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Spectrom6trie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request for*

,,,,*iilJ :llfi ; ItT;il;T:,lY i, ou.
Universitd d'Orldans - UFR Sciences

Rue de Chartres - BP 6759 *F-45A67 ORLEANS Cedex 2

qy-ri[,e-p"1Bs',Aul:iy"-_pr_l-e"_aru$ - +33(0)2 38 49 46 6l

Demandeur C.{om+Prdnom)
Sava Alexandru
(Submitter's name) : AS

Tdl :

(Phone)
Mail:
(E-mait)

Nom de t'echantillon : AS 250
(Somple name)

Confirmation :

$ii', Structure connue
(Known structure)

ldentification:
il, Structure inconnue

(Unknown structure)

Formule brute : CqHr r BrOz
(Molecular formula)

Structure

Lt5

lo*

Br

( (1 I^ n* i n nl oltta r nla ttsn

Chemical Formula: CqHl 1BrO2
Molecular Weight: 231.09

Masse moleculaire : 231 ,09
(Molecular weight)

Solvant conseille : CH:OH
(Recommended solvent)

Concentration ou masse :

(C onc entr ati on or w eight)

l mgl lml.,

Remarques (conservation, solvants deconseilles, toxicitd. . .) :

(lr{otes: storage, sample handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date : 06.03.2018
(Dare)

Bon pour accord :

(Signed as agreed)

{Position an the rack)
Position sur

3a



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBII//ICOA)
Plate-forme de Spectrom6trie de Jt/asse Haute R6solution HRAIM

Analysis lnfo
Sample Name
Analysis Name

AS25O
X048788CYC Na.d

Acquisition Date
lnstrument / Ser#
IVethod

131AA2019 20:27 .42
maXis 255552.00086
positif-6.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 l/min

x1

lntens.

lntens

2000

1 000

0

5000

4000

253

lt/eas. mlz
106.948832
212.990920
252.983492
359.025295

150

lon Formula
C2H48r
CgHl0BrO
CgHl l BrNaO2
C1 6H 1 TBrNaO3

m/z
1 06.949089
212.990953

mSigma rdb
29.1 1.0
30.7 5.0
71.6 4.0
7,1 8.0

257

e- Conf
even
even
even
even

400 mlz

mlz

z#
1+ 1

1+ 1

1+ 1

1+ 1

err [ppm]

252.983462
359.025327

2.4
0.2

..0.1

0.1

2s4.98L4
257 .1,L73

X048788CYC_Na.d: +MS, 0.14-0.64min #7 -37,-Peak

2s6.8206

CgHrrBrNaOz, 25
L+1+

252.983s

1+
253.9869

L+
2ss.9848

lnstitut de Chimie Organique et Analytique
UIMR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ un iv-orleans.f r
+33 (0)2 38 49 46 61

printed: 1 310312019 21 :55:26
Page 1 of 1
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Spectromdtrie de Masse

Demande d'analyse HRMS

Hi gh- Res olution Mas s Spectrometry analys is r eques t for*

Cyril Colas - Plate-forme HRMS
Institut de Chimie Organique et Analytique

l]niversitd d'Orldans - UFR Sciences

Rue de Chartres - BP 6759 -F-45067 ORLEANS Cedex 2

Syfr[pStlg,S:igillrtt::g{gdn-I..ti - +33(0)2 38 49 46 6l

Den:andeur G.{om+Prenom) :

Sava Alexandru
(Submitter's namel : AS

T6l
(Phone)

Mail:
(E-mail)

Nom de 1'6chantillon : AS 378
(Sample narne)

Confirmation :

Hffi Structure connue
(Known structure)

ldentification :

ffi Structure inconnue
(Unknown structure)

Formule brute : CqHroBrFOz
(Molecular "formula)

Structure :(Chemical structure)
H

r?"1 
t

F

t?f {6t

Br

Chemical Formula: CqHleBrFO2

Molecular Weight: 249 .08

Masse moldculaire : 249,08
(Molecular weighr)

Solvant conseilld : CH:OH
(Re c o nrm en de d s o lv ent)

Concentration ou masse :

(C oncentr ution or w eight)

I mgl lml-

Remarques (conservation, solvants ddconseillds, toxicit6. . .) :

(lr{otes: storage, somple handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supen'isor)

Date : 10 .12.2019
(Date)

Bon pour accord :

(Signed as agreed)

3b
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F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CB[tllICOA)
PlateJorme de Spectrom6trie de lvlasse Haute R6solution HRAIVI

Analysis lnfo
Sample Name
Analysis Name

AS378
X0539 42CYC Na.d

Acquisition Date
lnstrument / Ser#
tt/ethod

111121201 I 20 .25:07
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type
Scan
Scan

ESI
50 mlz
2504 mlz

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 'c
7.0 l/min

Begin
End

!on Polarity
Set Capillary
Set Collision Cell RF

x1

lntens

lntens.
x1

1.0

0.5

100

.0

Jt/eas. mlz
1 06.948928
1 2s.039736
230.982066
274.97 4533

0
50

mSigma rdb
39.3 1 .0
2.6 5.0

134.2 5.0
39.2 4.A

350

e- Conf
even
even
even
even

m/z

mlz

x1

.5

z#
1+ 1

1+ 1

1+ 1

1+ 1

273.5 274.0

lon Formula
C2H48r
C7H6FO
C9H9BTFO
CgHl OBrFN aOZ

mlz
106.949089
125.039719
230.981532
270.974041

err [ppm]
1.5

-0.1

-2.3
-1.8

1+

1+

1+

153.071 1 285.031 1
360.3238

1+
326.1765

1+
263.1057

1+
341 .0160

X05 3942CYC_Na. d : +MS, 0.22-0,24 m i n #L3-L4, Backg ro u nd S u btra cted (#7-8)

LJ

270i; t7 45

272.9724

t

27L.9784

fuh i-
273.976L

a
,:ifu

27s.425L

**;a
CgHroB rFNaOz, 27 0,97 40

L+

1+ L+
27 L.977 4 273.97s4

tl

L+
270.97 40

lnstitut de Chimie Organique et Analytique
UIUR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ u n iv-o rleans.f r

+33 (0)2 38 49 46 61

121121201 I 17 .42:47
Page 1 of 1

printed
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F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CBM/ICOA)
Plate-forme de Spectrom6trie de ltlasse Haute R6solution HRAh/

Analysis lnfo
Sample Name
Analysis Name

AS363
X053927CYC Na.d

Acquisition Date
lnstrument / Ser#
It/ethod

111121201 I 20 :20:29
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 m/z

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 .c
7.0 l/min

x1

141

219.1746
15 437 931

1+
101

1+
248.9500

1+
338.3417

lntens
x1

X053927CYC_Na.d : +MS, 0. 15-0.39mi n #9-23, -Pea k

288.9809

286.983s

289.984L787

CgHroBrClNaOz,
1+

288.9423

L+
290.9398

L+
289.94s6

L+
286,9445

L+
287.9479 1+

29L.9$A

mlz
1 06.949089
141 ,01 01 69
246.951981
286.944490

300

mSigma
41 ,3

9.4
131 .0

54.1

350

e- Conf
even
even
even
even

250 400 mlz

mlz

Jt/eas. mlz
1 06.948856
1 41 .01 01 40
246.952235
286.944829

# lon Formula
1 C2H4Br
1 CTHGCIO
1 CgH9BrClO
1 CgHl0BrClNaO2

z
1+

1+

1+

1+

err lppml
2.2
0.2

-1 .0
-1 .2

rdb
1.0
5.0
5.0
4.0

lnstitut de Chimie Organique et Analytique
UIUR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ un iv-orleans.f r
+33 (0)2 38 49 46 61

121121201 I 16:51 :58
Page 1 of 1

printed
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Spectromdtrie de Masse

Demande d'analyse HRMS

Hi gh- Re s olution Mas s Spectrometry analys is reques t frr*

Cyril Colas - Plate-forme HRMS
Institut de Chimie Organique et Analytique

Universitd d'Orldans - UFR Sciences

Rue de Chartres - BP 6759 -F-45067 ORLEANS Cedex?
cyril.colas@univ-orleans.fr - +33(0)2 38 49 46 6l

Demandeur C.{om+Pr6nom) :

Sava Alexandru
(submitter's name) : AS

T61 :

(Phone)
Mail:
(E-mait)

Nom de I'dchantillon : AS 301
(Sample name)

Confirmation l

:i+I Structure connue
(Known structur'e)

ldentification:
i* Structure inconnue

(Unknown structure)

Formule brute : CqHsBrClzOz
(Molecular formula)

Structure
HO

?8\

CI CI

[o]
o

tlf ff. * iitc) Br

(Chemical structure)

Chemical Formula: CeHeB rCI2O2

Molecular Weight: 299 .97

Masse moldculaire : 299,97
(Molecular weight)

Solvant conseilld : CH:OH
(Recommended solvent)

Concentration ou masse :

(C onc entr at i on or w eight)

l mgl lml,

Remarques (conservation, solvants d6conseil16s, toxicit6. . . )
(lVotes: storage, sample handling precautions, toxiciQ ...)

Responsable : Sylvain Routier
(Supervisor)

Date : 06.03.2019
(Date)

Bon pour accord :

(Signed as agreed)

3d



F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CBM/ICOA)
Plate-forme de Spectrom6trie de il/lasse Haute R6solution HRAIVI

Analysis lnfo
Sample Name
Analysis Name

AS3O1
X048802CYC Na.d

Acquisition Date
lnstrument / Ser#
N/ethod

1310312019 21:31 :39
maXis 255552.00086
positif-6.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 25A0 mlz

!on Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1 800.0 Vpp

Set Neb ulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 limin

1+
17

196.8648138.9062

+[/lS,

437

1+
282.9105

1+
108.9468

x1
1.50

1.25

0.

0.50

0.25

0.00

8000

x1

400 mlz

mlz

ltleas. mlz
106.948765
17 4.970843
280.912926
320.905520

323

lon Formula
CZH4Br
c7H5Cl20
C9HSBrClzO
C9H9BrC12NaO2

mlz
1 06.949089
17 4.971 197
280.91 3009
320.90551 I

mSigma rdb
39.7 1 .0

17.4 5.0
3.8 5.0

15.2 4.0

e- Conf
even
even
even
even

328

z#
1+ 1

1+ 1

'l + 1

1+ 1

err lppml
3.0
2.0
0.3

-0.0

200

322,9A32

L,

32or D0ss

324,9006

i

I

i
,j

323.9063

ft

X048802CYC_Na.d +MS, 0.L5-0.37mi n #9-22, -Peak Bkgrnc

32L.9091
t

$
32s.904s 326.8982

r ,rh
CsHgBrClzNaOz, 320.9055

L+

1+
326.8981

t

L+
320.905s

L+
324.9005

1+
323.906s

L+
32L.9089

L+
32s.9038

fl

lnstitut de Chimie Organique et Analytique
UIUR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ u n iv-o rleans.f r

+33 (0)2 38 49 46 61

13/432019 22.16:31
Page 1 of 1

printed
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request form

,,,,*fili 31 lil, ; 3[T;[il:,1Hin, o u.
Ijniversit6 d'Orldans - I.JFR Sciences

Rue de Chartres - BP 6759 - F-45A67 ORLEANS Cedex 2

syg.L$sle_$gjlur_y:srl-qsl-r..t - +33 (0)2 38 49 46 6l

Demandeur G'{om+Pr6nom) :

Sava Alexandru
(Submitter's namel : AS

T61
(Phone)

Mail:
(E-mail)

Nom de 1'6chantillon : AS 362
(Sample name)

Confirmation :

flffj Structure connue
(Known structure)

ldentification :

flT' Structure inconnue
(Unknown structure)

Formule brute : CqHroBrNO+
(Molecular formula)

Structure :(Chemical structure)
OH

,L{8

rsL Noz

lo*

Br

Chemical Formula: CeHlsBrNOa

Molecular Weight: 27 6.09

Masse moleculaire : 27 6,09
(iv{olecular weight)

Solvant conseille : CH:OH
(Re c om m ende d,s o lv ent)

Concentration ou masse :

(C oncentr at ion or w e ight)

l mgl lml.

