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lonization ModoES ks Croatod:4/ 15016 61751 PM
History-Doberming mixPoak Datoct|Cantrokd 30 Aroa] Correct Base]5.00%0] Cormect Basal 5.0 AveragolMS]1] 0.2...  Croabed byceu TOF
Chaega numbor Tolorance3.00{mmu) Ursaturation Mumber:0.0 .. 32.0 (Fractondoth)
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Aciuined 13152016 54443 P
Samplo Mama: Oporator-AoouTOF
Dhrsecaription: Mass Calbration data PEGE0
lonizasion ModecESl Croatod 41172016 53344 PM
History-Dioterrano mizPoak Detoct|Controsd 30 Araa] Comoct Basel5.0%]] Comect Basef5.00: AveragelMS[1] 0.8,  Croatod by AocuTOF
C‘hlrprl.l'rhlr.t Tokeranco 3 00 mmu) Linsabaration Numbaer 0.0 .. 32.0 {Fractoncoth)
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Imlet @ Dvract lon Mode : FRBe
Spnotrum Type 1 Mormal Jon (M -Linear]
RT & 2,47 min Scant § (2,162
B o s 6798000 Ime. : S6.08
Qutput mF rarge ! D3R o 948 6647
f-.a_.nsai 57
9@ -
| 53
e 183
i
G
o 136
. e
54— | 31
{ C36H26N20
a7 - M.W. 502
B
B o 1 F
12
s5p B2 B4G BN GOS - 5 oTa
. i g F B B oy
a | ! I : baad. T
7 # -] @ 2e@. 290 3@@ 0 IS 4@d 453 Sgw 558 GEBR 5@ Pad PSE BB@ @SR oee
. mrr
DataCAT 12 Acouined V312016 S:47:18 P
Sample Namw: OporatorAccuTOF
Deseription: Mass Calibration data PEGEOD
lonization Modo Sl Croatod:4/11/2018 6:35:57 PM
Hizstory:Dowerin miz{Poak Detoct[Cantredd 30 Area] Comroct Basof5.0% )] Corroct Basof5.0% L AvoragelMS[1] 0.7...  Croated byAceu TOF
Charge rumbaor: Tolorance:3.0d{mmu) Unsaturation Nusnber 0.0 _. 320 (Fraction-Both)
Elomant G0, 100, "HO . 100, N0, 3, 0D 3
Hadatrea: Inforsty
] S0 21120
20+ il
] CasHsN20
] M.W. 502
10+
a T T T T T T T T T T T T T T T
502 80 503 00 50 20 500,40
mz
Mass | Irhonsity | Calc. Mass | Mass Diferonco ! ““'E“"""“;! Possblo Formala | Unsauention Numbor
=i
5021120 50321234 -1.1: 2.5
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Data-CAT 14 Accuirod V2016 54955 PM
Samgda Mams; OpsrmtorAccu TOF
Dascripion: Mass Calibeaion dataPEGE00
lorization ModoES1 Coraatod:4/11/2016 6:40:29 PM
History-Datarmine miz{Poak Detoct|Controd, 30 Area] Gorroct Basef5.00]] Corroct Basel5.0% AveragedMS]1] 26... Created by Aoou TOF
'Bh-'prl.l'ri:n:l Toderancs 3. G mmumaa) saturasion Mambor 0.0 _ 320 (Fractonfoth)
[Edomand: G0, 100, THAD . 100, YN2Z 5
Fotathva Irensity
roa= 43910143
4a
CuHnNy
M.W. 438
50
0 T T T LI L T T T T T | . [ . L B S . B B A R L
4320 43,80 ABD #3980
mi

Mass | Intonsity | Coke. Mass “'“:':"'".'“ h!mi Possblo Formula, | Ursaturation Musbor
433,191 025, 4351 -1.91 m

s =k ]
{L&H
s
}nm
17
rEX
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Tra
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Lo+
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£U.l.'ﬂ
a0l
T
EJ‘M
185
T

b¥ ]

HE .
rn
131
]
M
Tal
£9F
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LT
£
%71
471
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1
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plige T -
L} f 3§ siizs
= - e et =
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L 105 @0 95 90 &5 BB 75 A0 BS 60 S5 50 45
F1 (ppm)
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e

Inbet - Dirwct fon Whzds - FADS

AT ; 355 min Scand ; (36.45)
Elsments : © 340, H 4090, H 59

Magi Tolsrancs: 10008Em, Ty if m2 > 1
Ursaturstion (S - =08 = 34.0

Obssrvad m'z Inth
467.2228 68.9%
Estimated m/z Errflppm © mmu] U_5.

