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|

FY L L
3a

Instrument:  Waters Micromass GCT Premier lonisation Mode: EI+

Shanghat Wass Spectrometry Center
Shanghat Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution M3 Data Report

Electron Energy: 70eWV

Card Serisl Nuwber: GCT-P-T11-12-050912

Sawple Serial Nuwber: HESF-D258-51

Operator: Li

Date: 2011/12/15

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 FFH / DEE: win = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

295 formulaie) ewvaluated with 3 results within limitcs (all results

Elements Used: C: 0-60 H: 0-30 N: 0-4 Q0 0-o S: 0-1

Minimuun: -1.5
Maximum: z.0 5.0 50.0
Mass Calc., Mass mba FFPH DEE
Z21.0840 Z21.0841 -0.1 -0.5 11.0
221.0834 0.4 2.7 z.0
Z21.0848 -0.8 -3.68 1.5

raA#E < |

3a'

Instrument:  Waters Micromass GCT Premier lonisation Mode: EI+

fup to 1000) for each mass)

Formula

C15 Hi1 N O

C7?7 H15 N3 03 3
9 H17 4 3

Shanghai Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese &cademic of Sciences

High Eesclution IS Data Eeport

Electron Energy: 70eV

Card Serial Number: GCT-P-T1:-12-050913

Samwple Serial Nuwber: HESF-D25-52

Operator: Li

Date: 2011/12/15

Elemental Comwposition Report

S3ingle Mass Analysis

Tolerance = 5.0 PPHM ! DEE: mwin = —-1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, O0dd and Even Electron Ions

295 formula(e) ewvaluated with 3 results within limits (all results
Elements Used:C: 0-80 H: 0-80 N: 0-4 Q: 0-8 3: 0-1 Br:

Minirum: -1.5
Max irmum: Z.0 5.0 50.0
Hass Calc. HMass mba PPN DEE
221.0842 2Z21.0841 0.1 0.5 11.0
Z21.0848 -0.6 -2.7 1.5
221.0834 0.8 3.6 2.0

59

(up to 1000) for each mass)

Formulsa

C15 H11 N ©

C9 H1? 04 &

C7? H15 N3 O3 3
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Lyt |

0 Shanghai Mass Spectrometry Center
3p =hanghai Institute of Organic Chemistry
Chinese Academic of Sciences
High Eesolution M3 Data Feport
Instrument:  Waters Micromass GCT Premier lonisation Mode: EI+ Electron Energy: 70eW
Card Serial Number: GCT-P-T211-12-050915
Sample Serial Nunber: HESF-DZ5-37

Operator: Li

Date: 2011/12/15

Elemental Composition Report

SJingle Mass Analysis

Tolerance = 5.0 PPM £ DEE: min = -1.5, max = 50.0

Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

325 formula(e) evaluated with 3 resulcs within limits (all results (up to 1000) for each wass)
Elements Used: C: 0-80 H: 0-80 N: 0-4 Q: 0-8 A 0-1 Br: O-1

Minimurn: -1.5

Maxirnumn: 2.0 5.0 50.0

Nass Calc. Mass mha PPN DEE Formula

235.0992 235.0891 0.1 0.4 2.0 8 H17 N3 03 3
235.0997 -0.5 -2.1 11.0 Cla H13 N O
235.0984 0.5 3.4 11.5 C14 Hi11 N4

|

g

o “hanghai Mass Spectrometry Center
3h' Shanghat Institute of Organic Chemistry
Chinese Academic of Sciences
High Resolution M3 Data Report
Instrument:  Waters Micromass GCT Premier Iotisation Mode: EI+ Electran Energy: 70V
Card Zerial Number: GUT-P-T1i-12-050919
Sample Jerial Nwnber: HESF-DZS-35

Operator: Li

Date: 2011/12/15

Elemwental Composition Report

Single Mass Analysis

Tolerance = 5.0 PFM / DEE: min = -1.5, max = 50.0

Elewent prediction: Off

Monoisotopic Mass, Cdd and Even Electron Ions

325 formula (e) evaluated with 3 results within limits (all results (up to 1000) for each mass)
Elements Used: C: 0-80 H: 0-80 N: 0-4 o 0-6 S5 0-1 Br: 0O-1

Minirmam: -1.5

Max irnam: 2.0 5.0 50.0

Mass Calc., Mass mba FPPH DEE i-FIT Formula

235.1001 Z235.1004 -0.3 -1.3 1.5 2773044.8 C10 HiS o4 3
235.0997 0.4 1.7 11.0 Clg Hi13 N O
235.0991 1.0 4.3 2.0 C8 H17 N3 03 5
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Lo |

3c

Instrument:  Waters Micromass GCT Preier lonisation Made: EI+

Shanghat Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution S Data Report

Electron Energy: 70V

Card Serial Number: GCT-P-T11-12-050916

Sample Serial MNumber: HESF-DZ5-35

COperator: Li

Date: 2011/12/15

Elemental Composition Report

Single Mass Analvsis

Tolerance = 5.0 PPN £ DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

325 formulale) ewvaluated with 3 results within limits (all results

Elements Used:C: 0-60 H: 0O-80 N: 0-4 O O0-6 S: 0-1

Minimum: -1.5
Maximum: 2.0 5.0 50.0
Ma=s=s Calc. Mass mha FPH DEE
235.0993 235.0997 0.1 0.4 11.0
235.1004 -0.6 —-2.6 1.5
235.0991 0.7 3.0 2.0

Lo

3¢’

Instrument:  Waters Micromass GCT Fremier [omization Mode: EI+

[up to 1000) for each mass)

Formula

Cla H13 N O
ci0 H19 04 &
C& H17? N3 O3 3

Shanghai Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese &Academic of Sciences

High Eezolution MS Data Eeport

Electron Energy: 70eV

Card Serial Number: GCT-P-Ti1-12-050917

Sample Serial MNuwber: HESF-L28-536

Operator: Li

Date: z011/12/15

Elemental Composition Report

Single Mass Lnalysis

Tolerance = 5.0 PPN / DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

325 formulaie) evaluated with 3 results within limits (all results

Elements Used: C: 0-60 H: 0-50 N: 0-4 C: 0-a S3: 0-1

Minimum: -1.5
Max iraumm : 2.0 5.0 50.0
Mass Calc. Mass mba PFPH DEE
235.0959 235.0997 0.2 0.9 11.0
235.1004 -0.5% -2.1 1.5
235.0991 0.5 3.4 z.0

61

[up to 1000) for each mass)

Formula

Cl6 H13 N ©
C1l0 Hi19 04 3
C8& H17 N3 O3 3
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Ms
|

Ly R s 0

3d

Instrument:  Waters Micromass GCT Premier [onisation Maode: EI+

Shanghai Mass Spectrometry Center
shanghat Institute of Crganic Chemistry
Chinese Academic of Sciences

High Eesolution M3 Data Report

Electron Energy: 708V

GCT-P-T1i1-12-050914
HESF-D25-33

Card Zerial Nunber:
Sample Serial Nunber:
Operator: Li

Date: 2011/12/15
Elemental Composition Report
SJingle Mass ALnalysis
Tolerance = 5.0 FFM /
Element prediction: Off
Monoisotopic Mass, 0Odd and Even Electron Ions

DEE: min = -1.5, max = 50.0

325 formalale) evaluated with 3 results within limits (all results

Elements Used:

C: 0-€0 H: 0-30 M: 0-4 0: 0-6 3: 0-1 Br: 0-1
Minirmum: -1.5
Max iram: Z.0 5.0 50.0
Mas= Calc. Mass mDa PFHM DEE
235.0999 235.0997 0.z 0.9 11.0
235.1004 -0.5 -2.1 1.5
235.0991 0.8 3.4 2.0

Ms
|

[up to 1000) for each mass)

Formuls

Clg H13 N O
c1l0 H19 o4 3
c8 H1? N3 ©3 3

YT ]
O Shanghai Mass Spectrometry Center
2 P ¥
3d Shanghat Institute of Crganic Chemistry

Chinese Academic of Sciences

High Resolution IS Data Eeport
Instrument:  Waters Micromass GCT Pretnier Iondsation Mode: EI+ Electron Eneray: 70eW
Card Zerial Number: GUT-P-T11-12-050915
Sample Serial Nunber: HESF-DZ5-54
Operator: Li
Date: 2011/12/15
Elewental Composition Report
Fingle Mass Analysi=s
Tolerance = 5.0 PPN £ DEE: min = -1.5, max = 50.0

Elewent prediction: Off
Monoisotopic Mass, Odd and Ewven Electron Ions

325 forrmla (e)] evaluated with 4 results within liwits (all results (up to 1000) for each mass)

Elements Used: C: 0-60 H: 0-&80 N: 0-4 O 0-6 S 0-1
Minimnun: -1.5
Max imun: Z.0 5.0 50.0
Mass Cale. Mass mba PPN DEE
235.0994 235.0991 0.3 1.3 2.0
Z235.0997 -0.3 -1.3 11.0
235.1004 -1.0 -4.3 1.5
235.0954 1.0 4.3 11.5