Remarques (conservation, solvants d6conseill6s, toxicit6. . .) :

(ll/otes: storage, somple handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supentisor)

Date : 10. 12.2019
(Date)

Bon pour accord :

(Signed as agreed)

3e
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F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBlvl/ICOA)
Plate{orme de Spectrom6trie de Masse Haute R6solution HRAIV

Analysis lnfo
Sample Name
Analysis Name

AS362
x053926CYC.d

Acquisition Date
lnstrument / Ser#
tt/lethod

111121201 917.20:59
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 5A m/z
Scan End 2500 mlz

Ion Polarity
Set Capillary
Set Collision

Positive
4500 v

Cell RF 1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 'c
7.0 l/min

1+ 1+

1+

1+

1+

360.323s

2+
434.4480

394.4938227

x1

x1

x1

350

'e- Conf
even
even
even
even
even

400 mlz

.5 mlz

3

277.0 277.5 278.0

lt/eas. mlz
106.948745
152.A34223
257.976004
275.986498
297.968602

lon Formula
CZH4Br
C7H6N03
C9H9BrN03
CgHl 1BrNO4
CgHl0BrNNaO4

mlz
1 06.949089
152.034219
257.976032
275.986596
297.968s41

err [ppm]
3.2

-0.0
0.1

0.4
-4.2

mSigma rdb
48.9 1.0
9.7 6.0

1 9.1 6.0
27.3 5.0
1 5.1 5.0

z#
+1
+1

J+l
J+t

+1

X053926CYC.d: +MS, 0.17-0.34min #LA-ZA, -Peak

1+

278.2458

L+ L+
276.9896 278.9880

276 280.2627

L+
277 ,9847

CsHrrBrNO+,
1+

L+ L+
276.9898 278.9878

1+
277.9846

1+
279.9896

lnstitut de Chimie Organique et Analytique
UMR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ u n iv-o rleans.f r

+33 (0)2 38 49 46 61

121121201 9 1 6:49.22
Page 1 of 1

printed
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request form

Cyril Colas - Plate-forme HRMS
Institut de Chimie Organique et Analytique

Universite d'Orldans - llFR Sciences

Rue de Chartres * BP 6759 * F-4 5067 ORLEANS Cedex 2

cyril.colas@univ-orteans.ft - +33(0)2 38 49 46 6l

Demandeur Ctom+Prdnom) :

Sava Alexandru
(submitter's nomel : AS

(Phone)
Mail:
(E-mait)

Nom de l'dchantillon : AS 297
(Sample name),

Confirmation:
iu Str.ucture connue

(Known structure)

ldentification :

,i'-''* Structure i nconnue
(Unknown structure)

Formule brute : CrrHl5BrOl
(Molecular formula)

Structure
HO

ffir
*&?' 

J
ttq

lo)

Br

(Chemical structure)

Chemical Formula: Cr rHr5BrO3
Molecular Weight: 27 5 .14

Masse moldculaire : 275,14
{Molecular weight)

Solvant conseilld : CH:OH
(Recommended solvent)

Concentration ou masse :

(C onc entr at i on or w ei ght)

l mgl tml.

Remarques (conservation, solvants ddconseillds, toxicit6. . .) :

(Ir{otes: storage, sample handling precautions, toxiciQ ...)

Responsable : Sylvain Routier
(Supervisor)

Date : 06.03 .2019
(Date)

Bon pour accord
(Signed as agreed)

3g



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBtr/itCOA) H RAIVIPlate{orme de Spectrom6trie de N/asse Haute R6solution

Analysis lnfo
Sample Name
Analysis Name

AS297
x048801CYC.d

Acquisition Date
lnstrument / Ser#
tMethod

1310312019 19:38:44
maXis 255552.00086
positif-6.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

Capillary
Collision

lon
Set
Set

Po Iarity Positive
4500 v

Cell RF 1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 l/min

lntens.
x1

3

lntens
x1 04

2

x1

2

299

mlz
106.949089
228.985868
257.A1 7168
297.009677

2s0

err [ppm]
3.0
1.5
0.6
0.1

mSigma
16.4
15.6
8.3

1 1.9

e- Conf
even
even
even
even

301

400 mlz

m/z297

lt/eas. mlz
1 06.948763
228.985531
257.A170A2
297.009633

# lon Formula
1 CZH Br
1 CgH 1 0BrO2
1 C11H14BrO2
1 C11H15BrNaO3

z
1+
1+
1+

1+

rdb
1.0
5.0
5.0
4.4

0.32-0.34min #1

195.5147151.0751

70

407

1+
257

1+
297.0096

X048801CYC.d : +MS, 0.32-0.34mi n #L9-2A, Backgrou nd Subtracted (#7-81

L+

L+
299.0077

L+

297.0096

1+

298.0130 1+
3AL.AL22

CrrHrsBrN aOz,297
L+

299

1+
30

L+
297.0097

L+
298.0L3L

L+
300.0111

lnstitut de Chimie Organique et Analytique
Uh/R 7311 - Universite d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ u n iv-o rleans.f r

+33 (0)2 38 49 46 61

printed: 1 3lWl2A19 20:2G:54
Page 1 of 1
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Spectromdtrie de Masse

Demande d'analyse HRMS

High- Re s olution Mas s Spe ctrometry analys is r eques t for*

Cyril Colas - Plate-forme HRMS
Institut de Chimie Organique et Analytique

universite d'Orldans - tlFR Sciences

Rue de Chartres - BP 6759 -F-45067 ORLEANS Cedex 2

sy:ul.pslasiGillri_!::ads+n;,ft - +33(0)2 38 49 46 61

Demandeur Gt{om+Pr6nom) :

Sava Alexandru
(Submitter's nome) : AS

Tel :

(Phone)
Mail:
(E-mait)

Nom de l'dchantillon : AS 3I9
(Sample name)

Confirmation :

ffil Structure connue
(Known structure)

Identification:
il Structure inconnue

( U n known s tructu re )

Formule brute : Cr rHrsBrO+
(Molecular formula)

Structure :

HO

Alo*
t6( Br

(Chemical structure)

Chemical Formula: Cr rH,rBrOa
Molecular Weight: 29 l .l 4

Masse moleculaire : 291,14
(Molecular weight)

Solvant conseilld : CH:OH
(Recommended solvent)

Concentration ou masse :

(C onc entr ati on or w e i ght)

l mgl lml.

Remarques (conservation, solvants ddconseilles, toxicit6. . .) :

(l{otes: storage, sample handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date : 12.03 .2019
(Date)

Bon pour accord :

(Signed as agreed)

3h



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBII//ICOA)
Plate-forme de Spectrom6trie de ltllasse Haute R6solution HRAIVI

Analysis Info

Sample Name
Analysis Name

AS319
X048787CYC.d

Acquisition Date
lnstrument / Ser#
IMethod

1310312019 17 .00:52
maXis 255552.00086
positif-6.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1 800.0 Vpp

Set Neb ulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 limin

lntens.
x1

x1

3

50

+tMS, 0.29min #17,

1+

244.5112

1+
273.012A

1+
313.0047

1+
167.0702

250

X048787 CYC.d: +MS, 0.29min #17, Background Subtracted (#6-8)
L+

29L.0228

1+ L+

1+
29s.0268

292.A2s4

&

294.024L

*

L+
293.0209

CrrHroBrO q,29L.A226
L+

293.0207

I
ii

1+
29L.0226

1+
292.026L

1+
294.024L 1+

29s.0260

x1
5

4

3

mlz

mlz

lt/eas. mlz
1 06.948896
167.070172
228.98581 1

261 .01 1 579
291 .022764
308.049282
31 3.004664

# lon Formula
1 CZH4Br
1 C9H1 1 03
1 CgH 1 0BrO2
1 C1 0H 1 4BrO3
1 C11H168104
1 C1 'l H19BrNO4
1 C11H1SBrNaO4

293

mlz
106.949089
167.A70271
228.985868
261 .01 2083
291 .022648
308.0491 97
313.004592

mSigma rdb
67.6 1 .0
8.0 5.0

23.4 5.0
21 .2 4.0
8.9 4.A

18.4 3.0
16.7 4.0

z
1+

1+

1+

1+

1+

1+

1+

err [ppm]
1.8
0.6
4.2
1.9

-0.4
-0.3
-0,2

e- Conf
even
even
even
even
even
even
even

lnstitut de Chimie Organique et Analytique
UIUR 7311 - Universit6 d'Orleans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyri l.colas@ u n iv-o rleans.f r

+33 (0)2 38 49 46 61

printed: 1310312019 18:30:03
Page 1 of 1
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request form

Cyril Colas - Plate-forme HRMS
Institut de Chimie Organique et Analytique

Universitd d'Orldans - UFR Sciences
Rue de Chartres - BP 6759, F-45067 ORLEANS Cedex 2

c),ril.colas(@univ-orleans.fr +33(0)2 38 49 46 6l

.C
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a
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cx
AJo
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s
ro
q-)

C
C.)u

I

C
9
l
o
q
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cx
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E
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Demandeur Qr{om+Prdnom)
Sava Alexandru
(Submitter's namQ: AS

T6l:
(Phone)

Mail:
(E-mait)

Nom de 1'6chantiilon : AS 284
(Sample name)

Confirmation :

ii Structure connue
(Known structure)

ldentification :

i."- Structure i nconnue
(Unknown structure)

Formule brute : CsHrrNOs
(Molecular.formula)

Structure
HO

Lqb

* |'/0
o

1/ ,t
1

5o
-1.

I

o
Noz

(Chemical .structure

Chemical Formula: CeHl 1NO5
Molecular Weight: 213.19

Masse moldculaire : 213,19
(Molecular weight)

Solvant conseill6 : CH:OH
(R e c o mm e n de d s o lv ent)

Concentration ou masse :

(C oncentration or weight)

l mg/ 1mL

Responsable : Sylvain Routier
(Supervisor)

Date : 06.03.2018
(Date)

Bon pour accord :

(Signed as agreed)

only)
aureservee service
usefacility

Remarques (conservation, solvants d6consei1l6s, toxicitd. . . ) :

(Notes: storage, sample handling precautions, toxicity ...)

Position sur le rack :

(Position on the rack)
GH3

Nom du fichier :

(File namei) 
xo4g62ocyc

Date:
(Date)

06/03/2019
Remarques:
(Comments and suggestions)

4a



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBII//ICOA)
Plate-forme de Spectrom6trie de N4asse Haute R6solution HRAN/

Analysis Info

Sample Name
Analysis Name

AS284
X048520CYC Na.d

Acquisition Date
lnstrument / Ser#
It/ethod

06/03/2019 18;53:58
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Sel Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 .c
7.0 l/min

lntens.
x1

3

2

0

lntens.

