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20161107_std1 #3149 RT: 38.87 AV: 1 NL: 3.38E7
F: FTMS - p ESI Full ms [101
100 503.07562

] -3.14 ppm

80—

60—
40—

20

o —

T T 171 ‘ T 17T T 1T 1T ‘ T 1T T 7T
503.05 503.10
m/z

20161107_std1 #3559 RT: 43.92 AV: 1 NL: 1.88E5
F: FTMS - p ESI Full ms [10
100 503.07599

. -2.41 ppm
80

60
40

20

0 rrrrrTTTTTT T
503.05 503.10
m/z

Thermo LTQ-0rbitrap XL

20161107_std1 #3181 RT: 39.25 AV: 1 NL: 6.62E7
F: FTMS - p ESI Full ms [101
100 503.07593

] -2.52 ppm

80—

60—
40—

20

0-— -

T 1 171 ‘ T 1T T T T T 17T ‘ T 1 1 T
503.05 503.10
m/z

20161107_std1 #3613 RT: 4459 AV: 1 NL: 4.46E4
F: FTMS - p ESI Full ms [10
100 503.07559

] -3.20 ppm
80*:

60
40

20

0 rrrrrTTTTTT T
503.05 503.10
m/z



T—R M1 ABOE—7720771 ILEE—7RILER(R—LC/MST—42)

Leu-Enk, 2 ppm/H20, 10uL
20200402_LE-Pos_ReproChk_01 1025 (9.059) AM2 (Ar,10000.0,0.00,0.00)

100 556.2766 2.13e3
0.05 ppm
B X
0 T T T — m/z
556.200 556.300 556.400
20200402_LE-Pos_ReproChk_01 1025 (9.059) 1: TOF MS ES+
556.2758 620
100
X
0—— USSR T M/z
556.200 556.300 556.400

Leu-Enk, 2 ppm/H20, 10uL
20200402_LE-Pos_ReproChk_01 1028 (9.086) AM2 (Ar,10000.0,0.00,0.00)

100i 556.2782 1.84e5
; 293 ppm
IS
07‘ T T T R AL 1 Mz
556.200 556.300 556.400
20200402_LE-Pos_ReproChk_01 1028 (9.086) 1: TOF MS ES+
556.2758 6.24e4
100
o\o;
07 T T T ] R AL ———T————— M/z
556.200 556.300 556.400

Leu-Enk, 2 ppm/H20, 10uL
20200402_LE-Pos_ReproChk_01 1031 (9.112) AM2 (Ar,10000.0,0.00,0.00)

100 556.2787 4.21e5
3.83 ppm
B X
|
0 N S ‘ 964114 ..,
556.200 556.300 556.400
20200402_LE-Pos_ReproChk_01 1031 (9.112) 1: TOF MS ES+
556.2758 1.58e5
100
N
T NN ——————— M/z
556.200 556.300 556.400

Leu-Enk, 2 ppm/H20, 10uL
20200402_LE-Pos_ReproChk_01 1056 (9.330) AM2 (Ar,10000.0,0.00,0.00)

100f 556.2795 1.61e3
] 527 ppm
=
0 ] T T T — m/z
556.200 556.300 556.400
20200402_LE-Pos_ReproChk_01 1056 (9.330) 1: TOF MS ES+
556.2758 433
100
m S
07 i T T L A ———————— M/z
556.200 556.300 556.400

Waters Synapt G2-XS

Leu-Enk, 2 ppm/H20, 10uL
20200402_LE-Pos_ReproChk_01 1060 (9.365) AM2 (Ar,10000.0,0.00,0.00)

100 556.2767 1.13e3
0.23 ppm
B X
0 T T T — m/z
556.200 556.300 556.400
20200402_LE-Pos_ReproChk_01 1060 (9.365) 1: TOF MS ES+
556.2758 327
100
N
556.3582
0 T T T e e~ M/Z
556.200 556.300 556.400

Leu-Enk, 2 ppm/H20, 10uL
20200402 _LE-Pos_ReproChk_01 1062 (9.383) AM2 (Ar,10000.0,0.00,0.00)

100 556.2752 1.21e3
-2.46 ppm
B X
0 T T A 1 M/z
556.200 556.300 556.400
20200402_LE-Pos_ReproChk_01 1062 (9.383) 1: TOF MS ES+
556.2758 349
100
X
0 T T T — m/z
556.200 556.300 556.400