62

Er: 0O-1

i-FIT Formula
a777e25.3. C8  H1Y N3 03 3
Z277RZ85.0 0 <16 H13 N O
Ci0 H19 o4 3

Cl4 HI11 N4
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Ms H

P T L |

CN

3e

Instrument:  Waters Micromass GCT Premier lomisation Mode: EI+

Shanghat Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution M2 Data Beport

Electron Energy: TleV

Card Zerial Number:
Sample Jerial Number:
Li

GCT-P-Ti1-12-050962
HE3F-LiDZ1-31
Operator:
Date: ZI &
Elementa owposition Report

Single Mass Analysis
Tolerance = 5.0 PP/
Element prediction: Off
Monoisotopic Mass, Odd and Even Electron Ions

356 formulafe) evaluated with 4 results within limit=

DEE: min = -1.5, max = 50.0

Elements Used:C: 0-60 H: 0-50 M: 0O-4 O 0-6 3: 0-1
Minimum: -1.5
Max imurn: 2.0 5.0 50.0
Mas== Calc. Mass mha PFM DEE
249,1153 249.1154 -0.1 -0.4 i1.0
249.1147 0.6 2.4 2.0
249.1159 -0.6 2.4 6.5
249.11a61 -0.5 -3.2 1.5
d I U NC._-H
iyt |
0
3e'
Instrument:  Waters Ilicromass GCT Fremier [onization blode: EI+

[all results

cl:

[up to 1000)
0-1

for each mass)

Formula

C17? Hi15 N O

C9 H19 N3 03 8
C1l4 H18 Nz Cl
C11 Hz21 o4 3

Shanghai WMass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Resolution WS Data Eeport

Electron Energy: 70V

Card Serisl MNumber:
SJample Serial Number:
Operator: Li

Date: 2011
Elemental Composition Report
SJingle HMass Analysis
Tolerance = 5.0 FFM /
Elewent prediction: Off
Monoisotopic Mass, ©Odd and Ewven Electron Ions

386 formilaie) evaluated with 5 results within limits

GUT-P-T11-12-050963
HESF-LiDZ 1-32

DEE: mwin = -1.5, max = 50.0

Elements Used: C: 0-60 H: 0-580 N: 0-4 O 0-6 3: 0-1
Minimuara: -1.5
Max imuarm: Z.0 5.0 s50.0
Mass Calc. Mass mba PPN DEE
Z49.115z2 2459.1154 -0.z 0.5 11.0
249.1147 0.5 2.0 2.0
2459.1159 -0.7 —-2.8 6.5
249.1161 -0.9 -3.6 1.5
2459.1140 1.2 4.5 11.5

63

[all results
cl:

[up to 1000)
0-1

for each mass)

Formala:

C17 H15 N O

C% H1% N3 03 3
C14 H1g Nz C1
C11 Hz1 04 3
C15 H13 N4
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'ZMS' H. _CN

Edb it |
8] .
Shanghai Mass Spectrometry Center
3f Shanghai Institute of Organic Chemistry

Chinese Academic of Sciences
High Eesolution M2 Data Eeport

Instrument:  Waters Micromass GCT Premier Ionization Mode: EI+ Electron Eneray: 70eV

Card Zerial MNuber: GCT-P-Ti11-12-050964

Sample Zerial Number: HE3F-LiDZ1-33

Operator: Li

Date: 2011/12/26

Elemental Composition Report

Single Mass Lnalvysis

Tolerance = 5.0 PPH / DEE: min = -1.5%, max = 50.0

Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

414 forrulaie) evaluated with § results within limits (all results (up to 1000) for each mass)

Elements Used: C: 0-60 H: 0-80 N: 0-4 QO 0-6 3: 0-1 Cl: 0O-1

Minimura: -1.5

Maximurm: Z.0 5.0 50.0

Nass Calc. Mass mla PFM DEE Formula

263.1307 263.1304 0.3 1.1 2.0 ci0 H21 M3 03 3
263.1310 -0.3 -1.1 11.0 cis Hi7? N O
263.1315 -0.58 -3.0 6.5 c15 H2O0 Nz C1
Z283.1317 -1.0 -3.58 1.5 c1z Hzs 04 3
263 .1237 1.0 3.5 11.5 Cis Hi5 N4

M NC b

ERR#E | .
Shanghai Mass Spectrometry Center
. O Shanghai Institute of Organic Chermistry
3f Chinese Academic of Sciences

High Eesolution WS Data Report
Instrument:  Waters Micromass GCT Pretnier londsation Mode: EI+ Electron Energy: 70eV
Card Serial Number: GCT-P-Tii-12-050965
Sample Serial Number: HESF-LiDZ21-54

Operator: Li

Date: 2011/12/26

Elemental Cowposition Report

S3ingle Mass Analysis

Tolerance = 5.0 PPH / DEE: min = -1.5, max = 50.0

Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

414 formulaie) evaluated with &5 results within limits (all results (up to 1000) for each mass)
Elements Used: C: 0-60 H: 0-80 N: 0-4 C: 0-8 F: 0-1 cl: O0-1

Mindirmam: -1.5

Max iram: 2.0 5.0 50.0

Hazs Calc. Mass mha PPN DEE Formuls

263.,1309 263.1310 -0.1 -0.4 11.0 C18 H17 N ©
263.1304 0.5 1.2 z.0 C10 HZ1 N3 C©3 3
263.1315 -0.6 -2.3 6.5 C15 HzO0 N2 C1
263.1317 -0.8 -3.0 1.5 C12z H2z 04 3
263.1297 1.2 4.6 11.5 C16 H15 N4
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2Ms H

M
Eih g | .
0 Shanghat Mass Spectrometry Center
Shanghat Institute of Organic Chemistry
3g Chinese Academic of Sciences

High Eesolution M3 Data Eeport
Insttument:  Waters Micromass GCT Premder Ionisation Mode: EI+ Electron Energy: 70eV
Card Serial MNumber: GCT-P-Ti1-12-050965
Samwple Serial Nunber: HESF-LiDZ21-37
Operator: Li
Dbate: 2011/12/26
Elemental Composition Report
ZFingle Mas=ss Analysis
Tolerance = 5.0 PPH / DEE: min = -1.5, max = 50.0

Cff
Odd and Even Electron Ions

Element prediction:
HMonoisotopic Mass,

434 formula(e) evaluated with 4 results within limits (all results (up to
Elements Used: C: 0-60 H: 0-80 N: 0-4 o 0-8 3y 0-1 Cl: 0O-1
Minimnum: -1.5
Max iroam: 2.0 5.0 50.0
Mass Calc. MNass mba PPN DEE i-FIT
277.1473 277.1474 -0.1 -0.4 1.5 2776115,
277.147:2 0.1 0.4 6.5
277.1487 0.6 2.2 11.0
277.1460 1.3 4.7 2.0
My NC.H
T |
O
Instrument:  Waters Micromass GCT Premmer Ionization Mode: EI+

1000) for each mass)
Formuls

=] C13 H25 04 3
C16 H2Z2 Nz C1
C19 H19 W O
€11 H23 N3 03 3

Shanghai Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution IS Data Eeport

Electron Energy: 70eV

Card Serial Number: GCT-P-T11-12-050969

Sample Serial MNunber: HESF-LiDzZ1-35

Li

Operstor:

owposition Report
Single Mass Lnalysis

Tolerance = 5.0 PPM /
Element prediction: ©ff
Monoisotopic Mass, ©dd and Even Electron Ions

DEE: min = -1.5, max = 50.0

434 formwula(e) evaluated with 4 results within limits (all results (up to 1000) for each wass)

Elements Used: C: 0-60 H: 0-80 MN: 0-4 o 0-8 Iy 0-1 Cl: 0O-1

Minirm: -1.5

Max iroam: 2.0 5.0 50.0

Mass Cale. Mass mba PFPH DEE Formula

277.1469 277.1467 0.2 a.7? 11.0 C19 H19 M ©
277.1472 -0.3 -1.1 6.5 Cls H2z M2 Cl1
277.1474 -0.5 -1.8 1.5 C13 Ha2s 04 3
277.1460 0.9 3.2 2.0 C11 H23 M3 03 3
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M oA Ho

Lot | ;
0 Shanghai Mass Spectrometry Center
Shanghai Institute of Crganic Chemistry
3h Chinese Academic of Sciences
High Eesolution WS Data Eeport
Instrument:  Waters Micromass GCT Pretruer lonsation Iode: EI+ Electron Energy: 70eV
Card Serial Numwber: GCT-P-T11-12-050970
Bample J3erial Number: HESF-LiD21-39

Cperator: Li

Date: 2011/12/26

Elemental Cowposition Report

Single Mass Analysis

Tolerance = 5.0 PPH / DEE: min = -1.5, max = 50.0
Element prediction: Off

HMonoisotopic Mass, Qdd and Even Electron Ions

394 formalaie) evaluated with 4 results within limits (all reszults (up to 1000) for each masz:z)