4

x1

150 400 m/z

m/z

x1

100

235.5 236.0

It/leas. m/z
1 31.046529
1 50.0671 26
1 60.0491 38
1 96.060093
236.052571

# lon Formula
1 CTHBNaO
1 C9H1002
1 C8H9NaO2
1 C9H10NO4
1 C9H1 1NNaO5

m/z
1 31.046736
1 50.067531
1 60.049475
1 96.060434
236.052943

err [ppm]

350

239.0

e- Conf
even
odd
odd
even
even

.0
,'5

239.5

z
l+
1+

1+

l+
l+

l.f)
2.7
z. I

1.7
l.tl

mSigma
z.o
6.1

3.4
2.5
5.0

rdb
4.0
EE

4.5
6.0
5.0

+lt/S.0.1

l+

14

m

1+
236.05261+

196.0601

X048620CYC_Na.d: +MS, 0,17-0.41min #10-24, -Peak

L+
237 1+

238.0578 240.030s

1+
236,0s26

CgHrNNaOs,
1+

236.0529

L+
237.056L 1+

238.0579

lnstitut de Chimie Organique et Analytique
UIUR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ u niv-o rleans.f r
+s3 (0)2 38 49 46 61

0610312019 20:28:11
Page 1 of 1

printed
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request form
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Demandeur (Nom+Pr6nom) :

Sava Alexandru
(Submitter's nam): AS

T6l :

(Phone)
Mail:
(E-mail)

Nom de l'6chantillon : AS 385
(Sample name)

Confirmation :

ffi structure connue
(Known structure)

ldentification :

flT Structure inconnue
(Unknown structure)

Formule brute : CsHroFNOs
(Molecular formula)

Structure :(Chemical structure)

'?,llr

v{ F

o2

Chemical Formula: CeH oFNO5
Molecular Weight: 1.1 8

Masse mol6culaire : 23 1,1 8
(Molecular weight)

Solvant conseill6 : CH:OH
(Recommended solvent)

Concentration ou masse :

(C o nc entr at i o n or w eight)

I mg/ 1mL

Remarques (conservation, solvants d6conseill6s, toxicit6...)
(Notes: storage, sample handling precautions, toxicity ...)

1+6
16g r *t'Lo )

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agreed)

Cyril Colas - Plate-fbrme HIIMS
lnstitut de Chimie Organique et Analytique

Universitdd'Orldans [JFRSciences

Rue de Chartres - BP 6759 - F-45067 ORLEANS Cedex 2

cvril.cohsrir''univ-orlcans.fr' +33(0)2 38 49 46 6l

(Position on the
sur

4b
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F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBII//ICOA)
Plate{orme de Spectrom6trie de Jt/asse Haute R6solution HRATVI

Analysis lnfo
Sample Name
Analysis Name

AS385
X053948CYC_Na.d

Acquisition Date
lnstrument / Ser#
lVethod

11/1212019 20;28:06
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 .c
7.0 l/min

lntens.
x1 05

n

50 100

[/leas. m/z
1 25.039593
168.058180
214.051205
254.043562

150

lon Formula
C7H6FO
C9H9FO2
G9H9FN04
C9H1 0FNNaOS

200

m/z
1 25.03971 I
1 68.0581 09
214.051012
254.043521

250 300

err [ppm] msigma
1.0 3.1

-0.4 17.1
-0.9 6.6
-0.2 1.4

350

e- Conf
even
odd
even
even

mlz

.5 mlz

lntens.
xl

x1

1.0

0.6

0

0.2

0.0
.0

z#
+l
+1
+l
+l

rdb
5.0
5.5
6.0
5.0

t+

l+ 12
t+

1+

140.0267 422.1018

21

83
324.0854 369.1017

X053948CYC_Na.d: +MS, 0.24-0.26min #14-15, Background Subtracted (#7-9)
1+

2s6.2638

2sfu 4436

254.2479 t
256,8209

t,

1+
2ss.0466

A

CgHroFNNaOs, 254.0435
1+

254. 1435

i

1+
255.0467

]1

1+
2s6.0484

lnstitut de Chimie Organique et Analytique
UMR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ univ-orleans.f r
+33 (0)2 38 49 46 61

121121201918:08:59
Page 1 of 1

printed
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analys is request form

Cyril Colas - Plate-fbrme HRMS
Institut de Chimie Organique et Analytique

Universitd d'Orldans - LIFR Sciences

Rue de Chartres - BP 6759 - F-45067 ORLtsANS Cedex 2

_c-r.r iLcqLlstluniv-ork"arrs.1i - +33(0)2 38 49 16 6l
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A)v
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l:
t*

3

T6l:
(Phone)

Mail :

(E-mait)

Nom de l'6chantillon : AS 375
(Sample name)

Confirmation :

Nfi Structure connue
(Known structure)

ldentification :

fi. Structure inconnue
(Unknown structure)

Formule brute : CsHloClNOs
(Molecular formula)

Structure :(Chemical structure)
H

.*urro
tsa 

--
,\+?

r81'

l'r I
CI

o
oN02

Chemical Formula: CeHloClNOs

Molecular Weight: 247.63

Masse nrol6culaire : 247,63
(Molecular weight)

Solvant conseill6 : CHIOH
(Recommended solvent)

Concentration ou masse :

(C onc entr at io n or w e i ght)

1mg/ 1mL

Remarques (conservation, solvants d6conseill6s, toxicitd...) :

(Notes: storage, sample handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agreefi

Demandeur (Nom+Pr6nom) :

Sava Alexandru
(Submitter's nam): AS

(Positirtn on the rack)
sur le

4c
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ffi dffilwdttt.-ffi4l.Ewglilltiiwqllll
|fll:-*;jXW#4*r*;i* F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBII//ICOA)

Plate-forme de Spectrom6trie de Jvlasse Haute R6solution HRAIVI

Analysis lnfo
Sample Name
Analysis Name

AS375
X053939CYC_Na.d

Acquisition Date
lnstrument / Ser#
lVethod

1111212019 20:22:09
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 l/min

lntens.
x1 05

x1 04

xl

mlz

m/z.0 271.5

It/eas. m/z
141 .010303
1 49.059909
1 84.028838
230.021837
270.01 4356

# lon Formula
1 CTHGCIO
1 C9H902
1 C9H9C|O2
1 C9HgCINO4
1 CSHl0ClNNaO5

mlz
141 .010169
1 49.059706
1 84.028559
230.021462
270.013971

z
1+

t+
l+
t+
l+

err [ppm]
-1.0
-1.4
-1 q

-t.b
-1.4

mSigma rdb
5.1 5.0

27.1 6.0
25.4 5.5
6.6 6.0
9.4 5.0

e- Conf
even
even
odd
even
even

+ltAS, 0.22-0.24m i n #1 3- 1 4, Backg round Subtracted

1+

1+

1+

'1+

401.0426338.3418169.041183

B

44

437

X053939CYC_Na.d: +MS, 0.22-0.24min #!3-L4, Background Subtracted (#6-8)
1+

272.OLL7

273.Ot46 274.2752

27O;t )744

1+

27L.Ot72i.
CgHroCl NNaOs, 27 O.OL40

1+
270.10140

1+
272.0774

1+
277.0772

L

1+
273.OL44

lnstitut de Chimie Organique et Analytique
UMR 7311 - Universit6 d'Od6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@un iv-orleans.f r

+33 (0)2 38 49 46 61

12/12/2019 17:29:51
Page 1 oI 1

printed
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request for*

Cyril Colas - Plate-forme HRMS
Institut de Chimie Organique et Analytique

Universitd d'Orldans - UFR Sciences

Rue de Chartres - BP 6759 -F-45067 ORLEANS Cedex 2

c_yril.colasfg,luniv-orleans.fr - +33(0)2 38 49 46 61

Demandeur Q.{om+Prdnom)
Sava Alexandru
(Submitter's nam): AS

T6l:
(Phone)

Mail:
(E-mail)

Nom de l'dchantillon : AS 306
(Sample name)

Confirmation :

jf Structure connue
(Known structure)

ldentification :

i"' Structure inconnue
(Unknown structure)

Formule brute : CqHsClNOs
(Molecular formula)

Structure
HO

'16\

CI CI

q0
o

Noz

(Chenical structure)

Chemical Formula: CeHeCl2NO5

Molecular Weight: 282.07

Masse mol6culaire : 282,07
(Molecular weight)

Solvant conseill6 : CHgOH
(Recommended solvent)

Concentration ou masse :

(C onc entr ation or w eight)

1mg/ 1mL

Remarques (conservation, solvants ddconseill6s, toxicitd.. .)
(N ot es : st or age, s ampl e handling pr ec autions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date : 06.03.2019
(Date)

Bon pour accord
(Signed as agreeQ

(For MS facility use only)
Partie aureselvee servrce

(Position on the rack) 
GE1

StII Date:
(Date)

L3l03/zoLe

Remarques:
(C omm ent s an d su ggesti ons)

4d
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F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CBII//ICOA)

Plate{orme de Spectrom6trie de JVlasse Haute R6solution HRAIV

Analysis lnfo
Sample Name
Analysis Name

AS3O6
X048797CYC Na.d

Acquisition Date
lnstrument / Ser#
tt/ethod

1 3/03/201 I 21 :26:44
maXis 255552.00086
positif-6.m

Acquisition Parameter
Source Type ESI
Scan Begin 5O mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

lntens
x1

1.5

1.0

lnlens

4000

2000

6000

4000

lVleas. m/z
90.018341

1 06.948781
1 83.020352
263.982218
303.97471 1

lon Formula
C2H4N03
C2H48r
c9H8Cl02
c9H8Cl2N04
C9H9Cl2NNaOS

300

mlz
90.01 8569

1 06.949089
1 83.020734
263.982490
303.974998

err [ppm]
2.5
2.9
2.1

1.0
0.9

mSigma
7.0

21 .9

5.2
19.7
22.4

e- Conf

400

310

mlz

m/z305 308

z#
+1
+1
+1
+l
+l

rdb
2.0
1.0
6.0
6.0
5.0

even
even
even
even
even

+N/S, 0.1

l+

l+

1+

Peak

437 929
1+

1+
90.0183

6+
138.9062

l+
537.9405

XO48797CYC-Na,d: +MS, 0.15-0.34min #9-20, -Peak

1+

L+

7

307 308 3

1+
30s.9723

1+
306.9752

CeHeClrNNaOs,303

L+
304.9782

1+
303.97s0

1+

305.9722

L+
307.96981+

306,97s 3

lnstitut de Chimie Organique et Analytique
UIUR 73'1 1 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ univ-orleans.f r

+33 (0)2 38 49 46 6l
131031201922:02:12

Page 1 of 1

printed
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analys is request for*

Cyril Colas - Plate-lbrme HRMS

Institut de Chimie Organique et Anall'tique
Liniversitri d'Orlrians - LJFR Sciences

Rue de C--hartres - BP 6759 - F-45067 ORLEANS Cedex 2

cr,r'il.coiasirr'runiv-orlciuts.li - +33(0)2 38 49 46 61

Demandeur (Nom+Pr6nom)

Sava Alexandru
(Submitter's namQ: AS

T6l:
(Phone)

Mail:
(E-mail)

Nom de l'6chantillon : AS 373
(Sample name)

Confirmation:
IF Structure connue

(Known structure)

ldentification :

ff, Structure inconnue
(Unknown structure)

Formule brute : CsHroNzoz
(Molecular formula)

Structure t(Chemical structure)

Noz

Noz

Chemical Formula: CeH16N2O7

Molecular Weight: 258.19

Masse mol6culaire : 258,19
(Moleeular weight)

Solvant conseill6 : CH:OH
(Recommended solvent)

Concentration ou masse :

(C o nc entr at io n or w e ight)

l mg/ 1mL

Remarques (conservation, solvants d6conseill6s, toxicit6...)
(Notes: storqge, sample handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord
(Signed as agreed)

(Position on th,e iaalf) ',.-,68.8'=',
sur le

4e



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBITI/ICOA)
Plate-{orme de Spectrom6trie de ltlasse Haute R6solution HRAIV

Analysis Info

Sample Name
Analysis Name

4S373
x053937CYC.d

Acquisition Date
lnstrument / Ser#
tr/lethod

1111212019 17:37:42
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 .c
7.0 llmin

lntens.
x1

lntens

xl

x1

mlz

284.5 mlz281

It/eas. m/z z
281 .0381 15 1+

28 .5

# lon Formula
1 C9H10N2NaO7

m/z
281.038021

mSigma rdb
1.1 6.0

err [ppm]
-0.3

.5

e- Conf
even

284.0

+lr/lS, 0.31min #18, Background

1+
281

354.04761 99.0374

(#7

2+
243.0339

2+
407.0542

'l+
175.0242

X053937CYC.d: +MS, 0.31min #18, Background Subtracted (#7
1+

283.043L

1+
282.O4!2

CgHroNzNdOz,
1+

281.0380

1+
287.04LO 1+

283,0427

lnstitut de Chimie Organique ei Analytique
UIVR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.co las@ u niv-o rleans.{r
+33 (0)2 38 49 46 61

1211212019 17:25:53
Page 1 of 1
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request form

Cyril Cotas - Plate-forme HRMS

Institut de Chimie Organique et Analytique
Universitd d'Orldans - UFR Sciences

Rue de Chartres - BP 6759 F-45067 ORLEANS Cedex 2

cyril.colas(d,univ-orleans.fr - +33(0)2 38 49 46 6l

Demandeur Q'{om+Pr6nom)
Sava Alexandru
(submitter's namQ: AS

T61 :

(Phone)
Mail :

(E-mait)

Nom de l'dchantillon : AS 311
(Sample name)

Confirmation :

E#' Structure connue
(Known structure)

ldentification :

f* Structure inconnue
(Unknown structure)

Formule brute : CroHr:NOo
(Molecular formula)

Structure
HO

._ "i
l13

-o*,1
lul

LL6

/
+c

o./
o

oNo2

(Chemical structure)

Chemical Fonnula: C I oH13NO6
Molecular Weight: 243.22

Masse mol6culaire : 243.22
(Molecular weight)

Solvant conseill6 : CH:OH
(Recommended solvent)

Concentration ou masse :

(Concentrat ion or w eight)

1mg/ lml-

Responsable : Sylvain Routier
(Supervisor)

Date: 06.03.2019
(Date)

Bon pour accord
(Signed as agree$

(Position on the rack)
BB12

rack :

suggestions)

Remarques (conservation, solvants d6conseill6s, toxicit6...) :

(Notes: storage, sample handling precautions, toxicity ...)