20774 ILARINILICEIT D 2T HRA AOLLER

Thermo LTQ-0rbitrap XL

Waters Synapt G2-XS

Leu-Enk, 2 ppm/H20, 10uL

20200402_LE-Pos_ReproChk_10 1036 (9.155)

1: TOF MS ES+

g 556.2758 1.38e5
20161107 stdl #3183 RT: 39.28 AV: 1 NL: 6.49E7 100
F: FTMS - p ESI Full ms [10
100 503.07608
| Am/z001
%0 18,0 ppm
60| Am/z0002 o
N 4.0 ppm
40—
20 \
0+ IR \H‘\Hw”w‘\?
503.07 503.08 I e
m/z 556[240 | 556!260 | 556[280 556[300 556[320



REZARINLOE—772077 1 ILEE— TR IEESR(RLC/MST

Leu-Enk, 2 ppm/H20, 10uL
20200402_LE-Pos_ReproChk_01 1031 (9.112) AM2 (Ar,10000.0,0.00,0.00); Cr

100 556.2784 2.84e6
3.29 ppm
o\o;
] !
ol I I 5864216 .
556.200 556.300 556.400
20200402_LE-Pos_ReproChk_01 1031 (9.112) Cm (1028:1037)
556.2758 1.02e6
100
S
07 1 T 1 — m/z
556.200 556.300 556.400

Leu-Enk, 2 ppm/H20, 10uL
20200402_LE-Pos_ReproChk_02 1039 (9.181) AM2 (Ar,10000.0,0.00,0.00); Cr

100 556.2762 2.66€6
-0.67 ppm
S
07 RIS IR 1 Mz
556.200 556.300 556.400
20200402_LE-Pos_ReproChk_02 1039 (9.181) Cm (1036:1044)
556.2758 1.05e6
100~
o\o;
07 1 N 1 — m/z
556.200 556.300 556.400

Leu-Enk, 2 ppm/H20, 10uL 'ﬁa?n‘ers Svynapt G2-XS

20200402_LE-Pos_ReproChk_03 1041 (9.199) AM2 (Ar,10000.0,0.00,0.00); Cr

100j 556.2773 2.82e6
1.31 ppm
S
07“‘ T T T 1 M/Z
556.200 556.300 556.400
20200402_LE-Pos_ReproChk_03 1041 (9.199) Cm (1037:1047)
556.2758 1.08e6
100
o\o;
07 T RN T — m/z
556.200 556.300 556.400

Leu-Enk, 2 ppm/H20, 10uL
20200402_LE-Pos_ReproChk_04 1037 (9.164) AM2 (Ar,10000.0,0.00,0.00); Cr

100j 556.2776 2.82e6
0.05 ppm
S
1 !
07‘ T T T L A T \55674?28\ m/z
556.200 556.300 556.400
20200402 _LE-Pos_ReproChk_04 1037 (9.164) Cm (1033:1044)
556.2758 1.04e6
100
o\o;
07 T 7 N T — m/z
556.200 556.300 556.400



Intensity (Profile)

1.02E+06
1.05E+06
1.08E+06
1.04E+06
1.05E+06
1.05E+06
1.04E+06
1.01E+06
1.02E+06
1.10E+06

Intensity (Centroid)

2.84E+06
2.66E+06
2.82E+06
2.82E+06
2.68E+06
2.66E+06
2.710E+06
2.65E+06
2.80E+06
2.81E+06

Obs. m/z (Profile)

556.2758
556.2758
556.2758
556.2758
556.2758
556.2758
556.2773
556.2758
556.2758
556.2758

Centroid m/z

556.2784
556.2762
556.2773
556.2776
556.2789
556.2784
556.2773
556.2778
556.2778
556.2773

REARINLOE—7REER AR

Error (ppm)

3.29
-0.67
1.31
1.85
3.29
1.31
2.21
2.21
1.31
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MS Method (Waters, QTOF) ZAR7Z7INILERIAH R {432 E T

&cquisition | TOFMS | Trap CE Control | Transfer CE Control

Da range Con'ﬁnuum = PPO‘”'Q

Acquire TOF MS over the range

Low Mass 100 D 1A20771ILOiRRZZ R
High Mass 1000 D U R ZRARZNILZERLIAD
hix
Scanning Conditions ‘ \hméi%—q