Elements Uszed: C: 0-60 H: 0-50 MN: 0-4 QO 0-6 3: 0-1 cl: 0-1

Minimuam: -1.5
Max imum: z.0 5.0 50.0
Ma==s Calc. Mass mba FPH DEE
Z51.0949 Z251.0951 -0.2 -0.8 6.5
251.0946 0.3 1.2 11.0
251.0953 -0.4 -1.4 1.5
Z51.0940 a.9 3.6 z.0

Ms o
|

Formul=

C13 Hlg Nz © Cl
Clé Hi13 N o2
Ci0 H18% o5 3

Cd H17 N3 04 3

ko< .
0 Shanghai Mass Spectrometry Center
. Shanghai Institute of Crganic Chemistry
3h Chinese Academic of Sciences
High Eesolution M2 Data Eeport

Instrument:  Waters Micromass GCT Premier Ionisation Mode: EI+ Electron Energy: 70eV

Card Jerial Number: GCT-P-Tii-12-050971

Sample J3erial Number: HESF-LiDZ1-310

Operator: Li

Date: 2011/12/28

Elemental Composition Report

Jingle Mass Analysis

Tolerance = 5.0 PEM ! DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

394 formula(e) evaluated with 4 results within limits (all results (up to 1000) for sach mass)

Elements Used: C: 0-80 H: 0-30 n: 0-4 o 0-8 S 0-1 Ccl: 0-1

Mindirmumn: -1.5
Max irmam: .0 5.0 50.0
Mass Calc. Mass mla FPPH DEE i-FIT
251.0945 251.0944 0.z 0.8 11.0
251.0951 -0.3 -1.2 6.5
251.0953 -0.5 -2.0 1.5
Z51.0940 0.8 3.2 z.0

66

Formulea

Cls H13 N 02

C13 H1f N2 © C1
Cl0 H19 o5 2

cg H17 N3 04 3
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Instrument:  Waters Micromass GCT Pretmier [onization Mode: EI+

Shanghat Mass Spectrometry Center
Shanghat Institute of Organic Chemistry
Chinesze Academic of Sciences

High Eezolution M3 Data Report

Electron Energy: T0eV

Card Serial Number: GCT-P-T11-12-050974

Sample Serial Nunber: HESF-LiD21-513

Operator: Li

Date: 2011/12/28

Elemental Composition Report

Fingle Ma=zs Analysis

Tolerance = 5.0 PPN / DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

402 formalale) ewvaluated with 5 results within limits (all results

Elements Used: C: 0-60 H: 0-80 IN: 0-4 o 0-68 S 0-1

Minirmmam: -1.5
Max imaun: 2.0 5.0 50.0
Mas= Calc. Mass mDa FFH DEE
255.0452 255.0451 0.1 0.4 11.0
255.04406 0.6 Z.4 15.5
255.04558 -0.86 -2.4 1.5
255.0444 0.8 3.1 Z.0
255.0440 1.2 4.7 6.5

Ms I A Ne H

T T L |
3i'

Instrument:  Waters Micromass GCT Fremier lonisation Mode: EI+

fup to 1000) for each mass)

Formula
C15 Hi0 M © Cl
cis H7? oz

C8 Hie o4 3 C1
C7 H14 N3 03 3 Cl
c1l0 H11 N2 04 3

Shanghai Wass Spectrometry Center
Shanghat Institute of Organic Chemistry
Chinese &cademic of Sciences

High Eesolution W3 Data Report

Electron Energy: 70eV

Card Zerial Numwher: GCT-P-Ti1-12-050975

Sample Zerial Nunber: HESF-LiDZ21-314

Operator: Li

Date: 2011/12/256

Elemental Composition Report

S3ingle Mass Analysis

Tolerance = 5.0 PFPH / DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

402 formulale)] ewvaluated with & results within limits (all results

Elements Used: C: 0-60 H: 0-50 : 0-4 Q: 0-6 3 0-1

Minimum: -1.5
Maximurm: z.0 5.0 50.0
Mass Cale. Mass mba PPN DEE
255.0450 255.0451 -0.1 -0.4 11.0
Z255.044% 0.4 1.8 15.5
Z55.0444 0.6 z.4 z.0
255.0455 -0.8 -3.1 1.5
Z255.0440 1.0 3.9 6.5
Z55.0437 1.3 5.1 11.5

67

fup to 1000) for each mass)

Formula
Cl15 H10O M O Cl
C1ls H? o2

C7 Hi14 N3 03 5 Cl
C9 Hile ©4 3 Cl
Clo H11l N2 ©4 3
C1l3i HE N4 Cl
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0 Shanghat Mass Spectrometry Center
) Shanghai Institute of Organic Chemistry
3 Chinese Academic of Sciences
High Fesolution WS Data Report
Instrument:  Waters Micromass GCT Premier Ionisation Mode: EI+ Electron Energy: 70V
Card Serial Numbher: GCT-F-T11-12-050978
Sample Serial Nunber: HESF-LiD21-317

COperator: Li

Date: 2011/12/28

Elewental Composition Report

Single Mas=s Lnalysis

Tolerance = 5.0 PPM ! DEE: wmin = -1.5, max = 50.0

Element prediction: Off

Monoisotopic Mass, odd and Even Electron Iohs

420 formmlaie] evaluated with 4 results within limits (all resultcs (up to 1000) for each mass)
Elements Used: C: 0-60 H: 0-80 N: O0-4 O 0-6 3: 0-1 Cl: 0-1

Minirmare: -1.5

Max irmam: z.0 5.0 50.0

HNaz= cCalc. Hass mba PPN DEE Formuls

266.0692 266.0691 0.1 0.4 1z.0 C15 Hi10 Nz O3
266.0696 -0.4 -1.5 7.5 C1z H13 N3 CZ (C1
Z66.0695 -0.4 -2.3 Z.5 c9 Hia M o8 3
Z66.0655 0.7 2.8 3.0 C7 Hig4 N4 o5 3

YT |

o Shanghai Mass Spectrometry Center
N Shanghai Institute of Crganic Chermistry
3] Chinese Academic of Sciences
High Eesolution WS Data Report
Instrument:  Waters Micromass GCT Pretnier londgation Mode: EI+ Electron Eneray: 70eV
Card Serial Number: GCT-P-Ti1-12-050979
Sample Serial Number: HES3F-LiDZ21-315

Operator: Li

Date: 2011/12/26

Elemental Cowposition Report

Zingle Ma=zsz Analysis

Tolerance = 5.0 PPH / DEE: min = -1.5, max = 50.0

Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

420 formula(e) evaluated with 4 results within limits (all results (up to 1000) for each mass)
Elements Used: C: 0-60 H: 0-50 N: 0-4 QO 0-6 3: 0-1 Cl: 0-1

Minirum: -1.5

Mazximuam: 2.0 5.0 50.0

Haszs Calc. Mass mbha PPN LEE Formuls

266,0689 266.0691 -0.2 -0.8 12.0 C15 H10 N2 03
266.0685 0.4 1.5 3.0 C7?7 H14 N4 05 &
266.0636 -0.7 -2.6 7.5 Cl2 H13 N3 02 Cl
266.0638 -0.9 -3.4 2.5 C3 Hls M C& 3
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Instrument:  Waters Micromass GCT Premer

lonization Mode: EI+

mistry

Y

Shangha Mass Spectrometry Center
Shanghat Institute of Organic Chemistry
Chinese &cademic of Sciences

High Eesolution M3 Data Report

Electron Eneray: 70V

Card Jerial MNumber:
Samwple Serial Number:
Operator: Li

Date: 2011
Elemental Composition Report
Single Mass Analysis
Tolerance 5.0 FPH
Element prediction:
Monoisotopic Mass,

GCT-P-T1i-12-0203280
HESF-LiDZ1-315

/
Qff
Odd and Ewven Electron Ions

DEE: min = -1.5, max = 50.

u]

£14 formula(e) ewvaluated with 7 results within liwmits (all results (up to 1000) for each mass)
Elements Used: C: 0-a00 H: 0-30 M: 0-4 Q: 0-8 a3 0-1 Cl: 0-1
Minimmam: -1.5
Max irman: 2.0 5.0 50.0
Mass Calc. Mass mDa PPM DEE Formula:
325.1104 F325.1103 0.1 0.3 1g.0 CZZ H15 N Q2
FZ25.1101 0.3 0.9 Z.5 ©11 Hz2z N4 03 5 (1
325.1108 -0.4 -1.2 11.5 C19 Hi1s N2 O <1
FZ25.1110 -0.6 -1.8 6.5 cle H21l Q5 3
3Z25.1098 0.5 Z.5 7.0 c14 H19 N3 04 3
325.111%5 -1.1 -3.4 2.0 213 H24 M 04 5 C1
3z25.1082 1.5 4.6 1.5 CZ0 H1z N4 O
My i
MNC H
LRt |
O Shanghai IMass Spectrometry Center
' g P i
3k sShanghat Institute of Organic Chemistry
Chinese Academic of Sciences
High Resolution M3 Data Report
Instrument:  Waters Micromass GCT Prermer lomsation baode: EI+ Electron Energy: 70eWV
card Serial Number: GCT-P-T11-15-050951
Sample Serial Numxber: HE3F-LiDZ1-320
Operator: Li
Date: 2011/12/28
Elemental Composition Report
Single Mass LAnalysis
Tolerance = 5.0 PPN £ DEE: win = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions
514 formulafe) ewvaluated with 6 results within limits

