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NMR Spectral data for selected compounds
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Accurate mass determination of selected compounds
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Single Mass Analysis ~
Tolrance PPM / DBE:min=-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =
Monoisolopi Hass, Even Electon ons
274 results within (up o 1000) for each mass)
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Single Mass Analysis ~

Tolerance = 0.0 PPM / DBE: min =-1.5, max = 500

Element precicton: O

Number of isotope peaks used for i-FIT = 3

Monoisolopi ass, Even Electon ons

521 formula() evalusted with 4 esults withinimis (upto 10 closest resuls for each mass)

Elements Usec: o
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Single Mass Analysis. ~
Tolerance = 0.0 PM / DBE: min =-1.5, max = 50.0
Element prediction: OF
Number ofsotope peaks used for LFIT =3
Wonoisclopic Hass, Even Elscion ans
cachmass)
Elements Usec: o
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Single Mass Analysis -
Tolerance = 1000 PPM / DBE: min = -1 5, max = 50.0
Element prediction: OF
Number o isotope peaks used for KT = 3
Monoisotopic Hass, Even Electon lons
© each mass)
Elements Used: v
Colc_Mass N D
2260668 1
260678 X Co Hig N3 b 457 8 18 3 2
260859 CoHI3 NS O 05 s B s 1
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For Help press 1
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Single Mass Analysis. ~
Tolerance = 0.0 PM / DBE: min =-1.5, max = 50.0
Element prediction: OF
Number of isatope peaks used for HFIT =3
Wonoisclopic Hass, Even Elscion ans
a9t cachmass)
Elements Used: o
"] o
[
54120 ) TS
Bar20 can  eds 7w s w0
B0 w1 v ow o3 e
ez 45 cnm2NsoCR s e B2 s 12
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Single Mass Analysis -
Tolerance = 100.0 PPM / DBE: min =15, max = 50.0
Element prediction: Of
Number of isotope peaks used for i-FIT = 3
Monoisatopic Mass, Even Electron lons
kl to each mass)
Elements Used: v
FIT Norm | Fit Conf % N]o D
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For Help, press FI
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For Help, press F1

Single Mass Analysis 5
Tolerance = 100.0 PPM / DBE: min =-1.5,
Eloment prediction: OF
Number of isotope peaks used fo iFIT
Monaisotopic Hass, Even Election lons
w cach mass)
Elements Used: o
Colc Mazs | mbs | po | DBE Fit Conf % H ola D
526 i
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Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =15, max = 50.0
Element prediction: Of

Number of isotope peaks used for i-FIT =
Monoisatopic Mass, Even Electron lons

For Help, press F1

© cach mass)
Elemenis Used: v
Fit Conf % o
2495 2
52 5
3030002 125 Cit H Ns 07 78 6585 009 LR
3030060 35 a7 NAOR @2 742 005 407 4
029%8 75 CioH7 on 75 6as on 07 1
302990 55 CIOHRZN 0SB 619 108 B34 0o o2 4 1
3030071 S155 A5 CBH2I N2 B 87 29 53 6 2 2 2 N
0
KS43_ab 1120 4.137) Cm (1120-1138-(1111:1122+ 1144:1158) 1.TOF S ES+
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%
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T T T T ey T Ll T T e Treeey T e T rerrpre e T Tt T L T T A TrTT T T Tt miz
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For Help, press F1

Single Mass Analysis 5
Tolerance = 100.0 PPM / DBE: min =-1.5,
Eloment prediction: OF
Number of isotope peaks used fo iFIT
Monaisotopic Hass, Even Election lons
w cach mass)
Elements Used: o
Mas: | Colc Maze | ms oBE ; FitConf % H o [er &
s, 2
7
s
B
KSA5_ab 1095 (4.007) Cm (1093:1095-(1080:1069+ 1100:1110)) +.TOF S ES+
34184004
o 3170175 3100180
steaerg
%
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21510 2485189
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2125 2750 2775 2800 2825 2850

v o r miz
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Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =15, max = 50.0
Element prediction: Of

Number of isotope peaks used for i-FIT =
Monoisatopic Mass, Even Electron lons

a7 to
Elements Used:

each mass)

ColcMass [ mba [ o [ 08¢ [ Farmuls
07 15 G A

Tort [eArom [Fconi® [ ¢ [ A [nTolal
%2 203 om FREE
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273085 2730683

For Help, press F1
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Single Mass Analysis -
Tolerance = 100.0 PPM / DBE: min =15, max = 50.0
Element prediction: Of
Number of isotope peaks used for i-FIT =
Monoisatopic Mass, Even Electron lons
to each mass)

Elements Used: v

Calc. Mass N D

288.0004 1

86,0005 H

280,005 B2 3

288,000 2 0 011

287900 6 1 10

2879084 9 M 3 3

28,0064 306 5 oM o
2
792_a 864 (3.149) Cm (854:867{830.850+6701883)) 4 TOF NS ES+

