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GENERAL EXPERIMENTAL PROCEDURES:

Synthesis of tert-Butyl-2-isopropenylhydrazenecarboxylate (16). Tert-

H
butoxy carbazate (2.0 g, 15.1 mmol) was added to dry acetone (10 ml) at rt )\N /NTo\k
o

and stir for 12 h. The resulting mixture was evaporated to get white

precipitate. Yield 2.0 g (73%). "H NMR (400MHz, CDCl;27°C), & = 1.38

(9H, s), 1.94 (6H, s), 7.0 (1H, s) ppm.

Synthesis of tert-Butyl-2-isopropylhydrazenecarboxylate (17). Sodium borohydride (1 g, 26.5
mmol) was added to (16) (1.5 g, 5.29 mmol) in ethanol (150 ml) and the

0o
H . . .
~H N )k )< mixture was refluxed for 6 h. The resulting mixture was evaporated, and
c N o
‘ H

60 ml of water and 23.3 ml of 1 M HCI aq. was added to the residue.

The crude product was extracted with dichloromethane and purified by
recrystallization from dichloromethane/ hexane. Yield: 1.0 g (66%) '"H NMR (400MHz, CDCl; 27°C),
1.07(6H, d, J=2.8), 1.38(9H, s,tert-butyl), 2.0(1H, t), 2.97(1H, sept), 1.0 (1H, d) ppm.
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2,4-diisopropylcarbono-hydrazide bis-hydrochloride: Synthesized from 17 as )\ o J\
N N

per the reported procedure by Par¢ et al. [Ref.: Pare¢, E. C.; Brook, D. J. R )]\

Brieger, A.; Badik, M.; Schinke, M. Org. Biomol. Chem., 2005, 3, 4258-4261.] '!le '!le

2HCI

2,3-diamino-2,3-dimethylbutane: Synthesized from 2,3-dinitro-2,3-
dimethylbutane as per the reported procedure by Ray et al. [Ref. Hirel, C.;
Vostrikova, K. E.; Pécaut, J.; Ovcharenko, V. I.; Rey, P. Chem. -Eur. J. 2001, 7,

H,N NH
2008]. 2 2
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ESR Spectroscopic Analysis:
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FIGURE S 1. ESR spectra (Ams =+ 1) of 1 and 2 at (c = 10 M in toluene) 298 — 133 K
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FIGURE S 2. ESR spectra (Ams =+ 1) of 4 and 5 at (c = 10->M in toluene) 273 — 133 K.
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FIGURE S3. Atomic spin density distribution for biradicals 3 and 6 (DFT; B3LYP /6—-31+G(d)).

TABLE S1. Singlet-Triplet splitting (AEsr) (DFT; B3LYP /6—-31+G(d); The values are in kJ/mol.)

Molecule geometry A Compound 3 Compound 6
0,=6,=0° 126.2135 110.8310
08,=0°6,=-10 123.0737 110.9310
0,=10°6,=-10° 120.5419 110.6955
0,=20°6,=-20° 120.9216 109.9480
0,=10°6,=0° 120.7462 111.0150




Formula weight
Temperature

Wavelength

Crystal system, space group

Unit cell dimensions

Volume

Z, Calculated density
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Limiting indices

Reflections collected / unique
Completeness to theta = 26.04
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F*2

Final R indices [[>2sigma(I)]

R indices (all data)
Largest diff. peak and hole
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Table S2. Crystal data and structure refinement for 1 (CCDC: 768145)

442.50

100(2) K

0.71073 A
Monoclinic, P2(1)/c

a=14.584(2) A alpha =90 deg.
b=10.5609(14) A beta = 109.665(2) deg.
c=15.240(2) A gamma =90 deg.

2210.4(5) A’

4, 1.330 Mg/m’

0.089 mm

932

0.36x0.22x0.16 mm

1.48 t0 26.04 deg.