Elements Used: C: 0-60 H: 0-80 N: 0-4 O 0-6

Miniron:

Max irman: z.0 5.0

Nas=s= Calc. Mass mwha FPH

325.1106 325.1108 -0.2 -0.6
325.1103 0.3 0.9
J25.1110 -0.4 -1.2
325.1101 0.5 1.5
325.1115 -0.9 -2.8
325.10%9a 1.0 3.1

[a&ll results (up to 1000) for each mass)

S: 0-1 Cl: 0O-1

-1.5

50.0

LEE Formula

11.5 C19 Hi18 Nz O Cl
16.0 C22 Hi15 N 02

6.5 Cle Hz1 05 3

2.5 C11 H2Z N4 03 3 Cl
2.0 C13 H24 N 04 3 (1
7.0 C14 H19 N3 04 3
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Ed Rt |
0 Shanghai Wass Spectrometry Center
Zhanghai Institute of Organic Chemistry
3 Chinese Academic of Sciences
High Eesolution M2 Data Feport
Instrument:  Waters Micromass GCT Premier Tonisation Mode: EI+ Electron Energy: 70eV
Card Serial Nwnber: GCT-P-T11-12-050966
Sarple Serial MNuwber: HESF-LiD21-355
Operator: Li
Date: 2011/

Elewental Composition Report

Single Mass Lnalwysis

Tolerance = 5.0 PPH / DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

386 formulaie) evaluated with 4 results within limits (all results

Elements Used:
C: 0-80 H: 0-50 N: 0-4 O: 0-6 S3: 0-1 Cl: 0-1

Minima: -1.5
Max i : 2.0 5.0 50.0
Hass= Calc. HMass mba PPN DEE
249,1158 249,1159 -0.1 -0.4 6.5
249,1161 -0.3 -1.2 1.5
249,1154 0.4 1.6 11.0
249,1147 1.1 4.4 2.0

M

Ly |

[up to 1000) for each mass)

Formula

C14 H1s N2 C1
C11 H2l ©4 3
C17 H1IE N ©

c9 H19 N3 O3 3

0 Shanghai Mass Spectrometry Center
Shanghat Institute of Organic Chemistry
3 Chinese Academic of Sciences
High Eesolution M3 Data Report
Instrument:  Waters Micromass GCT Premmier lonsation Iode: EI+ Electron Energy: 70eV
Card Jerial Number: GCT-P-T11-12-050967
Bawple Jerial Nunber: HE3F-LiDZ1-36

Operator: Li

Dbate: z2011/12/286

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PFM i DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

386 formulale) evaluated with 4 results within limits (all results

Elements Tsed: C: 0-60 H: 0-380 N: 0-4 C: 0-6 3: 0-1

Miniroam: -1.5
Mz ironrm 2.0 5.0 50.0
HMazs Cale., Mass mba PPN DEE
Z49.1155 Z49.1154 0.1 0.4 11.0
Z49.1159 -0.4 -1.6 6.5
249.1161 -0.6 -2.4 1.5
249.1147 0.3 3.2 2.0

70

[up to 1000) for each mass)

Formuls

C17 H1s N O
C14 H1& Nz C1
C11 H21 04 3

C3 H13 N3 03 3
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IZMS' Cl H M
|

Ko .
0 Shanghai Wass Spectrometry Center
Shanghat Institute of Organic Chemistry
am Chinese &cademic of Sciences
High Eesolution M3 Data Report
Instrument:  Waters Micromass GCT Prefruer lonsation Mode: EI+ Electron Energy: 70eV
Card Zerial MNwrber: GCT-P-T11-12-050976
Sample Jerial MNumber: HE3F-LiDZ1-315

Operator: Li

Date: 2011/12/286

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPH / DEE: min = -1.5, max = 50.0

Element prediction: Off

Monoisotopic Mass, Odd and Ewven Electron Ions

420 formulale) evaluated with 5 results within limits (all results (up to 1000) for sach wass)
Elements Used: <: 0-80 H: 0-80 : 0-4 o 0-g6 . 0-1 Ccl: 0-1

Minirnum: -1.5

Max irnum: 2.0 5.0 50.0

Mass Calc. Mass mla PPH DEE Formula

289.0612 269.0614 -0.2 -0.7 1.5 c1l0 Hig ©4 5 Cl
Z289.0607 0.5 1.9 11.0 Clg H1Zz N o Cl
269.0603 a.9 3.3 15.5 cis HY 02
269.0623 -1.1 -4.1 11.0 C14 H11 N3 O 3
269.0601 1.1 4.1 2.0 C8 Hle N3 03 5 Cl

|

L g :
0 Shanghai Mass Spectrometry Center
. Zhanghai Institute of Organic Chemistry
3m Chinese Academic of Sciences
High Eesolution W3 Data Report

Instrument:  Waters Micromass GCT Premier Iomisation Mode: EI+ Electron Eneray: 70eW

Card Serial Nunber: GCT-P-Tii-12-050977

Sample Serial Nunber: HE3F-LiDz21-316

COperator: Li

Date: 2011/12/26

Elemental Composition Report

Single Mass Lnalysis

Tolerance = 5.0 FPM fa DEE: mwin = -1.5, mwax = 50.0

Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

420 forrula(e) evaluated with 6 results within liwits (all resultcs (up to 1000) for each wass)
Elements Used: C: 0-60 H: 0-80 M: 0-4 o 0-8 3 0-1 Cl: 0-1

Minirmam: -1.5

Max irnam: 2.0 5.0 50.0

Mass Cale. Mass mba PFPH DEE Formula

269.0605 269.0603 0.2 a.7 15.5 c1s H3 02
269.0607 -0.2 -0.7 11.0 Cigé Hiz N O Cl
269.0601 0.4 1.5 2.0 & His N3 03 5 Cl
269.0614 -0.9 -3.3 1.5 Ci0 Higs o4 3 Cl
269.0556 0.2 3.3 6.5 C11 H13 N2 04 3
269.0554 1.1 4.1 11.5 C14 Hi1O N4 C1
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bt .
) Shanghai Mass Spectrometry Center
CN Shanghai Institute of Organic Chemistry
an Chinese Academic of Sciences
High Eesolution WS Data Report

Instrument:  Waters Micromass GCT Premmier Iomisation Mode: EI+ Electron Energy: 70e’

Card Zerial Nuwber: GCT-P-T11-15-050972

Sample Serial Numwber: HESF-LiD21-511

Operator: Li

Date: z011/12/26

Elemental Composition Report

Single Mass Lnalysis

Tolerance = 5.0 PPM / DEE: min = -1.5, max = 50.0

Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

426 formulaie) evaluated with & results within limits (all results (up to 1000) for each mass)
Elements Used: C: 0-£0 H: 0-80 N: 0-4 C: 0-8 Sy 0-1 Cl: 0-1

Mindirmam: -1.5

Max i : 2.0 5.0 50.0

Hass Calce. Mass mla PPN LEE Formala

271.1001 271,1002 -0.1 -0.4 9.5 Cle H1g Nz Cl
271.1004 -0.3 -1.1 4.5 C13 H19 04 =
271.0997 0.4 1.5 14.0 C19 H13 N ©
271.0996 0.5 1.8 0.8 C8 Hz0o N4 <2 5 Cl
271.1009 -0.58 -3.0 o.0 C10 HZz N Q3 8 Cl
271.0%851 1.0 3.7 5.0 C11 H17? N3 @3 3

IZMS' Ch

Eh s .
o H Shanghai Mass Spectrometry Center
3N Zhanghai Institute of Organic Chemistry
Chinese Academic of Sciences
High Eesolution M3 Data Eeport
Instrument:  Waters Micromass GCT Premier Tomsation IMaode: EI+ Electron Energy: 70eWV
Card Serial Number: GCT-P-Til-12-050973
Saraple Serial Nuwber: HEZF-LiD21-512

Operator: Li

Date: 2011/12/25

Elemental Composition Beport

Single Mass Analysis

Tolerance = 5.0 PPM / DEE: min = -1.5, max = 50.0

Element prediction: Off

Monoizsotopic Mass, 0dd and Even Electron Ions

426 formualaie) evaluated with 6 results within limits (all results (up to 1000) for each mass)
Elements Tsed: C: 0-a0 H: 0-50 N: 0-4 O 0-8 3: 0-1 cl: O-1

Minirnara: -1.5

Max irnarm: 2.0 5.0 s50.0

Mass Calc. Mass mba PFH DEE Formula

271.0985 271.09396 -0.1 -0.4 0.5 Cd HzO N4 0O 3 Cl
271.0997 -0.:2 -0.7 i14.0 Cl9 H13 N O
271.0991 0.4 1.5 5.0 C1l1 H17 N3 03 5
271.1002 -0.7 -2.6 9.5 Clea His N2 Cl
271.1004 -0.9 -3.3 4.5 C13 H15 04 3
Zz71.0954 1.1 4.1 14.5 C17 Hi11 N4
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Edh g 0
30
Instrument:  Waters Micromass GCT Premier Iotisation Maode: EI+