Partie rdserv6e au service
(For MSfacility use only)

Nom du Iichier :

\r tte name) 
xo48617cYc

Date:
(Date)

06/03l}OLs

4f
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F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBII//ICOA)
Plate{orme de Spectrom6trie de N/asse Haute R6solution HRAIV

Analysis lnfo
Sample Name
Analysis Name

AS311
x048617CYC.d

Acquisition Date
lnstrument / Ser#
lVethod

06/03/2019 18:28:41
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon
Set
Set

Capillary
Collision Cell RF

Polarity Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 l/min

x1

lntens.

1.0

0.5

0.0

x1

XI

100

IVleas. m/z
1 49.059260
180.077642
226.070622
266.063250

50

267.0

# lon Formula
1 C9H902
1 C10H1203
1 C10H12NO5
1 C10H13NNaO6

.5

mlz
1 49.059706
1 80.078096
226.070999
266.063508

250

err lppml mSigma

350

269.0

e- Conf
even
odd
even
even

269.5

400 mlz

m/z

5

4

3

1

z
l+
l+
l+
1+

3.0
2.5
1a

1.0

4.8
36.8

6.8
3.7

rdb
6.0
5.5
6.0
5.0

+lVS, 0.1

357.1 306
121 412

l+
1 49.0593

1+
226.0706

1+
1 80.0776

t+
266.0632

X048617CYC,d: +MS, 0.15-0.41min #9-24, -Peak Bkgrnd1

1+
268,0680

1+
267

1+
266.0532

CroH13NNaO6,266.06351.

1+
258.068s

1+
255.0635

1+
267.0667

lnstitut de Chimie Organique et Analytique
UMR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@univ-orleans.f r

+33 (0)2 38 49 46 61
06/03/201 9 20:22:48

Page 1 of 1
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request form

Cyril Colas - Plate-forme tIRMS
Institut de Chimie Organique et Analytiquc

Universitd d'Orldans - UFR Sciences

Rue de Charlres - BP 6759 F-45067 ORIEANS Cedex 2

clliLr.:olas:rr:uni.,,-orlcans.ll - +33(0)2 38 49 16 6I

Demandeur (Nom+Pr6nom)

Sava Alexandru
(Submitter's namQ: AS

T6l:
(Phone)

Mail:
(E-mait)

Nom de l'6chantillon : AS 389
(Sample name)

Confirmation :

{H'structure connue
(Known structure)

ldentification :

ff Structure inconnue
(Unknown structure)

Formule brute : CqHqCIFNO+
(Molecular formula)

Structure :(Chemical structure)

o
_Noz 1+,

$8Lt\ --

F

a

-ct
tr( e--

a4o
t6o'

4
o

Noz

Chemical Formula: CeHeCIFNO4

Molecular Weight: 249.62

Masse moldculaire : 249,62
(Molecular weight)

Solvant conseill6 : CHrOH
(Recommended solvent)

Concentration ou masse :

(C o nc entr ati on or w e ight)

1mg/ lml,

Remarques (conservation, solvants d6conseill6s, toxicit6. . . )
(Notes: storage, sample handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Bon pour accord
(Signed as agreed)

Date: 10.12.2019
(Date)

ase

5b



F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CB[I//ICOA)
Plate{orme de Spectrom6trie de lvlasse Haute R6solution HRAIV

Analysis Inlo
Sample Name
Analysis Name

AS389
X053952CYC_Na.d

Acquisition Date
lnstrument / Ser#
lt/ethod

11112/2019 20:32:43
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

x1

lntens.

e

2

0
50 100

[/leas. m/z
1 25.039695
1 60.008665
168.0s8121
214.051281
272.009483

.0

# lon Formula
1 C7H6FO
1 CTHGC|FO
1 C9H9FO2
1 C9H9FNO4
1 C9H9ClFNNaO4

m/z
1 25.03971 S

1 60.008572
1 68.0581 0S

214.051012
272.009634

274.5

mSigma

275.5

e- Conf
even
odd
odd
even
even

276.0

m/z

m/z

2.0

1.5

1.0

0.5

274.0 275.0

rdb
5.0
4.5
5.5
6.0
5.0

z
1+

1+

1+
l+
l+

err [ppm]
0.2

-0.6
-0.1
_1 .3

0.6

0.8
23.9
88.6

3.6
n,a.

+N/lS, 0.22-0.24min #1 3-1 4, Background

l+

t+

183

1+
338.3417

1+
204.0350

1+
360.32361+

230.0464
1+ 1+

268.0593 299.2946

X053952CYC_Na.d: +MS, 0.22-0.24min #13-14, Background Subtracted (#6-7)

273.L28t

275,L285

274.7306

J
272.O57L

?AA
CgHsCl FNNaOa, 27 2.O09 6

1+
275.0100I

ti

ii

1+
272.0496

1+
274.OO70

1+
273.OL28

lnstitut de Chimie Organique et Analytique
UlvlR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.co las@ u niv-o rleans.lr
+33 (0)2 38 49 46 61

121121201918:25:15
Page 1 of 1

printed
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200 .c
7.0 l/min
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Spectrom6trie de Masse

Demande d'analyse HRMS

Hi gh-Re s o lution Mas s Spectrometry analys is r eques t fur*

Cyril Colas - Plate-forme HRMS
Institut de Chirrie Organique et Analfique

IJniversite d'Orldans - UFR Sciences

Rue de Chartres - BP 6759 - F-45067 ORLEANS Cedex 2

cv|il.colas,1/runiv-orlcans.fl' +33(0)2 38 49 46 6l

Demandeur Qtlom+Pr6nom)
Sava Alexandru
(Submitter's nam$: AS

T6l:
(Phone)

Mail:
(E-mail)

Nom de 1'6chantillon : AS 380
(Sample name)

Confirmation :

frF.Structure connue
(Known structure)

ldentification :

il.I structure inconnue
(Unknown structure)

Formule brute : CsHqClNzOo
(Molecular formula)

Structure :(Chemic al structur e)

?Et

Noz

o
lsL - -\Ll oN02

Chemical Formula: CeHeClN206

Molecular Weight: 27 6.63

Masse mol6culaire : 27 6,63
(Molecular weight)

Solvant conseill6 : CH:OH
(Recommended solvent)

Concentration ou masse :

(Concentration or weight)

1mg/ lml.

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agreed)

Remarques (conservation, solvants d6conseill6s, toxicit6...) :

(Notes: storqge, sample handling precautions, toxicily ...)

Remarques :

\Com ments and suggest ions)

5e



F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CBIiI/ICOA)
Plate-forme de Spectrom6trie de lt/asse Haute R5solution HRAIV

Analysis lnfo
Sample Name
Analysis Name

AS38O
x053943CYC.d

Acquisition Date
lnstrument / Ser#
It/lethod

11112/2019 17:46:43
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 llmin

l+

1+
241 1+

368.9565

1+
1 87.0033

2+
435.0021

l+
171.0082

x1

x1

0
50

301

m/z
152.034219
241.045512
299.0041 34

350

e- ConflVleas. m/z
152.034253
241.045718
299.004402

err [ppm]
-0.2
-0.9
-0.9

z#
1+ 1

1+ 1

1+ 1

m/z

mlz

x1

3

302

lon Formula
C7H6NO3
c9H9N206
COH9ClN2NaO6

mSigma rdb
4.2 6.0
0.5 7.0
4.2 6.0

even
even
even

X053943CYC.d: +MS, 0.27-0.29mi n #16-17, Background Subtracted (#7-8)
1+

1+
30 .7

1+
1+

299,29s7
300.0073

&

1.001
i

ti

JI

L+
302.0043

t
CgHgClNzNaOs, 299.0047

302,0044

1+
299 )041

1+
ii

I

7+
301.0016

1+
300.0071

lnstitut de Chimie Organique et Analytique
UMR 731 1 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@univ-orleans.f r

+33 (0)2 38 49 46 6l
12/1212019 17:44:52

Page 1 of 1
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Spectromdtrie de Masse

Demande d'analyse HRMS

Hi gh- Re s olution Mas s Sp e c tr ometry analys i s r eques t for*

Cyril Colas Plate-forme HRMS

Institut de Chimie Organique et Analytique
Univcrsite d'Orldans - UFR Sciences

Rue de Chartres - BP 6759 - l:-45067 ORLEANS C-'edex 2

cr ril.coIqsrlilun iv-orieans.fr' * +33(0)2 3 8 49 46 61

Demandeur (Nom+Pr6nom) :

Sava Alexandru
(Submitter's nam): AS

T6l :

(Phone)
Mail:
(E-mait)

Nom de l'dchantillon : AS 335
(Sample name)

Confirmation :

{F Structure connue
(Known structure)

ldentification :

$* Structure inconnue
(Unknown structure)

Formule brute : CrrHr+ClNOo
(Molecular formula)

Structure : oflr- *> (ztSrzut)
CI

L{6

1+.
no?- oql +c o2

(Chemical structure)

Chemical Formula: Cr 1H14ClNO6
Molecular Weight: 291 .68

Masse mol6culaire : 291,68
(Molecular weight)

Solvant conseilld : CH:OH
(Recommended solvent)

Concentration ou masse :

(C oncentr at i on or w e i ght)

1mg/ 1mL

11 -'ur^,
trs-

Responsable : Sylvain Routier
(Supervisor)

Date: 12.03.2019
(Date)

Bon pour accord :

(Signed as agreed)

(Position on the rack)
racksur

Remarques (conservation, solvants d6conseill6s, toxicitd...) :

(Notes: storage, sample handling precautions, toxicity ...)