-17<=h<=18, -12<=k<=13, -18<=1<=18
22106 / 4347 [R(int) = 0.0980]
99.8 %

Semi-empirical from equivalents
0.9859 and 0.9686

Full-matrix least-squares on F2
4347/0/302

1.042
R1=0.0651,wR2=0.1373

R1=0.1084, wR2 = 0.1542
0.321 and -0.332 e.A”
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checkCIF/PLATON report

No syntax errors found. CIF dictionary Interpreting this report

Datablock: rc52e

No errors found in this datablock

Publication of your CIF in IUCr journals

A basic structural check has been run on your CIF. These basic checks will be run on all
CIFs submitted for publication in IUCr journals (Acta Crystallographica, Journal of Applied
Crystallography, Journal of Synchrotron Radiation); however, if you intend to submit to Acta
Crystallographica Section C or E, you should make sure that full publication checks are run
on the final version of your CIF prior to submission.

Publication of your CIF in other journals

Please refer to the Notes for Authors of the relevant journal for any special instructions
relating to CIF submission.

PLATON version of 13/08/2009; check.def file version of 12/08/2009

Datablock rcS2e - ellipsoid plot

- Prob

Temp

oo

31

(130809)

PLATON-Feb 20 11:21:41 2010

~N
|

—

S

rcSZe P2(1])/c R = 0.07 RES= 0 -36 X
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FIGURE S6: Comparative "H-NMR spectra of radical precursors 10 and 13 obtained from the corresponding

aldehyde 7.
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FIGURE S7: Comparative "H-NMR spectra of radical precursors 11 and 14 obtained from the corresponding
aldehyde 8.
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY D
UNIVERSITY OF HYDERABAD T o

N N N
g Bt -
User : Admin
Sample : PHMS
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\PHM8-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs x ) )
300 g Ch1(254.0nm)*1.00
250-
200~
150
100
50
0!
1 2
min
MS Spectrum
Line#:1 R.Time:0.772(Scan#:47) Positive
MassPeaks 246 BasePeak:316.10(4308381)
RawMode:Single 0.772(47)
BG Mode:Peak Start 0.560(34)
w--—————— — —
288
53 0 7 9 11121 28 149 158 181 193 203 213 31 249 265 m | 307 || 329 341
: L e - e
50 70 90 110 130 150 170 190 210 230 250 270 290 310 330
m/z
MS Peak Table
Peak# R.Time [Time F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0772 0560 1110 135371879 12071155 1121 100.00 316.10 4308381
135371879 12071155 100.00
=,
OPERATOR

MCHO
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Method filename:
Sample ID:

Analysis type:
Chromatogram filename:
Sample weight:

512

FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

D:\Program Files\Thermo Finnigan\Eager 300 for EAl 112\DATA\Sys_data_ex
PHE2 (# 12)

UnkNown
UNK-21062009-5.dat
1.1

) T e ' ] >
0.0 2.4 48 (min) 7.2 9.6 12.0

"~ Element % Ret. Time
. Nitrogen 22. 45 0. 78
- Carbon 68. 65 1. 18
Hydrogen 4. 09 37
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w “}‘\ -
v e 5 Y
LCMS-2010A DATA REPORT Q
SCHOOL OF CHEMISTRY Q
UNIVERSITY OF HYDERABAD ; v )\
™\ N,
o l.'_.'N \r\
User : Admin
Sample : PHM7
Inj. Volume : 5.000
Data Name . C\LCMSsolution\User\Data\PHM7-APCI-POS1.gld
Method Name . C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mADb:
i 200 '§ R § = Ch1(254.0nm)*1.00
150
100
50-
0 o
1 2
min
MS Spectrum
Line#:1 R.Time:0.775(Scan#:47) Positive
MassPeaks:379 BascPeak:376.15(1803841)
RawMode:Single 0.775(47)
BG Mode:Peak Start 0.543(33)
100=— e = == e ——— 376 —
90’ 344 ‘
soj-i
70 ‘
w0
50 .
40 |
30
20 ‘ = 408
méﬂ P GO 132153162 173 183 201 23 U232 z“ 30‘1_’“’ Ll 0 |!, |'J.?7 | 4?2 499 455464 487495
so 70 9 110 130 150 170 150 210 230 0 270 200 310 330 350 370 390 410 430 450 470 490
m/z
CHC CAO
Ea Sh



