
1sfid -20
fn 2048
F1l PROCESSING

sbl -0.025
sbsl -0.025
procl 1p
fnl 2048

DISPLAY
sp -158.4
wp 5297.4
spl -26.7
wpl 5071.7
rfl 4249.5
rfp 3627.3
rfll 4249.5
rfpl 3627.3

PLOT

wc 139.3
sc 10.0
wc2 139.3
sc2 0
vs 171
th 2

ai cdc ph

Fl (ppm)



Compound 3i

B036-CVIG1l-032 in CDC13
TDC-010

AR.No:IN0414/35
Date:08th April.2014
Analyst: Haribabu.R

NUCLEUS : H1
FRQ (MHz): 499.63
EXP : gDQCOSY
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Compound 3i

N
B036-CVIG1-032 in CDC13 o \[::J\
TDC-010 ?
AR.No:IN0414/35

Date:08th April.2014
Analyst: Haribabu.R

NUCLEUS : H1
FRQ (MHz): 499.63
EXP : gbQCosy
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Compound 3i

B036-CVIG1l-032 in CDC13
TDC-010

AR.No:IN0414/35
Date:08th April.2014
Analyst: Haribabu.R

NUCLEUS : H1
FRQ (MHz): 499.63
EXP : gbQCosy
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