Partie r6serv6e au service
(For MSfacility use only)

GD11

Nom du fichier :

(File name) XO4gTg5CyC

Date :

(Date) L3l03/zots

Remarques:
(C omments and suggesti ons)

5h



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBII//ICOA)
Plate-forme de Spectrom6trie de lvlasse Haute R6solution HRAIV

Analysis lnfo
Sample Name
Analysis Name

AS335
x048795CYC.d

Acquisition Date
lnstrument / Ser#
lVethod

1310312019 19,.29:O2

maXis 255552.00086
positif-6.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 .c
7.0 l/min

x1

lntens

x1

4

x1

2

e

4

Z

0
292

[/eas. m/z
1 67.069848
1 79.069931
202.038986
215_046623
246.065056
256.081 307
288.107472
292.057966

# lon Formula
1 C9H1103
1 C10H1103
'1 CgH11ClO3
1 C10H12CtO3
1 C11H15CtO4
1 C11H14NO6
1 C12H18NO7
1 C1 1H15C|NO6

294

mlz
167.070271
179.070271
202.039123
21 5.046948
246.065338
256.081 564
288.107778
292.058241

err fppm]
2.5
to
0.7
1.5
1.1

1.0
1.1

0.9

293

z
1+
1+
1+
1+
1+
1+
1+
1+

4.4
1.2

1 1.0
4.0
7.6
3.6
9.5
2.0

rdb
5.0
6.0
4.5
5.0
4.5
6.0
5.0
5.0

even
even
odd
even
odd
even
even
even

mSigma e- Conf

0.31-0

1+

1+
10

l+
JI

1+
1+

075

mlz

X048795CYC.d: +MS, 0.31-0.32min #18-19, Background Subtracted (#5-7)

295.0584

1+
29210s80

i

294,05s4

h

lt

lt

1+
293.0613

296.0732
n

c]]H15c1No6,292.0587
1+

1+ i

ii
il

293.0615
i

1+
294.0558

1+
295.0588

lnstitut de Chimie Organique et Analytique
UIUR 731 1 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Charlres - F-45067 ORLEANS Cedex 2

cyril.colas@ univ-orleans.f r
+33 (0)2 38 49 46 61

printed: 13/031201920',21:55
Page 1 of 2

1

292, )582



F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CBITIflCOA)
Plate-forme de Spectrom6trie de JVlasse Haute R6solution HRAIV

[/leas. m/z z
31 0.089446 1 +
314.040125 1 +

# lon Formula
1 C12H17NNaO7
1 C11H14ClNNaO6

mlz err [ppm]310.089723 0.9
314.040186 0.2

mSigma rdb
2.1 5.0

14.0 5.0

e- Conf
even
even

lnstitut de Chimie Organique et Analytique
UMR 731 1 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@univ-orleans.ir
+33 (0)2 38 49 46 61

13/031201920:21:55
Page 2 of 2

printed
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Spectrom6trie de Masse

Demande d'analyse HRMS

Hi gh-Re s olution Mas s Sp e ctrometry analys is r eques t for*

Cyril Colas - Plate-forme HRMS

lnstitut de Chimie Organique et Analytique
ljniversitd d'Orldans - LIFR Sciences

Ruc cle (lhartres - BP 6759 F-45067 ORLEANS Cedex 2

cYril.crrlustrrrurrir,orlcans.il - +33(0)2 38 49 46 6I

Demandeur Qriom+Pr6nom)
Sava Alexandru
(Submitter's nam): AS

T61 :

(Phone)
Mail:
(E-mail)

Nom de l'dchantillon : AS 382
(Sample name)

Confirmation :

lff' Structure connue
(Known structure)

ldentification :

flT Structure inconnue
(Unknown structure)

Formule brute : CsHsClNzOo
(Moleeular formula)

Structure ;(Chemical structure)

oN02

Noz
rx
n+,I

Chemical Formula: CeHeClN2O6

Molecular Weight: 27 6.63

Masse mol6culaire : 27 6,63
(Molecular weight)

Solvant conseill6 : CHIOH
(Recommended solvent)

Concentration ou masse :

(C o nc e ntr at i o n or w e i ght)

I mg/ iml-

Remarques (conservation, solvants d6conseill6s, toxicitd. . . )
(Notes: storqge, sample handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agree$

(Po,silian on the rack)
sur rack :

5k



F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CB[I//ICOA)
Plate-forme de Spectrom6trie de [t/asse Haute R6solution HRAIV

Analysis Info

Sample Name
Analysis Name

4S382
x053945CYC.d

Acquisition Date
lnstrument / Ser#
It/ethod

111121201917:49:39
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
'1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 l/min

x1

lnlens

lntens

1.00

n

0.50

0.25

0.00

x1

299

N/leas. m/z
'187.003209

299.004346

300

lon Formula
C7H6CIN03
C9H9ClN2NaO6

mlz
187.003072
299.004134

err [ppm]
-o.7
-0.7

mSigma
20.5
5.0

350

e- Conf
odd
even

400 m/z

m/z

n

0

x1

z#
'l + 1

1+ 1

rdb
5.5
6.0

1+

381.995311 231.0295
260.9998

1+
17.1 .0082

1+

1+

1+

152.0342

437.1

X053945CYC.d: +MS, 0.20-0.24min #!2-74, Background Subtracted (#7-8)
1+

799x )043

1+
300.0071

i

1+
301.0018

1+
302.0048

1+
303.OO74

CsHsClrNzNarOo, 299.OO47
1+

299 )041

i

1+
301.0016

1+
300.0071 1+

302.OO44

lnstitut de Chimie Organique et Analytique
UIVR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ u niv-o rleans.f r
+s3 (0)2 38 49 46 61

12/121201918:00:03
Page 1 of 1

printed
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Spectrom6trie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request form

Cyril Colas - Plate-florme I-IRMS
Institut de Chimie Organique et Analytique

Universitd d'Orldans - UFR Sciences

Rue de Charlres - BP 6759 - F-45067 ORLEANS Cedex 2

cvt il.colas rrlurriv-orlcans.li - +33(0)2 38 49 46 61

Demandeur Qriom+Pr6nom)
Sava Alexandru
(submitter's nam$: AS

T6l:
(Phone)

Mail:
(E-mail)

Nom de l'6chantillon: AS 386
(Sample name)

Confirmation :

|ff. Structure connue
(Known structure)

ldentification :

ilT Structure inconnue
(Unknown structure)

Formule brute : CroHrrClzNOs
(Molecular.formula)

Structure :(Chemical structure)
CI

L60
I

lo

os

Masse mol6culaire : 296,10
(Molecular weight)

Solvant conseill6 : CH:OH
(Recommended solvent)

Concentration ou masse :

(C oncentration or w eight)

lmg/ lml,

Remarques (conservation, solvants d6conseill6s, toxicit6. . . ) :

(Notes: storqge, sample handling precautions, toxicity ...)
[, -.,'

dll

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agreed)

1a
1.o

(Comments

5l
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F6d5ration de Recherche Physique et Chimie du Vivant (FR2708 : CBlitl/ICOA)
Plate{orme de Spectrom6trie de Nllasse Haute R6solution HRAIV

Analysis Info

Sample Name
Analysis Name

AS386
x053949CYC.d

Acquisition Date
Instrument / Ser#
[/ethod

1111212019 17:55:38
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 .c
7.0 I/min

+lVlS, 0.31min #1

1+

1+

1+

1+
31

x1

4

3

x1Q4

2

5

I
It/leas. m/z
171.020812
1 83.020856
205.989788
250.016015
260.032228
314.040197
31 7.990984

lon Formula
c8H8Cl02
c9H8Ct02
c8H8Ct202
c10H12C1203
c10H11C|NO5
C11H14ClNNaO6
C10H1 1Cl2NNaO5

321

m/z
171.020734
1 83.020734
205.989586
250.01 5801
260.032027
314.040186
31 7.990649

err [ppm]
-0.5
-0.7
_1.0

-0.9
-0.8
-0.0
-1 .1

322

mSigma
7.3
6.7
3.4
4.9
1.4

17.4
'I 1.8

350

aao

e- Conf
even
even
odd
odd
even
even
even

400 mlz

mlz

4

xl

3 9

z#
1+ 1

1+ 1

1+ 1

1+ 1

1+ 1

1+ 1

1+ 1

rdb
5.0
6.0
4.5
4.5
6.0
5.0
5.0

X053949CYC,d: +MS, 0.31min #18, Background Subtracted (#6-7)
1+

3L74

319.9882

1+

0910
r

322.9874
318.9938

i
321.9853

a

320.9906
&

CroHrrCIzNNaOs, 317.9906

3L7

1+

1+
9906

319, 9879

1+

1+
322.9884ir

321.98ss
It

1+
318.9938

1+
320.9910

i

lnstitut de Chimie Organique et Analytique
UIVIR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@univ-orleans.f r

+33 (0)2 38 49 46 61

printed: 121121201918:12:33
Page 1 of 1
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Spectromdtrie de Masse

Demande d'analyse HRMS

H i gh-Re s o lution Mas s Spe c trometry analys is reques t form

Clyril Colas - Plate-forme [{RMS
Institut de Chimie Organique et Analytique

Universitd d'Orleans - llFR Sciences

Rue de Chartres - BP 6759 - I,-45067 ORI-EANS Cedex 2

g_r_Lrl.g!Ii6_<r-!11i1,-Lrrlcans.fi - +33(0)2 38 49 46 6l

T6l :

(Phone)
Mail:
(E-mail)

Nom de l'6chantillon : AS 383
(Sample name)

Confirmation :

flff,Structure connue
(Known structure)

ldentification :

il structure inconnue
(Unknown structure)

Formule brute : CroHuBrClNOs
(Molecular formula)

Structure ;(C h e m i c al s tructur e)

CI

5o\
Br

O2

o
'l +,

-AL\ .Lq\
o\

\
Chemical Po.*rtu' Ct oHt I BrClNO5

Molecular Weight: 340.55

Masse mol6culaire : 340,55
(Molecular weight)

Solvant conseill6 : CHrOH
(Recommended solvent)

Concentration ou masse :

(C o ncentr at i on or w e ight)

l mg/ lml,

Remarques (conservation, solvants d6conseill6s, toxicit6...) :

(Notes: storage, sample handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agreeS

Demandeur (Nom*Pr6nom) :

Sava Alexandru
(submitter's name): AS

Position sur le
on the(Position

5m



N W-::t:..:.4-::::"W F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CBIvI/ICOA)
Plate-forme de Spectrom6trie de N/asse Haute R6solution HRATM

Analysis Info

Sample Name
Analysis Name

AS383
x053946CYC.d

Acquisition Date
lnstrument / Ser#
tMethod

11/121201917:51 :08
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 .c
7.0 l/min

x1

lntens

x1

x1

mlz

mlz

lVleas. m/z
179.070462
214.970325
226.970423
249.939272
293.96551 4
303.981839
361.940123

z
1+
1+
1+
1+
'l +
1+
1+

# lon Formula
1 C10H1103
1 CBHSBTO2
1 C9H8BrO2
1 CSH8BrC|O2
1 C10H12BrClO3
1 C10H11BrNOS
1 C10H11BrClNNaOS

m/z
179.070271
214.970218
226.970218
249.939071
293.965285
303.98151 1

361 .940133

err [ppm]
-1 .1

-0.5
-0.9
-0.8
-0.8
-1 .1

0.0

mSigma
1.7

18.4
10.5
7.4

'18.8

24.1
8.9

e- Conf
even
even
even
odd
odd
even
even

rdb
6.0
5.0
6.0
4.5
4.5
6.0
5.0

X053946CYC.d: +MS, 0.19-0.34min #11-20, -Peak B

365,9358
1+

362.9436
366.9387

3

1+
363.9381

CloHxBrCl NNaOs, 361.94O
1+

1+
361.9401

1+
365.9356

1+
1+352.9433

366.9386

1+
364.94LL

lnstitut de Chimie Organique et Analytique
UMR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@un iv-orleans.f r

+33 (0)2 38 49 46 61

121121201918:04:56
Page 1 of 1

1

1
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Spectromdtrie de Masse

Demande d'analyse HRMS

Hi gh- Re s olution Mas s Sp e ctr om etry analys is r eques t form

Cyril Colas - Plate-forme HRMS
Institut de Chimie Organique et Analytique

Universitd d'Orl6ans - UFR Sciences

Rue de Chartres * BP 6759 -F-45067 ORLEANS Cedex 2

c-v-ril.colas@univ-orleans.fr - +33(0)2 38 49 46 61

Demandeur (Nom+Pr6nom)

Sava Alexandru
(Submitter's namQ: AS

T6l:
(Phone)

Mail:
(E-mail)

Nom de 1'6chantillon: AS 315
(Sample name)

Confirmation :

U Structure connue
(Known structure)

ldentification :

i"-- Structure inconnue
(Unknown structure)

Formule brute : CzqHzsClN+OzS
(Molecular formula)

Structure :

(Chemical structure)
-u oi 1+-

tr?Lq"6 --5

cr

Chemical Formula: C2efl,5ClN407S

Molecular weight: 609.05

Masse moldculaire : 609,05
(Molecular weight)

Solvant conseilld : Acetone
(Recommended solvent)

Concentration ou masse :

(C o nc entr at i on or w eight)

1mg/ 1mL

Remarques (conservation, solvants ddconseill6s, toxicit6...)
(Not es : stor age, s ampl e handling pr ecaulions, t ox ic ity ...)