Shanghal Mass Spectrometry Center
Shanghat Institute of Crganic Chemistry
Chinese Academic of Sciences

High Eesolution WS Data Eeport

Electron Enersy: 7leV

Card Zerial Number:
Sample Serial Number:
Operator: Li+

Date: 2012/03/23
Elemental Composition Report+
3ingle Mass Analysis +
Tolerance = 5.0 FFM  /
Element prediction: Cff +
Monoisotopic Mass, Odd and Even Electron Ions+

GCT-P-Tiz-03-050203+
HESF-LM15-35+

DEE: min = -1.5, max = 50.0+

232 formulaie) ewvaluated with 2 results within liwmits (all results (up to 1000) for each mass)+
Elements Used: C: 0-60 H: 0O-80 MN: 0-2 O 0-6 Cl: 0O-1 I: 0-1 +
Minimum: -1.5+
Max imuam: 2.0 5.0 50.0+
Nas= Calc., Mass mlba FFH DEE i-FIT Formula+
291.1626 291.1628 -0.2 -0.7 6.5 3437.0. C17 Hz4 N2 C1 +
291.1623 0.3 1.0 11.0 6.7 Ca0 HZl M o+«
al
Ms e
ragdt - 0 | .
Shanghai Mass Spectrometry Center
30 Shanghai Institute of Organic Chemistry

Instrument:  Waters Micromass GCT Premmer lomsation Mode: E[+

Chinese Academic of Sziences
High Eesolution M3 Data Report

Electron Energy: 70eV

Card Serial Number: GCT-P-T1z-053-050204+
Sample Serial Nuwber: HESF-LM15-56+
Operator: Li+

Date: 2012/03/23

Elemental Composition Reports

Single Mass hnalysis +
Tolerance = 5.0 FFH !
Element prediction: OL£ff
Monoisotopic Mass, O0dd and Even Electron Ions+

232 formulaje] ewvaluated with 2 results within limits

DEE: mwin = -1.5, max = 50.0+

Elements Used: C: 0-60 H: 0-80 N: 0-2 C: 0-8 Cl: O-1

Minimum: -1.5¢

Maximum: 2.0 5.0 50.04¢

Mass Cale. HMass mbla PPN DEE

z91.1622 291.1623 -0.1 -0.3 11.0
291.1625 -0.6 -2.1 6.5

+

73

[all results

[up to 1000)
I: 0-1 +

for each mass)+

i-FIT

Formula+
CZ0 H21 N O+
C17 H24 N2 Cl1 +
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Edddt-

[nstrument:  Waters Micromass GCT Pretaier [onisation Mode: EI+

Shanghai Mass Spectrometry Center
=hanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Fesolution M2 Data Report

Electron Eneray: 70eV

Card Serial Numbher: GCT-P-T1Z-05-050211+
Sawple Serial Nuwber: HESF-LM15-313+
Operator: Li+

Date: ZI
Elementa

omposition Report+

3ingle Mass Lnalysis +

Tolerance = 5.0 PPM ! DEE: min = -1.5, max = 50.0+
Element prediction: Off +

Monoisotopic Mass, Odd and Even Electron Ions+

201 formulafe) ewvaluated with Z results within limits (all results

Elements Used: C: 0-460 H: 0-80 N: 0-2 QO O0-8 Cl: 0O-1

+
Minimum: -1.5+
Max irum: Z.0 5.0 50,0+
Mass Calc. Mass mba PPN DEE
Z265.1105 285.1103 0.2 0.5 11.0
265.11058 -0.3 -1.1 6.5
+
NC._-H
dlb O
o pAg -
3p 0

Instrument:  Waters Micromass GCT Premer [onisation Mode: EI+

[up to 1000) for each wass)+

o

Formula+
Cc17 H15 M Cz2 +
C14 H18 Nz © C1 +

Shanghat Mass Spectrometry Center
Shanghat Institute of Organic Chemistry
Chinese Academic of Sciences

High Eeselution M3 Data Report

Electron Energy: 70eV

Card 3erial Number: GCT-P-Ti2-053-050212Z+

Sammple Serial Nuwbher: HESF-LM15-514+

Operator: Li+

Date: 2012/03/23¢

Elemental Composition Reports

Zingle Mass Analysis +

Tolerance = 5.0 FPPH / DEE: min = -1.5, max = 50.0+
Element prediction: Off +

Monoisotopic Mass, Odd and Even Electron Ions+

201 formwula(e) evaluated with 2 results within limits (all results

Elements Used: C: 0-60 H: 0-80 N: 0-2 C: 0-6 Cl: O-1

Minimum: -1.5+

Mazximam: z.0 5.0 50.0+

Mazs Calc. Mass mba PFH LEE

285.1102 265.1103 -0.1 -0.4 11.0
265.1108 -0.6 -2.3 6.5

+

74

fup to 1000) for each wass)+

H

Formula+
C17 H15 M 02 #
C14 Hi1g N2 O Cl #
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' ! H Ch
EdA#E = O
3g
Instrument:  Waters Micromass GCT Premier

[onisation Mode: EI+

Shanghat Mass Spectrometry Center
Shanghat Institute of Organie Chemistry
Chinese Academic of Sciences

High Eesolution M3 Data Eeport

iZl

Electron Energy: 70V

GCT-F-Tiz2-03-050195+
HESF-LM15-31+

Card Serial Nunber:
Sample Serial Number:
Operator: Li+

Date: 2012
Elemental Composition Report+
Single Mass Alnalysis +
Tolerance = 5.0 PPH /
Element prediction: Off +
Monoisotopic Mass, Odd and Even Electron Ions+

205 formulaie) evaluated with 2 results within limits

DEE: win = -1.5, mwax = 50.0+

Elements Used: C: 0-£0 H: 0-80 MN: 0-2 QO 0-6

Miniram:

Max itmam: 2.0 5.0

Mass Calc. Mass mba PPN

269.0610 269.0607 0.3 1.1
269.0603 o.7 2.6

+

My NC— A
FY- YT L O

3q

Instrument:  Waters Micromass GCT Pretrer

[omsation Mode: EI+

[all results (up to 1000) for each mass)+

Cl: 0-1 I: 0-1 +

-1.5¢

50.0+

DEE i-FIT Formala+

11.0 Cl6 Hiz N O Cl «

15.5 c19 H9 oz +
Shanghai Mass Spectrometry Center
“hanghai Institute of Organic Chemistry

l Chinese Academic of Sciences

High Eesolution WS Data Eeport

Electron Energy: TleV

Card Zerial Number:
Sample Serial Nuwher:
Operator: Li+

Date: 2012
Elewental Composition Report+
Jingle Mass Analysis +
Tolerance = 5.0 PPN/
Element prediction: OLff +
Monoisotopic Mass, Odd and Even Electron Ions+
205 formulaie)

GCT-P-Tiz2-03-050200+
HESF-LM15-52+

DEE: min = -1.5, max =

Elements Used: C: 0-80 H: 0-30 n: o0-2 QO 0O-n

Minimum:

Max imuam: 2.0 5.0

Mas=s Calc. Mass mla FFH

2E9.0606 2E69.0607 -0.1 -0.4
269.0603 0.3 1.1

+

evaluated with Z results within limits

SO0+

jall results (up to 1000) for each mass)+
Cl: 0O-1 I: 0-1 +

-1.5+

EO.0+

DEE Formula+

11.0 Clg Hi1Z2 N & Cl1 +
15.5 c1g3 H9 02 +
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Instrument:  Waters Micromass GCT Premmer [onisation Mode: EI+

Shanghat Mass Spectrometry Center
shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution M2 Data Report

Electron Energy: 70eW

Card Serial Number: GCT-P-T12-053-050208+

Sample Serial Nuwmber: HESF-LM15-310+

Operator: Li+

Date: 2012/03/28¢

Elemental Composition Report+

S3ingle Mass Analysis +

Tolerance = 5.0 PPHM ! DEE: min = -1.5, max = 50.0+
Element prediction: OQOff

Monoisotopic Mass, ©dd and Even Electron Ions+

275 formula(e) evaluated with 2 results within limits (all results

Elements Used: C: 0-60 H: 0-80 N: 0-2 O 0=2 : 0-6

Minimum: -1.5+

Mazximam: z.0 5.0 50.0+

Mazs Calc. Mass mba PFH LEE

243 .1626 243 .1623 0.3 1.2 7.0
243.1635 -0.9 -3.7 3.0

+

2Ms .
hAA ]’\N\/
@]

Instnument:  Waters Micromass GCT Premier Ionisation Maode: EI+

fup to 1000) for each wass)+

H

Formula+

Z237396e1.0 Cle Hzl N O+

2773615.3 C13 HZ& N 02 F +

Shanghai Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Resolution M2 Data Report