5280+005
100 283.0022 2900003
%
269.0055 2010040
o 2815814 2835486 2892959 5a7 1765 39”‘75,292‘:25“7 2044930 2959724 2075556 3013243 3028317 303 4900 3044985 307.4121308.4694 104052 128107 3134009 3155382
T Tt e i bt il vt b ot e e R Ll et e s ettt ol
2610 | 2520 2850 2840 2650 | 2860 2870 2850 | 2890 2900 | 2010 2000 2930 | 2040 2050 2060 2070 2980 290 3000 3010 3020 3030 3040 3050 3080 3070 3060 3090 3100 3110 3120 3130 3140 3150 3160

For Help, press FI

Single Mass Analysis =
Tolerance = 1000 PPM / DBE: min=-15
Element prediction: OF
Number of isotope peaks used fo iFIT
Monaisotopic Hass, Even Election lons
w each mass)
Elements Used: 5
Colc. Mass 08¢ [ Formula FIT | FIT Norm | FitConf% | C N o =
2 2
a9
44
s
7
3871353 35 CIHEN2OD 1056 2403 904 5oz 0
3671585 15 C22 3 05 1054 2202 11.06 2 = 5 .
i
KSA7_ws final 1111 (4072) Cm (1109:1117-(1096:1106+ 1201132 1.TOF US ES+
24784005
0 3691613
3871441
3543370
%
3671893
3681489
3853611 723072
. || Foseee 357.6125.357.9388 3594798 3616549 31563 3635443 3645406 3069730 |la678473| 3089527 | 39977513706301 72198 | gzazsrz  I7SOTTY a7seaso 089 57766073765003798259 3605041 3m19304 3837697
3860 380 | 300 | 3570 | 3580 | 3500 3500 | 3610 | 3620 | 3630 | 3640 3650 3680 3670 | 80 | 300 | 3700 3710 3720 | 3730 | 740 | 750 | aa0 | 3770 370 | 3790 | 3800 3810 | 3820 | 3830 3840
For Help, press F1
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Single Mass Analysis =
Tolerance = 100.0 PPM / DBE: min =-1.5,
Element preciction: OF
Number ofsotope peaks used for -FIT
Wonoisotopic Hass, Even Elecron ons
© cach mass)
Elements Usec: o
Moz ] Gole Moz D [ Formuls Fir [ AT Norm [ Fecon% | ¢ | 0 [ N] 0 [ =
097 .25 1
L0 115 C23 Has 05 1060 1501 1% BB s
11662 75 ClBHBNZOT 1060 19 1467 o5 o2 7
87 75 CHsNGOs 1064 2265 1039 7 os 46
62 35 CIHBNGOS 1066 2476 041 Bos o4 s
111 N5 C2HsN2Oi 1064 221 1030 2 5 2 4
3811603 65 CHINZO2 1064 231 95 3 2z 2 Y
I
P7_a 136 (6.136) Cm (1136:1149-(1110:133+ 151:1164) +:TOF s ES+
27864005
o 314700
%
8214743
N arag7er 808276 3306770 303082 a81.4087 3625007 3g2134 3826801 .
- - - m
37860 7350 38000 38020 38040 3050 080 38100 #i20 140 38160 180 200 36320 w240 250 38280

For Help, press F1
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Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =15, max = 50.0
Element prediction: Of

Number of isotope peaks used for i-FIT =
Monoisatopic Mass, Even Electron lons

Help

to each mass)
Elements Used:

Tiowm a7 ks a5 comnon Do o s 7w
Fiow 1 n7 s> csos Wo lm owm BB S
Vs 4o a6 55 BN 55 0 om 5 B o4 s 5
m
2.5 1052(3830) O (104810551028 1043-10611083) w70 s -
S3ta-00.
. ana0m9s
"
3002888
arsomse
250817
- s arsor
pece w2ty 295 203010 P9 osaorusssyenes  zonzs0 21082 graers Ursarsomssots  oomasso gozsoss 2855600 2099793 zsagns 207521 sorz72
YN A e gt e o S ISP IR oo g i 4o A S S S S

For Help, press F1
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Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5,

Eloment prediction: OF

Number o sotope peaks used fo (1T

Wonoisotopic Hass, Even Elecron ons
51

Elements Used:

each mass)

For Help, press F1

o
29 2354 1
st 05 T3 Ci5 H9 0B Sz 000 ] 0
smom s 165 CI6 Hs N4 0 524 0w ® s 4 4
sons 24 s ca 3 Nz 01 529 0w 3wz
s 35 75 Co Ho N2 010 529 0w 0 0s oz 1w
s 43 55 ClOW4NOIB 37 946 0 w4 o3
smoas 53 05 caHs 03 540 0w 2z s 3 Y
5
P3_ab 1056 (3.876) Cm (1054:1066-(1036:1052+1066:1075) 17O s ES+
1950005
o s1moze2
3100278
%
2051284
2023060
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