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

S15

FLASH EA 1112 SERIES CHN REPORT g
SCHOOL OF CHEMISTRY one 13“ J
UNIVERSITY OF HYDERABAD i

\

- N_
| ‘;\'H “\.\)\
Method filename: D:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_ex
Sample ID: PHEI (# 10)
Analysis type: UnkNown
Chromatogram filename: UNK-21062009-3.dat
Sample weight: 1.18
b 119
l
|
28.24 i
I
2087 |
\
(mVolt) :|
13.55 I
0.78
6.23
3.93
1.1+ = *;7|7 R | T T T >
0.0 24 4.8 (min) 72 9.6 12.0
| Element Name @~ Element %  Ret.Time
Nitrogen 20. 54 0. 78
Carbon 66. 32 o

Hydrogen 3. 88 3. 93

i~ -t A
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin
Sample : PHM14
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\PHM 14-APCI-POS1.gld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs e SN =
200 'g Ch1(254.0nm)*1.00
250
200-
150
100-|
50
0 =
1 2
MS Spectrum

Line#:1 R Time:0.778(Scan#:47) Positive
MassPeaks:730 BasePeak:414.25(5945528)
RawMode:Single 0.778(47)

BG Mode:Peak Start 0.577(35)

10— _— —_— 4?‘777 — SR—— —

1 436
8 99 117 " 167195200 228 251 279390 3353461 376 397 426) 452 479494 523 S50 581 614 636 664 685 TIZTIZ 765 790 8IS

B49 879896 916 936 956 989

SO 100 150 200 250 300 350 400 450 500 380 600 650 700 730 200

MS Peak Table
Peak# RTime LTime F.Time Arca Height A/H Mark %Total Name Base m/z Base Int.
10778 0577 1.043 169934886 12960731 13.11 100.00 414.25 5945528

169934886 12960731 100.00

1,/

OPERATOR

850 900 950
m/z
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<
FLASH EA 1112 SERIES CHN REPORT e-”\ﬁ

\

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD .
S» Naas Y
Sy Ny
LY
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa
Sample ID: PHE-5 (# 48)
Analysis type: UnkNown
Chromatogram filename: UNK-29012010-2.dat
Sample weight: 996
A 1.16
|
2139 AP
LR
20314 | |
@voly, | ||
13.24 -
6.17- ]! 3.97
-09 - T >
0.0 24 48 (min) 12 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 23. 85 0. 73
Carbon 69. 58 1. 16

Hydrogen 6. 51 3. 97
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Sample

Inj. Volume
Data Name
Method Name

mAbs

500

S20

LCMS-2010A DATA REPORT A\ »
SCHOOL OF CHEMISTRY AN

UNIVERSITY OF HYDERABAD . Fod \‘T\\N
TAEE D

: Admin 5

: PHM16

:5.000

: G:\LCMSsolution\User\Data\PHM 6-APCI-POS1.qld
: C:\LCMSsoiution\User\Memod\Copy of JAY-4-APCILglm

LC Chromatogram
Ch1(254.0nm)*1.00

R e i S e b R
1 )
min
MS Spectrum
Line#:1 R Time:0.637(Scan#:39) Positive
MassPeaks:273 BmPcak:4]3.65(2003936)
RawMode:Single 0.637(39)
BG Mode:Peak Start 0.427(26)
100-— = Zar pe == aia
265 S
_____ LM GBI W Lo i1 m i e 236 i, T I e, DA i
L T L " T . - - i e R LS |
50 70 90 110 150 170 190 210 230 250 270 290 310 330 350 370 39 410 430
m/z
MS Peak Table
Peak# R.Time LTime F Time Area Height  A/H Mark %Total Name Base m/z Base Int.
I 0637 0427 0843 36651737 3733150 9.8 100.00 413.65 2003936
36651737 3733150 100.00