Electton Eneray: 70V

Card Serial MNumber: GIT-P-Tiz-05-0502059+

Sample Serial Nunber: HESF-LM15-311+

Operator: Li+

Date: 2Z012/03/2z8+¢

Elemental Composition Eeport+

Single Mass Analwsis +

Tolerance = 5.0 PPH ! DEE: min = -1.5, max = 50.0+
Element prediction: Off +

Monoizotopic Mass, Odd and Even Electron Ions+

275 formulaile] evaluated with 2 results within limits (all results

Elements Used: C: 0-60 H: 0-580 N: 0-2 o 0=2 F: 0-6

Minimum: -1.5+

Max irnan: 2.0 5.0 50,0+

Nas= Cale. Hass mba PPN DEE

243, 1624 243, 1623 0.1 0.4 7.0
243.1635 -1.1 -4.5 3.0

+

76

{up to 1000) for each mass)+

H

Formwuala+
Cle HZl M O+
C13 H2z N 02 F #
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Ms o
bbb L/\/ i
0 Shanghai Mass Spectrometry Center

Shanghai Institute of Organic Chemistry

3s Chinese Academic of Sciences
High Resolution M3 Data Report
Instrument:  Waters Micromass GCT Premuer Ionisation Maode: EI+ Electron Energy: 7eV
Card Serial MNumber: GCT-P-T12-053-050205+
SJample Jerial Number: HESF-LM15-37+

Operator: Li+

Date: 2012/03/23¢

Elemental Composition Report+

Single Mass Analysis +

Tolerance = 5.0 PPM i DEE: min = -1.5, max = 50.0+

Elewent prediction: Off +

Monoisotopic Mass, Odd and Even Electron Ions+

145 formwumlale] evaluated with 2 results within limits (all results (up to 1000) for each mass)+
Elements Used: C: 0-60 H: 0-80 MN: 0-2 Q: 0-6 cl: 0O-1 I: 0O-1 +

Minimwn: -1.5+

Max imum: 2.0 5.0 50.0+

Mass Calc. Mass mDa PFH DEE Formula+

215.1307 215.1310 -0.3 -1.4 7.0 14 H17 N O+
215.1315 -0.58 -3.7 zZ.5 11 Hzp Nz Cl #

+

‘ZMS' NC- H
Ed kit | .
o Shanghat Mass Spectrometry Center

Shanghai Institute of Organic Chemistry

3s Chinese Academic of Sciences
High Eesclution I35 Data Eeport
Instrument:  Waters Micromass GCT Premier [onisation Mode: EI+ Electron Energy: 70eV
Card Serial Nuwmber: GCT-P-Ti12-03-050206+
Zample 3erial Nurber: HEZF-LM15-38+

Cperator: Li+

Date: Z012/03/23¢

Elemental Composition Report+

Jingle Mass Analysis +

Tolerance = 5.0 FPN / DEE: min = -1.5, max = 50.0+

Element prediction: Off +

Monoisotopic Mass, Odd and Even Electron Ions+

145 formula(e) ewvaluated with 2 results within limits (all results (up to 1000) for each wass)+
Elements Used: C: 0-60 H: 0-30 N: 0-2 o 0-8 cl: 0-1 I: o0-1 +

Mindimum: -1.5+

Max imum: Z2.0 5.0 50,0+

Mass Calc., Mass wha FFPH LEE i-FIT Formuala+

215.1311 215.1310 a.1 a.t8 7.0 Cl4 HI? W O+
215.1315 -0.4 -1.2 2.5 C11 HZO0 Nz C1 +
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Instrument:  Waters Micromass GCT Pretnier [onization Mode: EI+

Shanghai Mass Spectrometry Center
Shanghat Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution WS Data Report

Electron Eneray: T0eV

Card Serial Number: GIT-P-T12-03-050213+

Sample Serial Number: HESF-LM15-2515+

Operator: Li+

Date: 2012/03/728+¢

Elemental Composition Reports

Single Mass Analysis +

Tolerance = 5.0 PPM / DEE: min = -1.5, max = 50.0+
Elewent prediction: Off +

Monoisotopic Mass, Odd and Even Electron Ions+

285 formalaie) ewvaluated with 3 resultz within limits (all results
Elements Used: C: 0-60 H: 0-80 N: 0-2 O 0-2 F: 0-6 Br:

Minirmurm: —-1.5+

Max imurn: z.0 5.0 50,0+

Mas= Calc. Mass mla FFPH DEE

249,.1158 249.1154 0.4 1.6 11.0
Z49.115z2 0.4 2.4 o.o
249.1165 -0.7 -2.8 7.0

+

Ms 4
)
8]

Instrument:  Waters Micromass GCT Premier [onisation Wode: EI+

[up to 1000) for each mass)+

¢

Formmula+

c17 H15 N O+

C8 H16 N O F5 +
C14 Hie N 2 F

Shanghat Mass Spectrometry Center
“hanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Resolution WS Data Report

Electron Energy: 70eV

Card ZSerial Number: GCT-P-T11-12-050920

Zample Zerial Number: HESF-Dz25-59

COperator: Li

Date: 2011/12/15

Elemental Composition Report

SJingle Mass Analysis

Tolerance = 5.0 FPM / DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

297 formula(e) evaluated with 3 results within limits (all results

Elements Used: C: 0-80 H: 0-30 M: 0-4 Q: O0-0 3: 0-1

Minimum: -1.5
Max i : 2.0 5.0 s0.0
Nass Calc. Mass wha PFPH LEE
219.0687 219.06584 0.3 1.4 12.0
219.0691 -0.4 -1.5 2.5
219.06878 a.9 4.1 3.0

78

[up to 1000) for =ach mass)
0-1

Formuls

C15 HZ N ©

C9 H15 4 3

C7 H13 N3 03 3
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kot p .
o Shanghai Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
4b Chinese Academic of Sciences
High Eesolution M3 Data Eeport
Instrument:  Waters Micromass GCT Premiter lontsation Mode: EI+ Electron Energy: 70eV
Card ZSerial Number: GCT-P-T11-12-050923
SJample Serial Number: HESF-DZ5-312

Operator: Li

Date: 2011/12/15

Elemental Composition Report

S3ingle Mass bnalysis

Tolerance = 5.0 FPPM £ DEE: min = -1.5, max = 50.0

Element prediction: Off

Monoisotopic Mass, O0dd and Even Electron Ions

317 formala (e) evaluated with 3 results within limits (all results (up to 1000) for each masz:z)
Element=s Uszed: C: 0-60 H: 0-50 N: 0-4 O 0-6 S 0-1 Br: 0-1

Minirnum: -1.5

Max iram: z.0 5.0 50.0

Mass Cale. Mass mba PPH DEE Formula

233.0844 233.0841 0.3 1.3 1z2.0 C1ls H11 N O
233.0848 -0.4 -1.7 2.5 10 H17 o4 5
233.0834 1.0 4.3 3.0 C8 H15 N3 C3 3

2Ms. CN

ikt AN _
Shanghai Mass Spectrometry Center
Q Shanghai Institute of Organic Chemistry
dc Chinese Academic of Sciences

High Eesolution M3 Data Eeport

Instrument:  Waters Micromass GCT Premier Ionisation Mode: EI+ Electron Energy: 70eV

Card Serial Numbker: GIT-P-T211-12-050922

Sample Jerial MNunber: HEZF-DZ5-311

Operator: Li

Date: 2011/12/15

Elemental Composition Report

S3ingle Mass bnalysis

Tolerance = 5.0 PPM £ DEE: min = -1.5, max = 50.0

Element prediction: Off

Monoisotopic Mass, ©0dd and Even Electron Ions

317 formulale) evaluated with 3 results within limwitsz (all results (up to 1000) for each mass)
Elements Used: C: 0-60 H: 0-50 N: 0-4 O O0-6 S 0-1 Er: 0O-1

Minirmum: -1.5

Max iram: Z.0 5.0 50.0

Mass Cale. Mass mba PPH DEE Formula

233.0842 233.0841 0.1 0.4 12.0 Clg H11 N O
233.0848 -0.6 -2.6 2.5 10 H17 o4 3
233.0834 0.8 3.4 3.0 C8& H1S N3 O3 3
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Instrument:  Waters Micromass GCT Frermier lomsation Mode: EI+

Shanghai Mazs Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution MZ Data Eeport

Electron Energy: T0eV

Card Zerial Number: GCT-P-T1i-12-0503921

Sample Serial Number: HE3F-D258-310

COperator: Li

Date: 2011/12/15

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPH / DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, 0dd and Even Electron Ions

317 formulaie) evaluated with 3 results within limits (all results

Elements Used: C: 0-60 H: 0-80 N: 0-4 C: 0-6 3: 0-1

Minirouarm: -1.5
Mz irorm = 2.0 5.0 50.0
Hass Calc. Mass mba FPH DEE
233.0845 233.0845 -0.3 -1.3 2.5
233.0841 0.4 1.7 1z2.0
233.0834 1.1 4.7 3.0

”ﬂ ZCH
E Rt R\ O
0

de

Instrument:  WWaters Micromass GCT Premier Ionisation Mode: EI+

[up to 1000) for each mass)

Formula

C10 H17? 04 2
Clg H11 M ©

& HI15 N3 03 3

Shanghai Wass Spectrometry Center
Zhanghat Institute of Organic Chemistry
Chinesze Academic of Sciences