Responsable : Sylvain Routier
(Supervisor)

Date:26.03.2018
(Date)

Bon pour accord
(Signed as agreedl

Partie
(For

(File name)
Nom du

(,': it- i l'irc \' 
o 

",
Cl* k rl-rtaola+

Position sur le rack :

(Position on the rack)
GElO

Date:
(Date)

73103/207e

_,)
,, t ,ti-

) )) i': I .:

8a



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBIt/ilCOA)
Plate-forme de Spectrom6trie de N/asse Haute R6solution HRAIV

Analysis Info

Sample Name
Analysis Name

AS315
x048806CYC.d

Acquisition Date
lnstrument / Ser#
lVethod

13/03/2019 19:46:45
maXis 255552.00086
positif-6.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Sei Dry Gas

0.6 Bar
200 .c
7.0 l/min

lntens.
x1 05

x1

0.0

0.8

0.6

0.2

0.0
100

It/leas. m/z
1 50.067376
1 96.060261
333.042946

342.048216

609.1 201 69

300

o

lon Formula
c9H1 002
c9H1 0NO4
C29H27CaClN408S
C28H3lCaClO125
C29H29CaClN4O9S
C28H33CaClO135
c29H26ClN407S
c28H30CtO1 1S

400

mlz
1 50.067531
1 96.060434
333.042653
333.041 984
342.047936
342.O47267
609.120524
609,1 1 91 87

200 800 mlz

m/z

x1

U6 o 46 5

z#
1+ 1

1+ 1

2+1
2+2
2+1
'1 + 1

1+ 2

err [ppm]
1.0
0.9

-0.9
-2.9
-0.8
-2.8
0.6

-1.6

msigma
53.9

1.0
31.1
s6.5
22.4
23.8

2.8
10.6

e- Conf
odd
even
even
even
even
even
even
even

rdb
5.5
6.0

19.0
14.0
18.0
13.0
19.0
14.0

1 50.0674 310.0462

+N/S, 0.14-0.37min #B-22, -Peak

l+
609.1202

1+
1 96.0603

X048806CYC.d: +MS, 0.14-0.37mi n #8-22, -Peak

l,+ 6

6

1+
782

1+
672.

1+
509.1202

1+

613.1197

Czg HzsCl NqOzS,

1+
510.1235

1+
609,1205

1+
611,1189

1+
612,L27L 1+

613.1200

lnstitut de Chimie Organique et Analytique
UMR 7311 - Universit6 d'Od6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@univ-orleans.f r

+33 (0)2 38 49 46 61

13/03/2019 20:42:09
Page 1 of 2

printed
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request frr*

Cyril Colas Plate-forme HRMS

lnstitut de Chimie Organique et Analytique
Llniversite d'Orldans - [JFR Sciences

Rue de Chartres - BP 6759 - F-45067 ORI-HANS Cedex 2

cvlil tolrrsa'rrni!-orleans fi-+33(0)2 38 49 46 6l

Demandeur Q.{om+Pr6nom) :

Sava Alexandru
(Submitter's nam$: AS

T6l :

(Phone)
Mail:
(E-mail)

Nom de l'6chanti11on : AS 397
(Sample name)

Confirmation :

lff Structure connue
(Known structure)

ldentification :

flT,Structure inconnue
(Unknown structure)

Formule brute : CzqHz+CIFN+OzS
(Molecular formula)

Structure :

(Chemical structure)

F

CI

Chemical Formula: C,qH,aClFNaOTS

Molecular Weight: 627.021

Masse moldculaire : 627 .04
(Molecular weight)

Solvant conseilld : Acetone
(Recommended solvent)

Concentration ou masse :

(C o nc entr at io n o r w eight)

1mg/ lml,

Remarques (conservation, solvants d6conseill6s, toxicit6...) :

(Notes: storage, sample handling precautions, taxicity ...)

Responsable : Sylvain Routier
(Supentisor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agreed)

8b
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F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CB[I//ICOA)
Plate-forme de Spectrom6trie de lt/asse Haute R6solution HRAIV

Analysis lnlo
Sample Name
Analysis Name

AS397
x053979CYC.d

Acquisition Date
lnstrument / Ser#
IVlethod

1111212019 20:04:33
maXis 255552.00086
Positif.m

Acquisition Parameler
Source Type ESI
Scan Begin 50 m/z
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 .c
7.0 l/min

lntens.
x1

1.5

1.0

0.s

0.0

lntens.
x1

2.0

200 300

# lon Formula
1 C29H26CaClFN4O8S
2 C17H30CaClFN6O l55
1 C29H28CaClFN4O9S
1 C29H25CIFN3O5S
1 C29H25CIFN4O7S
2 C28H29CtFO1 1S
1 C29H24C|FN4NaO7S
2 C2BH28C|FNaO1 1S

400

mlz
342.037942
342.038868
351 .043225
581 .1 18199
627 .11 1 102
627.109765
649.093047
649.091 709

err [ppm]
-1 .2

1.5
-0.8

1.1

1.5
-0.7
1.3

-0.7

mSigma
6.7

47.0
20.6
12.3
7.6

11.1

21.3
25.3

e- Conf
even
even
even
odd
even
even
even
even

mlz

mlz

2.0

t.5

1.0

0.5

0
x1

2.5

2.0

1.5

lt/leas. m/z
342.0383s2

3s1.04351 0
581.117555
627.1 1 01 86

649.0921 95

z
2+
2+
2+
'1 +
'1 +
1+
1+
1+

rdb
19.0
6.0

18.0
18.5
19.0
14.0
19.0
14.0

21151 5

1m 7-18, Background

2+
351.0435

l+
627.1102

X053979CYC.d: +MS, 0.29-0.31min #L7 -L8, Background Subtracted (#6-8)

63 1.1 102

1+

1+630.1108

i

1+

1+
627.tLOz

L+
629.1086628.113s 

fillir
CzgHzsCl FN+OzS, 627 .LLLL

1+
629.L094

i

il

li

I

ii

iiliii fi

1+
627.t7rr

1+
628.114t

1+
630.tLt7 1+

631.1106

lnstitul de Chimie Organique et Analytique
UMR 731 1 - Universit6 d'Od6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@univ-orleans.lr
+33 (0)2 38 49 46 61

121121201919:45:03
Page 1 of 1

printed



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CB[r4/ICOA)
Plate{orme de Spectrom6trie de JVlasse Haute R6solution HRAIV

lVleas. m/z z
631.101895 1+

1+

# lon Formula
1 C29H25ClN4NaO7S
2 C2BH29C!NaO1 1S

m/z
631 .1 02469
631.101 131

err [ppm]
0.9

-1 .2

mSigma
21 .7
21.9

e- Confrdb
19.0
14.0

even
even

lnstitut de Chimie Organique et Analytique
UMR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

.colas@un iv-orleans.f r
(0)2 38 4e 46 61

13/03/2019 20:42:O9
Page 2 ot 2
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analys is request form

Cl1'ril Ciolas - Plate-forme HRMS

Institut de Chimie Organique et Analltique
Universite d'Orleans - UFR Sciences

Rue de Chartres - BP 6759 F-45067 ORLEANS Cedex 2

cY|il.colas n'uilir,-orlcans.fl'- +33(0)2 38 49 46 6l

Demandeur (Nom+Prdnom) :

Sava Alexandru
(Submitter's nam$: AS

T6l:
(Phone)

Mail:
(E-mait)

Nom de 1'6chantillon : AS 391
(Sample name)

Confirmation :

if Structure connue
(Known structure)

ldentification :

$T Structure inconnue
(Unknown structure)

Formule brute : CzsHz+ClzN+OzS
(Molecular formula)

Structure:
(Chemical structure)

1d

CI

Chemical Fonnula: C2el-lr4cl.N107S

Molecular Weight: 643.49

Masse mol6culaire : 643.49
(Molecular weight)

Solvant conseill6 : Acetone
(Recommended solvent)

Concentration ou masse :

(C on c entr at i on or w ei ght)

1mg/ 1mL

Remarques (conservation, solvants d6conseill6s, toxicit6. . . )
(Notes: storage, sample handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord
(Signed as agreed)

(tl

andiuggestions\,

8c
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F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CBIvI/ICOA)
Plate-forme de Spectrom5trie de ltlasse Haute R6solution HRAIVI

Analysis lnfo
Sample Name
Analysis Name

AS391
x053954CYC.d

Acquisition Date
lnstrument / Ser#
It/ethod

11/121201918;03:15
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 l/min

x1

2.5

2.0

1.5

1.0

0.5

0.0
100

lvleas. miz
350.023664
359.029029
597.088398
643.081 171

665.06271 6

300

# lon Formula
1 C29H26CaC|2N4O8S
1 C29H28CaCl2N4OgS
1 C29H25C\2N305S
1 C29H25C\2N407S
2 C28H29C1201 1S
1 C28H28CI2NaO1 1S
2 C29H24CI2N4NaO7S

200 400

m/z
350.0231 67
359.028449
597.088649
643.081 552
643.0802.15
665.0621 59
665.063496

err [ppm]
-1.4
-1.6
0.4
0.6

-1.5
-0.8
1.2

mSigma
7.6

48.9
50.8

8.3
14.1

33.1
33.8

500 600 700

e- Conf
even
even
odd
even
even
even
even

800 mlz

mlz

lntens.
x'1

1.0

2.0

0.0

z
2+
2+
1+
1+
1+
1+
1+

rdb
19.0
18.0
18.5
19.0
14.0
14.0
19.0

64340,8t2

$

ti

tl

X053954CYC.d: +MS, 0.24-0.26min #14-15, Background Subtracted (#6-7)
1+

1+

1+644.O847

I
tl

1t

646.0816

f

l1

7+
647.O77L

fr

1+
645.0790

1+
648.0789

&

1+
649.O790

czgHzscl:NcozS, 643.0816
1+

643.0816

1+
645.O793

1+
649.0786

I

tl

1+
644.0846 1+

646.0819 1+
647.0779

1+
648.O797

lnstitut de Chimie Organique et Analytique
UMR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@un iv-orleans.{r
+33 (0)2 38 49 46 51

12/121201918:31 :49
Page 1 of 1

printed
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Spectrom6trie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request form
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*
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r
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ft,

'"ffi

*j
t:

s

Demandeur (Nom+Pr6nom)

Sava Alexandru
(Submifier's name): AS

T6l:
(Phone)

Mail:
(E-mail)

Confirmation:
{# Structure connue

(Known structure)

ldentification :

ffi Structure inconnue
(Unknown structure)

Formule brute : CzsHz+ClNsOsS
(Molecular formula)

Structure:
(Chemical structure)

r4e
ffi'

Chemical Formula: C,eH.4ClNsOeS

Molecular Weight: 654.05

Masse mol6culaire : 654.05
(Molecular weight)

Solvant conseill6 : Acetone
(Recommended solvent)

Concentration ou masse :

((' o n c en tr trl i o n or v, e i ght)