Scan Time 1 sec
Data Format Continuum %
Continuum

Centroid = Bar

PRANINLET—2 MBS 2T LIC
HLBADERIC, 20771 ILAORRIN L
E—7RHELT, R—BICLTHSERLEAD

[ Ramp the Cone Valtage during the scan °
[ ]
hik

Initial Yoltage v nnI\-\:nEZ’\othL

Final Voltage W

Instrument conditions

[] Override Cone Voltage value specified in tune file

Cone Voltage i




20774 ILBEZRINLENR—BIZARI L

1: TOF MS ES+

100- 2077»1ILE 459.13 3.04e3
1127.07 255.07
| 273.08 460.12
/ 543.15
| 171.15217.10 282.05 41711 [46L15 544.16 803.27
0 — \““i“i“? i L“ f l\l \‘ ‘\‘l‘m\‘\ I "\LU“\H\J ‘\L\H‘ \ \“\L\“‘ \“\"\ Immm— ‘\m“i l\‘\\ s 1 bl 1 it \'““ e \‘I'\“ \l‘\“\ i\‘ p “‘\" f ‘" i “\”\ o K s ‘\' “ I ‘l\ s T g \“l i "h\ \'\"\L‘ plfiley 1 pil EEEEEE felgudi 4 fr ‘“1\-\‘“\‘ m/z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
1. TOF MS ES+
100+ R—5 459.13 9.81e3
3 255.07
| 127.07 973.08 460.13 54315
: ' |
’ oA uw POLO8 gipap [P BMIS 80517 gounn g5 080827
O Lt “MJ‘\ \1“ fosl \“f“\ \l\'\\“"\“ﬁ \J‘"i“'\ i \“\“L \“\‘\ ‘\Hi\ Pt JK\ } ‘ T ey 1 ‘ for f“\‘ ‘”\‘H \ “‘\‘ “‘\‘\l b ] 1 fogelfdpas m““‘ i \l/‘\ fitpo “ feple ‘“i pet 1 M\“.\‘\ 1 it \“'\ rrt \H.\‘ et fos= “\.f”f m/z

gy floppeiyigetss H‘HJH\‘H HH"‘\H e
100 150 200 250 300 350 400 450 500 550 600 650 7700 /50 800



\0\/0\\\

Z20771ILEE

\%\\\‘

\0\/0\\\

] \ ‘
454 456 458

R—8

\0\/0\\\‘

1454.13
\ \

T I
454 456 458

456.25 4571145878 46312 464
I [

| 1: TOF MS ES+
20771€ILE 00 96
463.21 -
464.16
a64.02|
463.33 464,00 | 464.97465.06 465,17
| : m/z
464 465
463.12 285
1
463.21 464.15
| !
464.28 465.07 !
463.33 464.00 464.97_ 465.47
| : ! — m/z

464 465



ZO77M1ILEZRTNLER—BZRTNLOHIRERR

20771 ILRZRZKL

R

R

R—BIZNRIIL
e
e

E—-7: k2R TES
E—7E/1Z0FIRINTES
RENRELZHEIICTED

T—REENKELG S (BERRENSI VBAELEGS)

T—REENINII)

E—-7 RN TEGL  (E—7RILORVEUNFIEITEG())
E—7E/1ZO0FIRINTEG (/122 E— 7R EUTUF S50 N H D)
HENRERERTEGI(T—20RVEUNTIEITEGV)

RiRFPCOMEENRL\OT, K—RZ RN LTREAD K - NF01 !



BENRREECZRANRTKIL

BLICRGDIAROM AL OE— 7RI SEHOBERMETOMREAIE.,

AERRENRL\E, il \m/ 201 AL =R EETES.
Eﬁﬁe’n’: AEICE T, 1A O m/ g ENMIEEICHIN DD NRSFD.
= A e N RERE MG = 1AL Om/ AB%IEEICHNS
m

TTREARNDSHE/ T T/ NEY 7
m/z 1,000&1,001% BEIF—HMICIRED
FBIECHBETES
< BEERREEIRRANINL
»H28E 1,000 3
$ARKIETE

S BIE FWHM) =& S22
BEDPHER)=m/ Am



IEtglom/ AB(FRERZ ) SI174-0)
7L R AR Rk HETE

« A1ALOERTHRIAR > BEEERIF—J/ANICRITD
ffl : Reserpine (C;3H,oN,0,,) [M+H1*'= m,/z609.28066
+ HEICS > THANEBE - BT RIARZHE
609.28066 > C?H?N?0?