High Eesolution W3 Data Report

Electron Energy: 70eV

Card Serial Number: GIT-P-Til-12-05092Z4

Sample Jerial Mumber: HE3F-D25-313

Operator: Li

Date: 2011/12/15

Elemental Composition Report

Fingle Mass Analysis

Tolerance = 5.0 FPM ! DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

346 formula(e)] evaluated with 3 results within limits (all results

Elements Used: C: 0-40 H: 0-50 N: 0-4 O 0-6 S3: 0-1

Minirum: -1.5
Max iroarmn: 2.0 5.0 50.0
Hass= Calc. Mass mba PPH DEE
247.0999 247.0997 0.z 0.8 1z.0
247.1004 -0.5 -2.0 zZ.5
247.0991 0.8 3.2 3.0

80

[up to 1000) for each masz:z3)

Formula

C17 H13 M ©
C11 H19 o4 3
c3 H17? M3 O3 3
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Shanghat Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

af
High Eesolution M5 Data Report

Instrument:  Waters Micromass GCT Premuer lomsaton Maode: EI+ Electron Energy: 70eV
Card 3S3erial Number: GCT-P-T11-12-050925
Sarmple Serial Number: HESF-DZ28-514
Operator: Li
Date: 2011/12/15
Elemental Composition Report
SFingle Mas= Lnalysis
Tolerance = 5.0 PPM / DEE: min = -1.5, max = 50.0

Off
Cdd and Even Electron Ions

Element prediction:
Monoisotopic Mass,

367 formula (2] evaluated with 4 results within limits (all results [(up to 1000) for each mass)
Elements Used: C: 0-60 H: 0-30 MN: 0-4 QO 0-8 3: 0-1 EBr: 0O-1
Minirmum: -1.5
Max irmutm: 2.0 5.0 50.0
Ma== Calc. Mass mwha PFM DEE i-FIT Formula
261.1151 Z261.1154 -0.3 -1.1 iz.0 Z2782052.8 clg HiS5 W ©
261.1147 0.4 1.5 3.0 10 H19 N3 O3 5
261.1161 -1.0 -3.8 2.5 C1z Hzl 04 5
261.1140 1.1 4.2 1z2.5 C1l6 H13 N4
Ms <
Lt i
5 Shanghai Mass Spectrometry Center
Zhanghat Institute of Organic Chemistr
2 g ¥
44 Chinese Academic of Sciences
High Resolution MS Data Eeport
Instrument:  Waters Micromass GCT Prermier Innisation Mode: EI+ Electron Energy: 70V

GUT-P-T11-12-050926
HE3F-DZG-315

Card Serial Number:
Sample Serial Nunber:
Operator: Li

Date: 2011412715
Elemental Composition Eeport
S3ingle Mass Analysis
Tolerance = 5.0 PPH /
Element prediction: Off
Monoisotopic Mass, odd and Even Electron Ions

DEE: min = -1.5, max = 50.0

396 formulale) evaluated with 4 results within limits (all results (up to
Elements Used: C: 0-60 H: 0-80 N: 0-4 o 0-6 S 0-1 Br: 0-1
Minimum: -1.5
Max imnn: Z.0 5.0 50.0
Mass Calc. Mass mla PPN DEE i-FIT
275. 1307 275.1304 0.3 1.1 3.0 2751439,
275.1310 -0.3 -1.1 1z.0
275.1317 -1.0 -3.6 2.5
275.1z97 1.0 3.6 1z.5

81

i000) for each mass)
Formula

3 Cll1 HzZ1l N3 03 3
Ccis H17? W O
C13 Hz3 04 3
C17 H15 N4
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Shanghat Mass Spectrometry Center
O Zhanghat Institute of Organic Chemistry
4h Chinese Academic of Sciences
High Fesolution MZ Data Eeport
Instrument:  Waters Micromass GCT Premier lonisation Mode: EI+ Electron Energy: T0eW

GCT-P-T11-12-050927
HESF-DZE-216

Card Serial MNumxber:
Samwple Serial Number:
Operator: Li

Date: 2011
Elemwmental Composition Report
SJingle Mass Lnalysis
Tolerance = 5.0 PPH  /
Elemwment prediction: Off
Monoisotopic Mass, Odd and Even Electron Ions

DEE: min = -1.5, max = 50.0

347 formulaie) evaluated with 3 results within limits (all results (up to 1000) for each massz)
Elements Used: C: 0-60 H: 0-80 IN: 0O-4 o 0-8 S 0-1 Br: 0O-1
Minirmam: -1.5
Max irmarn: 2.0 5.0 s50.0
Has=s Calc. Mass wha PPH LEE i-FIT Formula
249.0791 249.0790 0.1 0.4 1z.0 2785364, 5 C1la6 H11 N 02
z49.0737 -0.6 -Z.4 2.5 210 Hi17? o5 3
Z249.07583 0.5 3.2 3.0 C5 H15 N3 04 3
Ms %
I
E Y T L RN .
D Zhanghat Wass Spectrometry Center
0 Shanghai Institute of Organie Chemistry
i Chinese Academic of Sciences
High Eesolution WS Data Report
Instrument:  Waters Micromass GCT Premier Ionisation Maode: EI+ Electron Energy: 70eWV

GUT-P-T11-12-050928
HE3F-DZ5-317

Card Serial Nunber:
Sample Serial Nunber:
Operator: Li

Date: 2011
Elewental Composition Report
Single Mass Analvsis
Tolerance = 5.0 FPPH !
Elewent prediction: Off
Monoisotopic Mass, Odd and Even Electron Ions

394 formumlale) evaluated with 6 results within limits

DEE: min = -1.5, max = 50.0

Elementz Used: C: 0-80 H: 0-80 IN: 0-4 o 0-6 S 0-1
Minimnun: -1.5
Maximun: 2.0 5.0 50.0
Mas= Calc. Mass mba FFPH DEE
253.0292 253.0290 0.z 0.8 16.5
253.0294 -0.2 -0.5 1z2.0
253.0255 0.4 1.6 3.0
253.0301 -0.9 -3.6 2.5
253.02583 a.a 3.6 7.5
253.02581 1.1 4.3 12.5

82

[all results

Ll

[up to 1000)
o-1

for each mwass)

Formula:
C13 HS
Cl15 HS
C7  Hiz
CS Hi4
Cid HS
C13 Ho

0z

N o Cl

N3 03 3 Cl1
o4 5 Cl1

Nz ©O4 3

N4 Cl
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Instrument:  Waters Micromass GCT Premier Innisation Maode: EI+

Shanghai Wass Spectrometry Center
Shanghat Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution M3 Data Eeport

Electron Eneray: 70eW

Card Zerial Nunber:
Sample ZIerial Number:
COperator: Li

Date: 2011/12/15
Elemental Composition Report
Single Mass hnalysis
Tolerance = 5.0 FFH /
Element prediction: Off
Honoizotopic Mass, ©0dd and Even Electron Ions

416 formula(e) ewvaluated with 5 results within limits

GCT-P-T11-12-050929
HEZF-DZ5-318

DEE: winh = -1.5, max = 50.0

Elements Used: C: 0-60 H: 0-80 N: 0-4 O 0-6 S3: 0-1
Mindiroam: -1.5
Mz iroarm: 2.0 5.0 50.0
Hass= Cale. Mass mba PPN DEE
Z64.,0538 Z284.0540 -0.2 -0.5 .5
264,0535 0.3 1.1 13.0
264.0542 -0.4 -1.5 3.5
264.0547 -0.9 -3.4 -1.0
264.0528 1.0 3.8 4.0
My i N
Er Ll
) Q
O
4k
Instrument:  Waters Micromass GCT Premier Ionisation Mode: EI+

[all results

[up to 1000) for each mass)
Cl: 0-1

i-FIT Formula

2776455.3 C1z H11 N3 <2 Cl
C15 HE Nz o3
C8 H14 N o0& 3
Ceé H17 N2 05 3 Cl
C7? H1z2 N4 05 3

Shanghai Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution MS Data Report

Electron Energy: 708V

Card Serial MNumber:
Sample Serial Number:
Operator: Li

Date: 2011712715
Elemental Composition Report
SFingle Mass Analysis
Tolerance = 5.0 PFH /
Element prediction: Off
Honoisotopic Mass, Odd and Even Electron Ions

514 formula(e) evaluated with 7 results within limits

GCT-P-T11-12-050930
HESF-DZ5-319

DEE: min = -1.5, max = 50.0

Elements Used: C: 0-60 H: 0-580 N: 0-4 C: 0-6 3: 0-1
Hinimur: -1.5
Maximum: 2.0 5.0 50.0
Mass Calc. Mass mba PFM DEE
323.095z2 323.0953 -0.1 -0.3 7.5
323.0951 0.1 0.3 12.5
323.0945 0.6 1.9 17.0
323.0955 -0.86 -1.3 3.0
323.0945 .7 2.2 3.5
323.0940 1.2 3.7 8.0
323.09a87 -1.5 -4.6 1z2.5