FSh

OPERATOR
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S23

TS

LCMS-2010A DATA REPORT )<\s
SCHOOL OF CHEMISTRY v
UNIVERSITY OF HYDERABAD

/N
) o ?\
\h y \::/
\\___‘_/
User : Admin
Sample : PHM15
Inj. Volume :5.000
Data Name : G:\LCMSsolution\User\Data\PHM15-APCI-POS | .qld
Method Name : C:\LCMSsolmion\User\Method\Copy of JAY-4-APClLglm
LC Chromatogram
mAbs . e By ; -
250 “§ Ch1(254.0nm)*1.00
200- [
150
100~
501
0} =
1 2
min
MS Spectrum
Line#:1 R.Time:0.609(Scan#:37) Positive
MassPeaks:465 BascPeak:540.85(13180263)
RawMode:Single 0.609(37)
BG Mode:Peak Start 0.443(27)
100 - —_— — —— - - -
499
LE S
$60 74 o4 10912 136 1s0161 |, | | ZB asase | M 306317 338 7 370 382 394 5 a9 453 467 s o o 54 575
SO 8 110 140 170 200 230 260 200 30 a5 380 410 440 470 s00 530 s60
m/z
MS Peak Table
Peak# R.Time [Time F.Time Area  Height A/H Mark %Total Name Basem/z Base Int.
1 0609 0443 0843 863222857 88407493 976 100.00 540.85 13180263

863222857 88407493 100.00

OPERATOR
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SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa
Sample ID: PHE-4 (# 47)
Analysis type: UnkNown
Chromatogram filename: UNK-29012010-1.dat
Sample weight: 985
31.03 4 117
*_
24.67 | 0.73
| |
|
1834 | |
(mVolty | ||
11.94
558 3.94
-0.78 I ] >
0.0 24 438 (min) T2 9.6 12.0
" Element Name Element % Ret. Time
Nitrogen 24. 31 0. 73
Carbon 68. 81 A ¥
Hydrogen 7. 58 3. 94
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S29

LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin
Sample : PHM29
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\PHM29-APCI-POS1.qld
Method Name : C:ALCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs A o
R Ch1(254.0nm)*1.00
500
0 =
1
min
MS Spectrum
Line#:1 R.Time:0.765(Scan#:46) Positive
MassPeaks:370 BasePeak:471.30(15473457)
RawMode:Single 0.765(46)
BG Mode Peak Start 0.560(34)
100 4‘PI
168 s
| 503
5363 7B 91 102 115 139150 | 178 202 215 233 247 261 273 291 !‘ 330 37 35 385 403413 439 a6 || "8 525 M s71 591
ey oy > T i : - e T T
50 80 110 140 170 200 230 260 290 320 350 380 410 440 470 500 530 560
miz
MS Peak Table
Peak# R.Time LTime F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0765 0560 1.143 678285523 37263095 18.20 100.00 471.30 15473457
678285523 37263095 100.00

(B

OPERATOR
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S30

g FLASH EA 1112 SERIES CHN REPORT y l}
. "N ¢
SCHOOL OF CHEMISTRY @»‘\H\
UNIVERSITY OF HYDERABAD e
2
Boa™ N
: D
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_exa
Sample ID: PHE-10 (# 5)
Analysis type: UnkNown
Chrqmatogrmn filename: UNK-14062010-5.dat
Sample weight: 1.138 -
4554 , i &
. |
36.51 - I
I
.27.48
(mVolt) I
18.45 i
] 0.77 .
9.42 !
' 3.76
b 0.39 + T T E >
0.0 = 24 48 (min) Tl 9.6 12.0
o Element Name Element % Ret. Time
< Nitrogen 26. 59 - 0. 77
Carbon 63. 48 1. 18
Hydrogen i 25 3. 76
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S32

LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin
Sample : PHM23
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\PHM23-APCI-POS1.gld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
rnAbs ——— —— S— - PR————— —— - it -
] g Ch1(254.0nm)*1.00
150 - =)
100~
50 1
05 _;‘; T S—— e g —
1
min
MS Spectrum
Line#i:1 R Time:0.765(Scan#:46) Positive
MassPeaks:391 BasePeak: 169.10(2426538)
RawMode:Single 0.765(46)
BG Mode:Peak Start 0.527(32)
30+ - — — — — —— — -
: 212
| |
1 | -
201 !
| i A an v
i | 435
{ 128
i ‘ 320 420
10+ 276 i 3%
| 262 | 345 | 494
- ‘ ‘i ‘ ‘ B4 | I I!GT 4??
| L | 215 127 | e I 489
! 105 { | w2 20 7 "I 2 |a | 1. 40
1% e1s A ”T " | llfl..; I| N : J :Zu} ‘.| ‘ ..i‘|‘”|.|| |”'!" .‘Il‘.\l\||| il o ol '|-|“I."-‘ii il i | ‘”‘.'i“'H”IM' sl i |
50 70 9 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430 450 470 490
m/z
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INANA
3 FLASH EA 1112 SERIES CHN REPORT  ®'~ "
. SCHOOL OF CHEMISTRY