Elemental composition search on mass 609.28

m/z= 604.28-614.28

m/z Theo. Mass Delta RDB Composition
(mmu) equiv.
609.28066 609.28066 0.00 14.5[C33 Ha1 O9 N» L = N o L e i
| | BEFER=:1 ppm
609.27982 0.84 2.9C17Ha1 01 N10 || o apr ey
609.28199 -1.33 19.5 C34H3705No6 I=E-a38-F %2 ppm
609.28251 -1.85 1.5 C21H45016 N4
609.27881 1.85 27.5 CasH3702
009.28333 -2.07 24.5 C35 H33 ON10
609.27797 2.69) 15.5C29H3707Ns | BHERFFEIRZE:5 ppm

*C: 0-50, H: 10-00, N: 0-10, 0: 0-200% ATt E



REXOMEHNSINMOICIERRZ#S M ! ?

100i *ﬁﬂ*ﬂ&gﬁ.‘.ﬁiv 322.1070 'il‘\z'l"/l" 3*@*“&
so, 1+tC—H/2+N/2 a2 AL I2—2
50 thA b3 :58=
. A 4 ARSI
- 324.1129
20? 307.0839
0- 1 I — — 1 I — I — —
300 310 320 340 350 360
m/ z Theo. Mass Delta (mmu) RDB equiv. Composition
322.1072 322.1074 -0.18 12.5 C19 H16 O4 N
322.1065 0.65 0.5 316500 NGO
322.1079 -0.69 0.0 E5HI8O10NoG
322.1060 1.16 13.0 S HH4A-03N4
322.1087 -1.52 17.5 C20 H12 Nb



EE( \&0 VRS- 1

BERECEBREE(RRE) R
BEREE 2 ppmARGEENZO7ICEI\TH S

BERENSI D 1AL OFMm/ ABOELIELBIREN SV
BEEENS D 1A OFKMm/ ABHRBICH
fil : Reserpine (C33H,;0N,0,,) [MtH]1*= m,/z 609.2807

( 609.2807-609.2802
KilfE m/2609.2802 EfEEO:RE 0.82 ppm 609

Camsmpnsi
10EEEEBIE O E B m,/ A

609.2710, 609.2707, 609.2708. 609.2712, 609.2713, 609.2708. 609.2710, 609.2712, 609.2707. 609.2711
F4 6092711 BfEEonZ 157 prm a BEIEEIFE()

10EEEOEE 095 ppm @ BERBEIFS)
(CV=0.000034 %) T

X I.OOQOOO)



&8

BENHA

ENMRE

EEZRANTNIL
& ([EHEMS)

\Y
[M-+H]+ OH
147.0
NH
Lys 130.0 | . ’
|
84.0 ‘ ; HO
% “" 5 lé‘g ‘ ‘“L‘ P 0O
m/z H,N
H
1{!57.0
\\ H,N A
n ’
\
|
|
| ‘1480

T T T T T
155 156/157 158 159

SRR RA

E(Orbitrap MS)

[M+H]+
147.1126 ¢ H,.N,0,

100
0 Lys (Theo.) m/z 147.11280
o 130.0860 % 1.36 ppm
40~
20 84.0812

. i il | ‘ |

° | 8‘0 | | 160 | | 1£O - 14‘10 - léO ‘m/‘z‘ 1é0 | | 260
oo 147.0762 [M+H]+
i 130.0497 CsH;,N,0,

-GIn (Theo.) m/z 147.07642
%03 % 1.50 ppm
40
20 84.0448 111.117322-0271 188.0705 ‘

N | | | I l ‘ |

° | 8‘0 | | 1(‘)0 S 1%0 | | 1)10 - 1é0 ‘m‘/z‘ 1é0 - 260

147.1126

100

80:

60E

40-

20~ 148.1162

. 1
° ‘14‘7.0‘ ‘14‘7.5‘ ‘14‘8.0‘ | ‘14‘8.5‘ ”‘7/2‘ ‘145.0‘



BRMBRBTFAIAL 797X T—7a D278l

H. Nakata, J. Mass Spectrom. Soc. Jpn., 50(4), 173-188 (2002).

RitERIG: 797X
P33T KA OTOBED | 1AL OEIF
SonkRETID, Kk > E58 | FEMEFNICRE

O O
oo
1
o+ 0 H*
3

2
miz [A] méz [B + 2H]




REGREA AL OGS

Neutral (uncharged) atoms
|
—rT:— =rI:— =Cc— —=C= —N— =r}| = —o— =0 —x* —H

Positively charged atoms

I+ |-|- = + &= +
—C— ] — — — —N— =N— = —0— =0 —X —
(f rH ) | | | | | |
___.|:+ :?-r =c* o . . L L . L [H"‘J
MNegatively charged atoms
—C— =C~ =C~ — —N =N« — —0 — =X (H)

2 X stands for halogen atoms

H. Nakata, J. Mass Spectrom. Soc. Jpn., 50(4), 173-188 (2002).



RJ|DVG 797 XA A

1A, BREES D757 %+ feamorasn
M- 1 H- TILTERE
M-2 Hz M IA—ILER
M- 15 CH;
M-16 0-, NHz- N-AX> R PR
M-117 OH-
M- 18 Hz0 7ILI—IL, KIA—IL
M- 26 CzH;
M-217 HCN
M- 28 €0, CzH, */0. IFILIRTIL
M- 29 CHO, CzH5-
M - 30 CH;0, NO-
M- 31 CH;0- SRrESE
M - 32 CH30H SRrESE
M- 42 CH2C0, C;3Hs
M- 43 CH;CO- T+
M- 44 €0z hilK i
M- 45 COOH- NIl

M- 46 CzHs0H, NO3-



BERBFAALO77 K T—asICHITD 2R 7

Mass shift®

Positive  Negative

1ONS 100S
One-bond cleavage
C—C cleavage il 0 1
C-Z cleavage®
Z not included in fragment ions (2 0 (2 2
Z included in fragment ions 3 +2 & 0
Two-bond cleavage @ 417 @ 14!

il For instance, +2 means that the corresponding 1on will

appear 2 mass units higher than expected from the
structural formula.
B 7 stands for any heteroatom such as nitrogen, oxvgen,
etc,
+3 if the two bonds are both C-Z and if the resulting
fragment ion contains both Zs
+1 if the two bonds are both C-Z and if the resulting
fragment ion contains both Zs,

H. Nakata, J. Mass Spectrom. Soc. Jpn., 50(4), 173-188 (2002).



fl) IMtH]* (m/z 648)OY 7737 X T—a>

Ta

ble 10.

Bond Cleavages in a Compound™’

Cleavage Calculated Mass shift® ﬂhﬁﬂ_w?c_lfﬂﬂk
Mass (/2™
1Ua 367 2 0 67
10b 260 2 U 260
1Ue 130 2 0 130
10d 383 3 T2 8D
10e 276 3 +2 278
101 146 3 T2 148

2 The number in a circle, such as (2} and (3), indicates the

corresponding item in Table 2.

® Other peaks were also observed and are assigned as
follows msz 644 (MH™), msz 349 (367

(349

H,0), m/z 242 (260

H.O), msz 113 (130

H:0), msz 331

NH.,).

Fig 10. Bond cleavages in a compound.

H. Nakata, J. Mass Spectrom. Soc. Jpn., 50(4), 173-188 (2002).



(BRBFAALOO7T K T—2a7lC
BI1D2R7REZH

1AL OREN &= KROFN or Hikk
KRFRIGESHHDO0M ?

H* ]
T+ |~y \\ |
EH;]EH:_:I—I;-I:' EH&C‘H_‘ e ':H;-_'I:H_d '::I' EHEE Hu__
H .
. P INC
/ ' lon Neutral Complex
H'-. + '::H..! '|"
GHP=EH? ?_EHpEH__q - Il iii ?_EHEE‘HE
H EHE H
47
ma Pt!:tl)ﬁoﬁ Bonded Complex
Fig. 15. A fragmentation of protonated diethyl ether.