1 467 .2236 =1.7 /7 =0.8 21.5
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Acquired 331/7016 55550 PM

DatacCAT 15
Sample Nama: OpasratorAceuT OF
Dasscriplicn: Mass Calbrafion datadPEGE0D
lorizaton Moda ESls Croatod: 4 1/2018 6:57:24 PM
Heseey-Dioboeming mfz{Poak DobectConiroid 30 Arsal Comect Base]5.0% ] -Comoct Basol5 0% Average(MS{1] 20...  Creatod by-AceuTOF
Charge numbar1 Tokoranco=3 1004 rremi) Unsabaration Mumber 0.0 _ 32 0 [Fracton:Both)
[Ebmant: =G0 . 100, THO . 100, *N2 5
Faataivn infonsity
30
2@ 6T 00
] CxHieNy
e M.W. 466
103
0 T T T T T T T T
46700 4670 46T 40
miz
s Irtonsity | Cale. Mass MIM’;M Mm?m Possibla Formula | Unsaturation Numbar
AB7 200 BOC94.5Y 467 Rn] 140 .10 "G Her Ma AE|
S S3zEussanssyeassaacs 3 | 234
] VNSS4 5Ly | L s
f i

AN

30 4% a0 3% 30 25 10 L5 05 oo

rr__
1 -

1 —I

S5 110 s 0 RS 80 A5 Ba s 0 65 6D 58
1 [ppen)
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4d
Ci2H30N4
M.W. 590
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] &AL
351 W '1 T i R PM
] [ (1] X

Peso

[mg]

Clave de la
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N [%]

C [%]

Fecha de
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H [%] S [%]

bz2ph p 2700

9.43

85.38

5.10 --- 27-04-2016
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MW, 500
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Data:CAT 14
Sample Mame:
Description:

lonizatien Mode:ES|+
History:Determine miz[Peak Detect]Cantroid,30,Area];,Correct Base[5.0%]];Correct Base[5.0%];Average(MS[1] 2.6...

ARKIVOC 2017, iv, S1-563

Acquired:331/2016 5:49:53 PM
Operator:AccuTOF

Mass Calibration data:PEGE&00
Created:4/11/2016 6:40:29 PM
Created by:AccuTOF

Charge number:1 Tolerance:3.00(mmu) Unsaturation Number:0.0 .. 32.0 (Fraction:Both)
Element:"C:0 .. 100, "H:0 .. 100, N2 .. &
Ralative Intensity
100 439.19143
| 4 M.W
€
. CgqugN.{ =438
m -
0- T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
430.20 439.40 43060 430.80
m'z
Mass Intensity | Calc. Mass Mm}aﬂjgmg Maw{g;lﬂe;anoa Possible Formula | Unsaturation Number
439.19149 403563  439.19227] 0.84 1912 CanHpa N 21.4
'1. -
| |
i |
de ‘
f
I
i
1
q I |
i ; ! a l
- e _..-__,-'i-—FJ'L". Ay L I__'_h _ -.__,*._ ), N Y . l_l » I
b . : _— =1 F ... T l i = ) e
05 200 95 a0 BS 1] .5 7.0 6.5 5l 55 50 45 4.0 1.0 25 ) :_'_.. 0 LS
1 {ppm)

Page S45

©ARKAT USA, Inc



ARKIVOC 2017, iv, S1-563

General Papers

mm—

4e

mp—— — —
&5 40

150 E45 B40 135 13 E25 120 1i% 110 105 100 5% 90 as -!-l:"r_

oo W 5

b

i

- G
== gagee L oee
Lo . FE' L0
——reior "8ESO S
p———— SLBSLL e
o - — GEETT
- — PTLLZL
— Sip— LE'LZEL
T 0L

g LL'PEFE

e — BLELFLE

3500

— cogcey T oot
S
-
= IV'ETBE
s — BLURGE .
eyl
4
e [EP50E
oak o [+-] o o

Wavenumber em-1

©ARKAT USA, Inc

Page S46



General Papers

- i, e
¥
¥ ia
o ARAE

a3

e

|
e 1
158

Dt CAT 17

Sample Mama:
Description:
lonization ModaES|

Histesry-Dhastearmeana o'z Poak Dotoet]Controid 30 Aroa] Comoet Basofs 090] Comoct BasalS. 0% | AvorsgoMS[1] 0.7...

ARKIVOC 2017, iv, S1-563

4f
C3HaeNy
M.W. 466

6

e g
£ [ £hE

Meoguirnd =0 2016 G000 08 PR
Oipsoraion-hoou TOF

Mass Calbration data PEGE0D
CroatodA/11/2016 70454 PM
Croatod by e TOF

Fal po
g e s s Mo
o e e

Charge mambor:] Tokerarce:3 O0{mem) Ursaturation Mumbor000 .. 22.0 (Fracsonfoth)
Eformont G0 .. 100, "HO . 100, "2 . 6
Rolatva Infofruey
i PR 4f
60 C3HNy
1 M.W. 466
40+
?ﬂ:
o e T e e B e
#6700 #6720 46T 4D 46760

Mass Inionsity | Calc. Mass
B R

BET ILHT

Maa Diffoiorco | Wass Diiloronco
} Possibla Formula
A -u.rJ T e ha
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