UNIVERSITY OF HYDERABAD

N\
L N
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_exa
Sample ID: PHE-6 (# 82)
Analysis type: UnkNown
Chromatogram filename: UNK-14052010-6.dat
Sample weight: 1.68
4898 5 ﬂ 132
388 |
28.68 ’|
(mVolt) | | ‘
: !
18.53 | |
[
¥ 0 4||
el SRR 4.7
‘Il‘.. i \_. Y
_-1.77 s = ! T ' b 2
0.0 24 4.8 (min) 7.2 9.6 12.0
g | Element Name ~ Element % Ret. Time ¥
: | Nitrogen 26. 45 0. 84
| Carbon 63. 58 1,232
oz Hydrogen 6. 25 4. 73
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin
Sample : PHM-26
Inj. Volume : 5.000

Data Name : C:\LCMSsolution\User\Data\PHM-26-APCI-POS 1 .qld

Method Name : C:\LCMSsolution\User\Method\esi.qlm

LC Chromatogram
mAbs

500 -

Ch1(254.0nm)*1.00

Line#:1 R.Time:0.753(Scan#:46) Positive
MassPeaks:829 BascPeak:275.20(2101470)
RawMode:Single 0.753(46)

BG Mode:Peak Start 0.543(33)

1004

80—
70
60
50-
40

m

BRI ToaER | - 'T ool W S, R
90 |
7

min

735
681 712729 L 783 B13832 855872 908927 958 977

700 750 800 850 900 950
m/z

3
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Method filename:
Sample ID:

Apalysis type:
Chromatogram filename:
Sample weight:

2537 |
= 18.8 ‘
(mVolt) 5

12234

5.66-

S36

FLASH EA 1112°SERIES CHN REPORT "
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

o D

I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa
PHE-7 (# 83)

UnkNown
UNK-14052010-7.dat
1.392

PR

Nitrogen
Carbon
Hydrogen

[ Element Name

4.7
e - | -4 n—— - E b
48 (min) 72 9.6 12.0
Element % Ret. Time
27. 45 1. 01
60. 32 A 7
6. 85 4. 70



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

S37

S

%

24
\
>
_—

e

T T T T T
40 35 30 25 20 15 10 5 0 -5 -10 -15 -20 -25 ppm



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

S38

LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin
Sample : PHM27
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\PHM27-APCI-POS1.qld
Method Name : C:\ALCMSsolution\User\Method\esi.qlm
LC Chromatogram

mAbs AP

i '§ Ch1(254.0nm)*1.00

500

0 — -
1 2
min
MS Spectrum
Line#:1 R.Time:0.750(Scan#:45) Positive
MassPeaks:462 BasePeak:469.05(14875317)
RawMode:Single 0.750(45)
BG Mode:Peak Start 0.527(32)
Iw - S — —— — - “9
341 -
64 77 94 108 126 140 152 167 180 195 209 221 237 265 284 297 313 320 | 359 3m1 399 413423 M 455 483 520 541551 571 $89
e T ™ T | S v v T J
50 80 110 140 170 200 230 260 290 320 350 380 410 440 470 500 530 560
m/z
MS Peak Table i
Peak# R.Time [1LTime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
| 0.750 0.527 1.043 543292820 34651166 15.67 100.00 469.05 14875317
543292820 34651166 100.00
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Method filename:
Sample ID:

Analysis type:
Chromatogram filename:
Sample weight:

5034 5
3994 |

29.54 -
=1

(mVolt) (|

19.13 -

8.73 - frd

187 +—— :
24

Element Name
Nitrogen
Carbon
Hydrogen

-

S39

. /}\T’E‘ rL—{‘ !
FLASH EA 1112 SERIES CHN REPORT "5
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD 3

L
™ ’
{’ 'f"N N\Q‘\
I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa
PHE-8 (# 6)
UnkNown

UNK-14062010-6.dat
1.145

-

377 =

I T »
4.8 (min) 72 9.6 12.0
Element % Ret. Time
26. 78 0. 77
64. 15 T
5. 48 . 3%
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541