H. Nakata, J. Mass Spectrom. Soc. Jpn., 50(4), 173-188 (2002).



BEIE, BEHBE). BFORNE, BURIG, 7R 7HIEZSREUCHT

IE1AS  IEBEICRAN->CERFHEN<BICSF > CHEESNRBIT S

CsH0,S

N~
IEAAS 133.0313
100
80—
60—
‘0 [M+H]*
- C4H1oNS 150.0577
207 104.0524 {
0— i I — | \ I E— I B B .
60 80 100 120 140/M/Z 160
m/z
+
XFA=> H3CHSWDH
m O NH,
NH- _ m/z133.0313
2 e <N”; / HiCq . _OH
HC. -~ A _OH —  He  ~ L _oH &

st

o —
'\1_!—':

H . / \ OH
~ H.C._ _~_ _A_ _OH
m/z150.0577 ST Hz.CHS/Q+

.
OH m/z104.0524



1AL ABRFERORTNEIKEICF - THEENRARI S

[M-H]-

100 ﬁ'f*} 148.0420
80—
60—
40— C,HgNO,
20- 100.0392

i 66.1011

0 \ E— \ \ \ \ \ \ \ \ \ \ \ \ \ \
60 80 100 120 140 160
m/z
KRB % ESRE
NH-, H,C H NH
N\
H4C OH — 5 i/K NH

) H3C\
HyC 0 + SH

9]
m/z100.0392



Zx=ILT=0(M+tH]* (m/z 166)DHZ2DR7NMA L ZRNTINL

100 120.0811
80—
) CgHy
. 103.0547
1 95.0497
1 C,H L 118.0651
20— -~ C.H CeH7z  o1.0540 '
53.0395 5H5 20,0550 105.0452
0:\ ‘ 050393 | 1810343 | |}1‘°7-°495 || 1232077 137.0300
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
50 60 70 80 90 100 110 120 130 140 150 160 170
m/ z
— e, & — — . &  — ~ ~
2L TEH = OMETFT KA T—a>
H+
7\ ax 7N b
— OH —’ OH —> or
H+
NH- NH NA;
166.0864 u
aw N kmmed
T T oH ong. “NH;
KB BRAT )~ - CH,0, . 3 \=cH,

N \

Q-

CH»
91.0549




LC/MS(/MS)IC&DARIESOEEIEE

= 73 ##ReLC/MS/MS
2R REE 202 TN AL ZARTINLOWR S & Btf



=P ERRE 2D 7N A P RNRINILEBR RO ERT

REESMOBEHTE
SERREZDZTINMALZRINLDS, (FEIC) FEMESMOEELHILTHOIFHEH
— (IFFFDJEE)

In silico 757 X T—aBiTRE/—ILOFIA
MS-FINDER  http://prime.pscriken.jp/Metabolomics Software/MS-FINDER/index.himi
207506% % - D—UTER. 711—7—IL
MetFrag  htps://msbiipb-hallede/MetFragBeta/
Web ETAL 1 (&R, 711—7—IL

B AMT—RR—RICERINTL\SLAMOBENS, ERELRL 757
KA B TR TEEOZ2DZ TN AL R RN LEE RS S,

-KHOZ2DE N AL ZANRTNLERENZ2DF I A L RN FNILEELERL,
—HEOBIEEMERATIND.

‘B RREEMS /MSICEFLHGSNIE 2027 A L RN TN ILHET,



IBEIHE FiXR: '/ ILZ(E-TRITLTHEFS !

IET7A [M+H]+
100 175.1185 .
: @ m/z 175.1 18508k IEE
80 (2 MetFragX"MS-FINDER?% | \CTAzth
60
40—
20—
0- \ I B \i I I B
160 170 180 190
m/z
1ooi 158.0916
80{ 116.0699
i ' 157.1076
60i
7 130.0968
40i
] 60.0551
20—
| 70.0645 112.0862 132.9575 76,0613
07 i ‘ | . | }\H ‘1 \ ‘L‘ | I \.I
T 1 \ I S R B B \ T I I I R B
60 140 160 180

100 120
mz



=P ERRE 2D 7N 7 P R RIS ILER RO BETE

BEALE, BEHEH. BFOBME, BAURKG, 7> 7HIGEEERL.
2027 AL ZNRINUHEEBEICF BUG '/WREES S

NH NH
o oH NH-{ 0 OH ”H{ m/z158.0922
F NH2 Or Hﬁwv C6H12N3OZ (iO)
H 6 H
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