1mg/ 1mL

Remarques (conservation, solvants d6conseill6s, toxicit6...) :

(Notes: storqge, sample handling precoutions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord
(Signed as agreed)

Cyril Colas - Plate-lorme HRMS
Institut de Chimie Organique et Analltique

Llniversitd d'Orl6ans - UFR Sciences

Rue de Chartres- BP 6759 -F-45067 ORLEANS Cedex 2

r:r ril.ctlas iiuni\ -orl!'iuls.1i - +33(0)2 38 49 46 6l

Nom de l'6chantillon : AS 390
(Sample name)

(Positiin an thi ratk) , ,,, GClO

::: l'

8e



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CB[I//ICOA)
Plate{orme de Spectrom6trie de lvlasse Haute R6solution HRAIV

Analysis lnfo
Sample Name
Analysis Name

AS39O
x053953CYC.d

Acquisition Date
lnstrument / Ser#
lVlethod

1111212019 18:01 :40
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 5O mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 l/min

x1

2.0

1.0

0.5

0.0

lntens.
x1

1.0

2.0

mlz

m/z

2.0

1.5

1.0

U,5

0.0

lt/eas. m/z
346.530830
3s5.53s663
608.1 1 251 0

654.1 05294

676.0871 60

z
2+
2+

# lon Formula
1 C29H24CaC|N5O9S
1 C29H26CaClN5010S
'I C29H25CtN407S
2 C28H29C|O1 1S
1 C29H25ClN509S
2 C28H29C!NO13S
'I C29H24ClN5NaO9S
2 CZBH28'C!NNaO135

mlz
346.52991 0
355.5351 92
608.1 1 2699
608.1 1 1 362
654.1 05603
654.1 04265
676.087547
676.086209

err [ppm]
-2.7
_1 .3

0.3
_1.9

0.5
-1.6
0.6
-1.4

mSigma
31 .7
13.8
13.9
21.2
4.9

14.3
13.8
18.1

e- Conf
even
even
odd
odd
even
even
even
even

rdb
21 .0

20.0
19.5
14.5
20.0
15.0
20.0
15.0

+

+

+
+

+
+

125

Z+

0.26-0.28min #1 5-16, Background

1+

X053953CYC.d: +MS, 0.26-0.28min #15-16, Background Subtracted (#6-7)
1+

1+

6s& $0s3

1+
65 5.1082

t
il

lt

i

i

J

657.L0s7

i

1+
6s6.1038

1+
658.1051

czgHzsclNsogs, 654.1056

/\

1+
554.1056

1+
6s6.10401+

655.1086

1+
6s7.to62 1+

558.1052

lnstitut de Chimie Organique et Analytique
Ul/R 731 1 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ u niv-o rleans.f r
+33 (0)2 38 49 46 61

printed: 12/12/201918:29:49
Page 1 of 1
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Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request form

Cyril Colas - Plate-forme I"IRMS

Institut de Chimie Organique et Analytique
Universitd d'Orl6ans - UFR Sciences

Rue de Chartres - BP 6'759 - F-45067 ORLEANS Cedex 2

cyril.colas@univ-orleans.fr +33(0)2 38 49 46 6l

Demandeur (Nom+Pr6nom)

Sava Alexandru
(submitter's nam): AS

T6l:
(Phone)

Mail :

(E-mail)

Nom de 1'6chantillon : AS 331
{Sample name)

Confirmation :

il' Structure connue
(Known structure)

ldentification :

i-"" Structure i nconnue
(Unknown structure)

Formule brute : C:oHzzClN+OsS
(Molecular formula)

Structure :

(Chemical structure) LLb -> t"u,l

./>
-N

I

o

{o
5'a )

,,,,

CI

Chemical Formula: C3oH27ClN408S

Molecular Weight: 639.08

Masse mol6culaire : 639.08
(tulolecular weight)

Solvant conseill6 : Acetone
(Recontmended solv ent)

Concentration ou masse :

(Concentr ation or weight)

1mg/ 1mL

Remarques (conservation, solvants d6conseill6s, toxicit6. ..)
(N ot es : st or age, s amp le handling pr ecautions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date : 06.03.2018
(Date)

Bon pour accord
(Signed as agreed)

surPosition
theon(Position

X0488O7CYC
(File name)

Remarques :

(Com me nls a nd s ugges t ions)
.l

,t"'i1ri,(
{+

Partie rdservde au service
(For MSfacility use only)

GE11

Date:
(Date)

L3/03/zOLs

1+
]';"1 / ltxg

8f
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F5d6ration de Recherche Physique et Chimie du Vivant (FR270B : CBNI/ICOA)
Plate-forme de Spectrom6trie de N/asse Haute R6solution HRAM

Analysis Info

Sample Name
Analysis Name

AS331
x048807CYC.d

Acquisition Date
lnstrument / Ser#
It/ethod

13/03/2019 19:48,,23
maXis 255552.00086
positif-6.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 .c
7.0 l/min

x1

1

x1

1.5

1.0

0.5

0.0

lntens.

XI

I.5

1.0

0.5

0.0

mlz

m/z

1.0

0

lt/leas. m/z
1 49.0s9480
226.070885
339.042764
348.0481 73
593.1 371 09
639.1 30233

661.111962

z#
1+ 1

1+ 1

2+1
2+1
1+ 1

1+ 1

1+ 2
1+ 1

mlz
1 49.059706
226.0709S9
339.042653
348.047936
593.1 381 86
639.1 31 089
639.129752
661.1 1 3033

err [ppm]
t.5
0.5

-0.3
-0.7
1.8
1.3

-0.8
t.t

mSigma
5.3
4.6

17.1

16.9
23.5

6.0
15.1

5.8

e- Conf
even
even
even
even
odd
even
even
even

lon Formula
c9H902
c1 0H1 2NO5
C30H27CaClN4OBS
C30H29CaClN409S
c30H28ClN306S
c30H28ClN408S
c29H32CIO125
C30H27ClN4NaOBS

rdb
6.0
6.0

20.0
19.0
18.5
19.0
14.0
19.0

1 49.0595
593.1 371348.0482

1+
639.1 302

1+
226.0709

X048807CYC.d: +MS, 0.14-0.53min #8-31, -Peak Bkgrn
1+

639.1302

1+
647.72841+

640.1331

1+
642,L306 1+

643.L302

c3sH4ClNaO3S, 639.131

L+
640,L341.

1+
639.13 1 1

L+
64t.r295

1+

642.L3t8 1+
643.1308

lnstitut de Chimie Organique et Analytique
UMR 731 1 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ univ-orleans.f r
+33 (0)2 38 49 46 61

printed: 13/031201920:45:30
Page 1 of 2



B #r" ,, ..,"""s$#i F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CBII//ICOA)
Plate-forme de Spectrom6trie de N/asse Haute R6solution HRAIV

It/eas. m/z z # lon Formula
1+ 2 C29H31CINaO125

m/z
661.111696

err [ppm]
-0.4

mSigma
8.5

rdb e- Conf
14.0 even

lnstitut de Chimie Organique et Analytique
UMR 731 1 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@univ-orleans.f r

+33 (0)2 38 49 46 61

printed: 131031201920:45:30
Page 2 ot 2



Spectromdtrie de Masse

Demande d'analyse HRMS

High-Resolution Mass Spectrometry analysis request form

{-
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fe,
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'il

t:
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tl;
Jt-

'i*
u.
1:

s,

i:
L

T6l:
(Phone)

Mail:
(E-mail)

Nom de l'6chanti1lon : AS 392
(Sample name)

Confirmation :

ffi structure connue
(Known structure)

ldentification :

il: Structure inconnue
(Unknown structure)

Formule brute : CzsHz+ClNsOsS
(Molecular fornula)

Structure :

(Chemical structure)

Noz

cr

nto
{8'

Chemical Formula: C2eH24ClN5OeS

Molecular Weight: 654.05

Masse mol6culaire : 654.05
(Molecular weight)

Solvant conseilld : Acetone
(Recommended solvent)

Concentration ou masse :

(C o nc entr ot ion or w eight)

l mg/ 1mL

Remarques (conservation, solvants d6conseill6s, toxicit6...)
(Notes: storqge, sample handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supert,isor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agreed)

Cyril Colas - Plate-lorme HRMS

Institut de Chimie Organique et Analytique
Llniversiti d'Orldans - UFR Sciences

Rue de Chartres - BP 6759 - F-45067 ORLEANS Cedex 2

cr lil col;tr 7r-)rrri\i-.rrit,irls lr - +1110\2 ?R 49 4(6 6l

Demandeur (Nom+Pr6nom) :

Sava Alexandru
(Submitter's nam): AS

8k



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBII//ICOA)
Plate-forme de Spectrom6trie de Jr/asse Haute R6solution HRAIV

Analysis Info

Sample Name
Analysis Name

AS392
x053955CYC.d

Acquisition Date
lnstrument / Ser#
Ir/lethod

111121201918:04:51
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200'c
7.0 l/min

x1

x1

300

# lon Formula
1 C29H24CaClN5O9S
1 C29H26CaClN5010S
2 C28H30CaClNO145
1 C29H25CtN407S
2 C2BH29C|O1 1S
1 C29H25ClN509S
2 C28H29CINO135
1 C29H28CtN609S

400

mlz
346.529910
355.535192
355.534524
608.1 1 2699
608.1 1 1 362
654.1 05603
654.1 04265
671.132152

err [ppm]
-0.9
0.1

-1.8
0.3

_1.9

1.1

-1.0
1.1

mSigma
10.3
13.9
18.6
6.2

16.1

6.9
16.7
34.8

e- Conf
even
even
even
odd
odd
even
even
even

500 mlz

mlz

x1

lVleas. m/z
346.530226
355.5351 62

508.1 1 2509

654.1 04904

671 .131445

z
2+
2+
2+
1+
1+
1+
1+
1+

rdb
21 .0

20.0
15.0
19.5
14.5
20.0
15.0
19.0

X053955CYC.d: +MS, 0.24-0.25 min #L3-L4, Background Subtracted (#4-6)
1+

654:; 1049

1+
65 5.1080

,

l1

1+
656.1034

1+
658.1048

1+
657.1053

hjl
czsHzsclNsogs, 654,1056

L+

:
i]
il

1+ 555.1040
6ss.1085 I

Iiit1 ii

ii:i
;jiirr il

1+
554.1056

1+
657.L062 1+

658.105 2

lnsiitut de Chimie Organique et Analytique
UIVR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@univ-orleans.f r

+33 (0)2 38 49 46 61

printed: 121121201918:54:11
Page 1 of 2

1

1



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBIV/ICOA)
Plate{orme de Spectrom5trie de NIasse Haute R6solution HRAIV

Jt/eas. m/z

676.086834

lon Formula
c28H32ClN2013S
C29H24ClN5NaO9S
C28H28ClNNaO13S

mlz
671.1 3081 4
676.087547
676.086209

z#
1+ 2
1+ 1

1+ 2

err [ppm]
-0.9
1.1

-0.9

mSigma
35.4

9.9
14.4

e- Confrdb
14.0
20.0
15.0

even
even
even

lnstitut de Chimie Organique et Analytique
UN/IR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Charlres - F-45067 ORLEANS Cedex 2

cyril.colas@ univ-orleans.f r

+33 (0)2 38 49 46 51

printed: 12/121201918:54:11
Page 2 ot 2



Spectromdtrie de Masse

Demande d'analyse HRMS

Hi gh-Re s olution Mas s Sp ectrometry analys is reques t form
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Demandeur (Nom+Pr6nom)

Sava Alexandru
(submitter's nam{: AS

T61 :

(Phone)
Mail:
(E-maiD

Nom de l'6chantillon : AS 394
(Sample name)

Confirmation :

{flj. Structure connue
(Known structure)

ldentification :

il:. Structure inconnue
(Unknown structure)

Formule brute : C:oHzoClzN+OsS
(Molecular formula)

Structure:
(Chemical structure) ,.a)

L6o
N

CI

1
{LT

-lo

UI

Chemical Formula: C3oH26Cl2N4OsS

Molecular W eight:. 67 3.52

Masse moldculaire : 673.52
(Molecular weight)

Solvant conseilld : Acetone
(Recommended solvent)

Concentration ou masse :

(C o n c entr ati on or w e ight)

1mg/ lml.