14

LCMS-2010A DATA REPORT =\
SCHOOL OF CHEMISTRY -
UNIVERSITY OF HYDERABAD =WV~

. - i
b Ny
y ~"\ W \\"- ]
\\ V)
%2
User : Admin
Sample : PHM28
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\PHM27-APCI-POS 1 .qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs = :
-
- : ‘§ Ch1(254.0nm)*1.00
500
0 e = -
1 2
min
MS Spectrum
Line#:l R.Time:0.750(Scan#:45) Positive
MassPeaks 462 BasePeak:469.15(14875317)
RawMode:Single 0.750(45)
BG Mode:Peak Start 0.527(32)
100 n — i
|
|
N “ 501
64 7T 94 108 126 140 152 167 180 195 200221 237 265 284 297 313 339 || 359 37 399 413423 1 455 j 48 529 541551 571 589
e i A g L B iy e i e N e e e s
50 0 10 140 1700 2000 230 260 2007 mp A0 380 410 4400 - AN0 - 300 530 560
m/z
MS Peak Table :
Peak# R.Time ITime F.Time Area Height ~ A/H Mark %Total Name Base m/z Base Int.
I 0750 0527 1043 543292820 34651166 15.67 10000 469.05 14875317
543292820 34651166 100.00
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542

FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
(A,
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa
Sample ID: PHE- 18 -
Analysis type: UnkNown
Chromatogram filename: UNK-14062010-6.dat
Sample weight: 1.145
50.34 4 117
-
|
3994 |
29.54
(mVolt) ‘_ - 3
19.13 |
0.[7?
- ‘1 | II
ISR -
i B T R
-1.67 T T T T T T —r »
00 24 4.8 (min) T2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 26. 88 =TT
Carbon 64. 17 117
Hydrogen 5. 48 . M

-
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S43

\(
Sol "“‘Q
LCMS-2010A DATA REPORT' " .
SCHOOL OF CHEMISTRY ,L

UNIVERSITY OF HYDERABAD >;

N,
o)
~ W W A ﬁ
(v
User : Admin
Sample : PHM-28
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\PHM-28-APCI-NEG1.qld
Method Name : C:\LCMSsolution\User\Method'esi.qlm
LC Chromatogram
mAbs
*:3 Ch1(254.0nm)*1.00
500
0 o AST
I 5
” min
MS Spectrum
Line#:1 R Time:0.674(Scan#:41) N
MassPeaks:595 BascPeak:648.75(579651)
RawMode:Single 0.674(41)
BG Mode:Peak Start 0.560(34)
100 &

43

61 8499 122 153173 204 233 261 305 332 361 389 @35436 484 516537 566 591612 GBLW 686 719 750773 796819 854 B30 908 934 966 991 10211049 1085 1117 1158

50 100 150 200 250 300 350 400 450 500 S50 600 650 700 750 800 850 900 950 1000 1050 1100 1150

MS Peak Table
Peak# R.Time LTime F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0674 0560 1.093 19351102 1379892 14.02 100.00 64875 579651

19351102 1379892 100.00
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m/z
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Method filename:
Sample ID:

Apalysis type:
Chromatogram filename:
Sample weight:

3194,

25.374

e

| Nitrogen
Carbon
Hydrogen

S44

%\w . N)’» o ’\‘L/Yo
FLASH EA 1112'SERIES CHN REPORT »* =
SCHOOL OF CHEMISTRY

" A
UNIVERSITY OF HYDERABAD =3 5
DS

I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys data_exa
PHE-7 (# 83)

UnkNown
UNK-14052010-7.dat
1.392

4.7
ey s 3 5 3 >
; 48  (min) 72 9.6 12.0
~ Element % Ret. Time
27. 45 1. 01
66. 32 1. 37
6. 85 4, 70
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A\

-4
\
2-Z
L

Method filename:
Sample ID:

Analysis type:
Chromatogram filename:
Sample weight:

2439 i

18.13
(mVolt)
11.86- !

| Element Name

Hydrogen

S45

FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY

UNIVERSITY OF HYDERABAD 09"‘
5

D:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_ex
PHE-3 (# 8)

UnkNown
UNK-21062009-1.dat
1.056
3.92
- »
4.3 (min) 73 9.6 12.0

“Element % Ret. Time i
21. 32 0. 79
62. 15 1. 20 '
5. 95 3N
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