83

[all results
Cl:

[up to 1000)
0-1

for each mass)

Formula
cls H1S
C19 Hig
CZZz Hi3
ci3 Hz22
c11 Hz0
c14 H17
c17 His

05 3

Nz o Cl

N 02

N o4 3 Cl
N4 03 5 C1
N3 o4 3

N4 O 3
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Shanghatl Mass Spectrometry Center
Shanghat Institute of Organic Chemistry

4 Chinese Academic of Sciences
High Eesolution W3 Data Eeport
Instrument:  Waters Micromass GCT Premier lomsation Mode: EI+ Electron Eneray: 70eV
Card 3erial MNumber: GCT-P-T11-12-050933

SJatple Serial MNunber: HESF-D=25-322

Operator: Li

Date: 2011/12/15

Elemental Composition Report

3ingle Mass Analysis

Tolerance = 5.0 PPM £ DEE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron Ions

346 formulaie) evaluated with 3 results within limits (all resultcs

Elements Used: C: 0-60 H: 0-30 N: 0-4 O 0-6 S3: 0-1

Minimuam: -1.5
Maximuam: 2.0 5.0 50.0
Mass Calc. Mass mba FFH DEE
247.1001 247,.1004 -0.3 -1.2 2.5
247.0957 0.4 1.6 1z2.0
247.0991 1.0 4.0 3.0

Ms o
YT Cl N O
0

4m

Instrument:  Waters Micromass GCT Pretmer lomsation Mode: E[+

fup to 1000) for each mwass)
-1

Formula

C11 H1% 4 &
C17 H13 N O

Cce H17? N3 03 3

Shanghat Wass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Acadetnic of Sciences

High Eesolution WS Data Eeport

Electron Eneray: 70eWV

Card Serial Nuwber: GCT-P-T1:-12-050932

Sample Jerial MNumber: HESF-DZS-321

Operator: Li

Date: 2011/12/15

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM ! DEE: wmin = -1.5, max = 50.0
Eletent prediction: Off

Monoisotopic Mass, ©dd and Even Electron Ions

422 formalaie)] evaluated with 5 results within limits (all results
Elements Used: C: 0-80 H: 0-30 N: 0-4 o 0-6 3: 0-1 cl:

Minimum: -1.5
Max i : 2.0 5.0 50.0
Mas= Calc. Hass wha FFHM LEE
267.0452 267.0451 0.1 0.4 1z.0
267.0446 0.6 2.2 16.5
267.0458 -0.8 -2.2 2.5
267.0444 a.as 3.0 3.0
267.0440 1.2 4.5 7.5

84

[up to 1000) for each mass)
o-1

Formula
Cl6 Hi1O WM O Cl
c19 H7? o2

C1l0 Hie o4 3 Cl
Cg8 H14 N3 03 35 C1
C1i1 Hii1 HNz 04 3
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Instrument:  Waters Micromass GCT Premier lonssation Mode: EI+

Shanghai Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution WS Data Report

Electron Energy: 70V

Card Serial MNumber: GCT-P-T11-12-050931
Sample S3erial Nunber: HEZF-DZ5-3Z0
Operator: Li

ate: 2 =)
Elementa omwposition Report

Fingle Ma=zs Analysis

Tolerance = 5.0 PPM / DEE: tin = -1.5, max = 50.0
Element prediction: Off

Monoi=sotopic Mass, Odd and Even Electron Ions

420 formulaie) evaluated with 6 results within limits (all results

Elements Used: C: 0-60 H: 0-580 MN: O-4 o 0-6 3: 0-1

Minirnan: -1.5
Max innam: 2.0 5.0 s50.0
Nass Calc. Mass mba PFH DEE
269.0543 269.0541 0.z a.7 15.0
269.0546 -0.3 -1.1 10.5
269.0839 0.4 1.5 1.5
269.0545 -0.5 -1.9 5.5
ZB9.0552 -0.9 -3.3 i.0
269.0334 0.9 3.3 6.0

Zh
Ms (

Ky o

40

Instrument:  Waters Micromass GCT Premier [onisation Mode; EI+

[up to 1000) for esach mass)

Formula

12 H11 N O

Cle H14 N2 Cl

8 H1s N4 0z & Cl
C13 H17 ©4 3

Cilo HZ2O0O N O3 &5 C1
Cl1 H15 N3 C©3 &

Shanghai Wass Spectrometry Center
Shanghat Institute of Crganic Chemistry
Chinese Arcademic of Sciences

High Eeselution M3 Data Report

Electron Energy: 70eV

Card Serial Number: GCT-P-TiZ-05-050202+

Sample Jerial MNumber: HE3F-LM15-34+

Operator: Li+

Date: 2012/03/23+

Elemental Compozition Report+

Fingle Ma=zz Analysis +

Tolerance = 5.0 PPM i DEE: min = -1.5, max = 50.0+
Element prediction: Cff +

Monoisotopic Mass, Odd and Even Electron Ions+

2258 formila(e)] evaluated with 2 results within limits (all results

Element=s U=zed: C: 0-60 H: 0-380 N: 0-2 G 0-6a Cl: 0O-1

Minirmum: -1.5+
Max imum: Z.0 5.0 S0.0+
Mas== Calc. Mass mla PFHM DEE
289.1472 259.1472 a.0 a.a 7.5

289.14487 0.5 1.7 iz.0
+
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[up to 1l000) for each mass)+
0-1 +

Formula+
Ci7 H2z Nz (C1 +#
CZ0 H19 N O+
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Instrument:  Waters Micromass GCT Preruer Ionisation Made: EI+

Shanghai Mass Spectrometry Center
Shanghat Institute of Organic Chemistry
Chinese Academic of Sciences

High Fesolution W3 Data Report

Electron Energy: 70eWV

Card Serial Nunber:
Sample Zerial Number:
Operator: Li

Date: 2012/03/723
Elewental Cowposition Report
SJingle Mass Analysis
Tolerance 5.0 PFH
Elewent prediction:
Monoisotopic Mass,
206 formulaie)

GCT-P-T12-053-050Z01
HESF-LM15-33

/
Off
Odd and Even Electron Ions
evaluated with 2 results within limits

DEE: min -1.5, max 0.0

Elements Used: C: 0-80 H: 0-50 N: 0-Z Q: O-n Cl: 0-1
Minimuam: -1.5
e imum: Z.0 5.0 50.0
Mass Calc. Mass Tala FFPH DEE
267.0452 267.0451 0.1 0.4 12.0
267.044¢6 0.8 2.2 1.5
Zh
'ZMS' 3
kit
Q0
ar
Instrument:  Waters Micromass GCT Prermier Ionization MWode: EI+

[all results

[up to 1000)
o-1

for each mass)
I:

Formulsa
C1l6 Hi0 N & Cl
c1% H7? o2

+

Shanghai Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
Chinese Academic of Sciences

High Eesolution M3 Data Eeport

Electron Energy: 70eV

Card Serial Number:
Sarmple Serial Nuwxber:
COperator: Li+

Date: 2012703728
Elemental Composition Report+
Single Mass Analysis +
Tolerance 5.0 FFH /S
Element prediction: OQOff +
Monoisotopic Mass, Odd and Even Electron Ions+

274 formulaie) ewvaluated with 2 results within limits

GUT-P-Ti2-03-050210+
HESF-LM15-312+

DEE: min -1.5, max 50.0+

Elements Used;C: 0-60 H: 0-80 : 0-2 O 0=2 F: 0-g

Minimun: -1.,5+

Max imuamn: Z.0 5.0 50.0+

HMas= Cale. Hass mla FFH DEE

Z41.1471 241.1487 0.4 1.7 5.0
241.1478 -0.7 -2.9 4.0

+

86

[all results

[up to 1000) for each mass)+
Br: O-1 +
i-FIT Formuala+
Cls H19 N O+«
C13 Hz0 M 02 F +
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ER T
0 sShanghar Mass Spectrometry Center
Shanghai Institute of Organic Chemistry
45 Chinese Academic of Sciences
High Eesolution M3 Data Report
Instrument:  Waters Micromass GCT Premier lonisation Mode: EI+ Electron Energy: T0eWV
Card Serial Number: GCT-P-Tiz2-03-050207+
SJample Serial Number: HESZF-LHM15-39+

Operator: Li+

Date: 2012/03/23¢

Elemental Composition Reports+

SJingle Mass Analysis +

Tolerance = 5.0 PPH / DEE: min = -1.5, max = 50.0+¢

Element prediction: Off +

Monoisotopic Mass, Odd and Even Electron Ions+

140 formulaie) evaluated with 2 results within limits (all results (up to 1000) for each wass)+
Elewents Used: C: 0-60 H: 0-80 N: 0O-2 o 0-8 Ccl: 0-1 I: 0-1 +

Minirmum: -1.5+

Max imam: z2.0 5.0 50.0+

Ma=s=s Calc. Mass mla FFPHM DEE Formula+

213.1151 213.1154 -0.3 -1.4 5.0 C1l4 HI5 W O+
213.1159 -0.8 -3.8 3.5 C11 H18 N2 Cl1 +
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