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agreed)

Cyril Colas - Plate-fbrme HRMS
Institut de Chimie Organique et Analytiquc

Universite d'Orleans - [.]l'R Sciences

Rue de Chartres BI'6759 F-45067 ORLFIANS Cedex 2

cv|il.colas i'iurir'-oric{ins.ll'- +33f0)2 38 49 46 61

Remarques (conservation, solvants d6conseill6s, toxicit6...) :

(Notes: storqge, sample handling precautions, toxicity ...)

8l
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ffi.tr:3*Tffi F6d6ration de Recherche Physique et Chimie du Vivant (FR270B : CBII//ICOA)
Plate-forme de Spectrom6trie de Jr/asse Haute R6solution HRAIV

Analysis lnfo
Sample Name
Analysis Name

AS394
x053957CYC.d

Acquisition Date
lnstrument / Ser#
lVethod

11 11212019 1 8:07:51
maXis 255552.00086
Positif.m

Aequisition Parameter
Source Type ESI
Scan Begin 50 m/z
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 .c
7.0 l/min

1+

11

2+

18

+MS, 0.26-0.27min #1 5- 1 6, Background Subtracted

1+
x1

x1

x1

673

lVeas. m/z
'183.020901

260.032370
356.024005
365.028941
627.098713
673.091815

695.073430

6t4 675 676

# lon Formula
1 C9H8C|O2
1 C10H11CINO5
1 C30H26CaC12N4O8S
1 C30H28CaC12N4O9S
1 C30H27CI2N306S
1 C29H31Ct20125
2 C30H27C\2N408S
1 C30H26Cl2N4NaO8S

677

mlz
1 83.020734
260.032027
356.0231 67
365.028449
627.099213
673.090779
673.092117
695.074061

678

err [ppm] mSigma
-0.9 6.2
-1.3 24.8
-2.4 22.5
-1.3 1 1.3

0.8 51.2
-1.5 24.8
0.4 26.4
0.9 23.5

680

e- Conf
even
even
even
even
odd
even
even
even

681 mlz679

rdb
6.0
6.0

20.0
19.0
18.5
14.0
19.0
19.0

z
l+
t+
2+
2+
t+
l+
t+
1+

mlz

67s.0896

*

I

it

X053957CYC.d: +MS, 0.26-0.27mi n #15-16, Background Subtracted (#5-6)
1+

6731 9918

1+

1+
674.0945

676 7

1+
678.0902

f, n

1+
;.o92

A

J1

1+
677.O88L

t+
579.0881

caoH2?clzN4oss, 673.092t

c92L

1+

1+
673.

1+
676,0925

ii

ti
I
ii
ii

L+
674.0957

1+
677,0886

1+
678,0903

1+
679.0894

lnstitut de Chimie Organique et Analytique
UMR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2
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F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBII//ICOA)
Plate-forme de Spectrom6trie de Jt/asse Haute R6solution HRAIV

lt/leas. m/z z # lon Formula
1+ 2 C29H30CI2NaO125

mlz err [ppm]
695.072723 -1.0

mSigma
23.8

e- Conf
even

rdb
14.0

lnstitut de Chimie Organique et Analytique
UMR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.co las@ u niv-o rleans.f r
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Spectromdtrie de Masse

Demande d'analyse HRMS

Hi gh-Re s olution Mas s Spe ctrometry analys is r eques t form
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x
fl,
{:

*
qj

{}*

Demandeur (Nom+Pr6nom)

Sava Alexandru
(Submitter's namQ: AS

T6l:
(Phone)

Mail:
(E-mail)

Nom de l'6chantillon : AS 393
(Sample name)

Confirmation :

flE structure connue
(Known structure)

ldentification :

{T Structure inconnue
(Unknown structure)

Formule brute : CroHzeBrClNqOsS
(Molecular Jbrmula)

Structure :

(Chenical structure) --2 10\
N

N

1
671

+a

CI

Chemical Formula: C3sH26BrClNaOsS

Molecular W eighti 7 17 .97

Masse mol6culaire : 7 11.97
(Molecular weight)

Solvant conseill6 : Acetone
(Recommended solvent)

Concentration ou masse :

(C oncentr at i on or w eight)

1mg/ 1mL

Remarques (conservation, solvants d6consei1l6s, toxicit6...) :

{Notes: storage, sample handling precautions, toxicity . .)

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agreed)

Cyril Colas Plate-lorme I{RMS
Institut de Chimie Organique et Analytique

Ljniversitct d'Orldans - [JFR Sciences

Ruc de Clhartres - BP 6759 I-'-45067 ORLEANS Cedex 2

cr,ril.coiastr'unir-orlcatrs.li +33(0)2 38 49 46 6l

suggeliib4$ ' i'''.'.:'.'- l

8m



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBIV/ICOA)
Plate-forme de Spectrom6trie de Jt/asse Haute R6solution HRATM

Analysis lnfo
Sample Name
Analysis Name

AS393
x053956CYC.d

Acquisition Date
lnstrument / Ser#
lVethod

11/12/2019 1 8:06:20
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

Capillary
Collision Cell RF

Polaritylon
Set
Set

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 l/min

7-1

14

(#6-

2+
388.0022

1+
719.0390

1+
622.0198

x1

'1.5

1.0

x1

x1

0.5

722 723 725

m/z

mlz

1.2

717

lt/eas. m/z
179.070251
226.970029
303.981410
377.997802

387.00321 5

671.047665

718 719 720

# lon Formula
1 C10H1103
1 C9H8BrO2
'1 C10H11BrNOS
'I C30H26BrCaClN4O8S
2 C29H30BrCaClO125
1 C30H28BrCaClN4O9S
2 C29H32BrCaClO135
1 C30H27BrClN3O6S

721

mlz
179.070271
226.970218
303.981s1 1

377.997909
377.997240
387.0031 92
387.002523
671.048698

err [ppm]
0.1

0.8
0.3
0.3

_1.5

-0.1
-1.8
1.5

mSigma
7.0

26.4
18.8
53.8
59.9
16.6
17.5
70.0

724

e- Conf
even
even
even
even
even
even
even
odd

z
1+
1+
1+
2+
2+
2+
2+
1+

rdb
6.0
6.0
6.0

20.0
15.0
19.0
14.0
18.5

6CYC.d: +MS, 0.29-0.31min #17-18, Background Subtracted

1+

1+

1+

1+
71+

718.0439

1+
719.0390

1+
723,O377

CgoH:zBrClN+OaS,717
1+

719

1+
720.O42s1+

718.0446

1+
7L7

1+
721.0383

1+
722.0404 1+

723.0394

lnstitut de Chimie Organique et Analytique
Uil/R 731 1 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.co Ias@ u n iv-o rle ans.f r
+33 (0)2 38 49 46 61

1211212019 18:57:44
Page 1 of 2

printed



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBIIIiICOA)
Plate{orme de Spectrom6trie de IVIasse Haute R6solution HRAIV

[/leas. m/z z
717.040884 1+

1+
739.022168 1+

1+

# Ion Formula
1 C30H27BrClN4O8S
2 C29H31BrClO12S
1 C30H26BrClN4NaO8S
2 C29H30BrClNaO123

m/z
717.041601
717.040264
739.023545
739.022208

err [ppm]
1.0

-0.9
1.9
0.1

mSigma
8.4

15.2
42.7
45.2

e- Confrdb
19.0
14.0
19.0
14.0

even
even
even
even

Institut de Chimie Organique et Analytique
UIvIR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Charlres - F-45067 ORLEANS Cedex 2

cyril.colas@ univ-orleans.f r

+33 (0)2 38 49 46 61

12112/2019 18:57:44
Page 2 ol 2
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Spectromdtrie de Masse

Demande d'analyse HRMS

Hi gh-Re s olution Mas s Spectrometry analys is r eques t for*

Cyril Colas - Plate-forme FIRMS
Institut de Chimie Organique et Anall,tique

Universitd d'C)rlians - LIFR Sciences

Ruc de Chartres - BP 6759 F-,15067 ORLEANS Cedex 2

q1r'il.qqlas,rt)unir-orlcan:.1i - +33(0)2 38 49 46 6l

Demandeur (Nom+Pr6nom) :

Sava Alexandru
(Submitter's nam): AS

T6l:
(Phone)

Mail:
(E-mail)

Nom de l'6chantillon : AS 395
(Sample name)

Confirmation :

Nf, structure connue
(Known structure)

ldentification :

{'l Structure inconnue
(Unknown structure)

Formule brute : CzqHzsClN+OzS
(Molecular formula)

Structure:
(Chemical structure)

N

CI
a-|.o

56j',
Chemical Formula: C2eH2sClN4O7S

Molecular Weight: 609.05

Masse moldculaire : 609.05
(Molecular weight)

Solvant conseill6 : Acetone
(Recommended solvent)

Concentration ou masse :

(C o ncentr at i o n o r w e ight)

l mg/ 1mL

Remarques (conservation, solvants d6conseil16s, toxicit6...) :

(Notes: storqge, sample handling precautions, toxicity ...)

Responsable : Sylvain Routier
(Supervisor)

Date: 10.12.2019
(Date)

Bon pour accord :

(Signed as agreed)

Partie

8n



F6d6ration de Recherche Physique et Chimie du Vivant (FR2708 : CBITI/ICOA)
Plate-forme de Spectrom6trie de lVlasse Haute R6solution HRAIV

Analysis lnfo
Sample Name
Analysis Name

AS395
x053978CYC.d

Acquisition Date
lnstrument / Ser#
It/ethod

11/1212019 20:03:05
maXis 255552.00086
Positif.m

Acquisition Parameter
Source Type ESI
Scan Begin 50 mlz
Scan End 2500 mlz

lon Polarity
Set Capillary
Set Collision Cell RF

Positive
4500 v
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas

0.6 Bar
200 "c
7.0 l/min

lntens.
x1 05

x1

200

b 0

500 600 700 800 mlz

mlz

x1

100

[/leas. m/z
333.04301 5
342.048403
563.1 271 38
609.1 1 9494

631.101636

s00

# lon Formula
1 C29H27CaClN4OBS
1 C29H29CaClN4OgS
1 C2SH26ClN3055
1 C29H26ClN4075
2 C28H30C|O1 1S
1 C29H25ClN4NaO7S
2 C28H29CINaO1 1S

400

mlz
333.042653
342.047936
563.127621
609.120524
609.1 1 91 87
631.1 02469
631.10l131

o 4 5f)

z
2+
2+
1+
1+
1+
1+
1+

err [ppm]
-1 .1

-1.4
0.9
1.7

-0.5
1.3

-0.8

mSigma
12.9
47.8
16.5
4.7

14.3
t.b

17.0

e- Conl
even
even
odd
even
even
even
even

rdb
19.0
18.0
18.5
19.0
14.0
19.0
14.0

804.1 733
133

2+
342.0484

t+
1 195

1+
563.1271

X053978CYC.d: +MS, 0.26-0.27min #15-16, Background Subtracted (#7-8)

1+

1+
609. 1195

6t7.1203

t\

1+
6tL.Lt791+

6to.1228

1+
6 13,1 194

czgHzoclNqozs, 609.1205

i

1+
609.1205

1+
611.11891+

510.123s

1+
6L2.tzLt 1+

613.1200

lnstitut de Chimie Organique et Analytique
UIvIR 7311 - Universit6 d'Orl6ans - CNRS
BP 6759 - rue de Chartres - F-45067 ORLEANS Cedex 2

cyril.colas@ u niv-o rleans.lr
+33 (0)2 38 49 46 61
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