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[%] ]
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80 -
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20 -
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—
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—
200

—
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—
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—
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—
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Intens. |

Y IMZ MS2 o ¢ +MS2(298.00), 17.9min
(%] 254.89
100 —
N Cl
| o o° gj
80 o/\CH"\@\ or |
H,C H,C
’ : c -42j3H i
- ’ (@] Cl
60 . 200.81 H H\Ei
N
| “ T O
40 - cl - -68 -28 N /
ol 172.80 ’ [M+H]* 297.05 Da
H,C 158 81 175.86 (J 296.96
20 4 68 -28 CO
c 28 CO
0 : c ‘ ‘ | : |] : Hl [, I ‘ : : I : I : :
100 150 200 250 300 350 m'z
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[%]
100

80

60

40 -

20

IMZ MS3 a

-28 CO

+MS3(298.00->256.00), 17.9min

250

300

350




Intens. )
[%] 1 IMZ MS3 b +MS3(298.00->202.00), 17.9min
1 0(0) 172.82
Cl
. _CH’
H,C t j
80 - -
60 - ¢ o' ¢
o/\CH+\©\ or |
| Cl
40 - ?
i 200.80
20 - -28 CO ‘
0 H L1
T 1 T T I T T T T T T T T T T T
100 150 200 250 300 350 m/'z
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40 -
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N T |

378.16
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100

r—
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e
200
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1

e
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e
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Intens.

o1 M1 MS2 +MS2(258.00), 15.9min
[%] oH" i 260.85
100 - OH Cl
H,C
1 188.78 “ NKK@
80 - | . ) .
N
i o| EJ [M+H]" 257.02 Da
60 HZCJ\O\ -68
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20 - .28 CO
O . 1 l . ' . l b, . lI IIJ !‘. . . . l . . l . .
100 150 200 250 300 350 m/z




Intens.
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100 -

80 -

60 -

40 -

20 -
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N | 1 II L1 1.
T T T T
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! |
200

|
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Intens.
%]1 M2 MS2 +MS2(256.00), 16.2min
254.86
100 - f cl
| Cl (|)| Cl (l\@
+ Cl
d S o Te o o
7 cl cl [M+H]" 255.00 Da
H
60
158.77 (NJ
. 186.77 N
40 - B -68
- -28 CO
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0 T T 1 T J" 1 T = Il' T T 1 T T 1 T T
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Intens.
[%]
100

1 M3 +MS, 16.3min
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80 -
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40

20 449.24

1 228.96 260.97 359.11
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Intens. | M3 MS2 + +MS2(316.00), 16.3min
L7%] 188.79 [ | g
100 - ' G Hi . _OH N
i )\©\CI CH, gj H3C OH
-58 -68 \[
80 - 202.86 [ N o ¢
- | N <N = Cl
60 N e | 4 °
— . \
Ji@ o ¢ 314.95 NJ
- H2C+ CH [M+H]" 315.06 Da
40 H H.Cl cl l\’l/
] Q (J ; H3CTOH
Cl
20 - 152.83 17283 o 238.83 76 oM
124.93 3eHC | || o el
7 -28 CO <
. e T, S ,
100 150 200 250 300 350 m/z
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[%]
100 —
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80 -
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245.87

40 -

20 - 312.96

395.15 428.12 465.12

i 117.01 151.81 352.12
0 ' | ' 3 | X l ' ' N N 1 ' ' v N ' II N v |.;. ' .: I| .l . .|l1.|.! I|| If .:. N I|| Fll *h |1I|d| ith ||H|JI 1 h||i L I||" 'I..

T 1 T 1 |
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Intens.

[%] M4 MS2 +MS2(314.00), 17.4min
° A
|
100 202.85<N+ P ]
J ﬁ HyCo O
80 7 o Io cl
7 Cl CH"
60 H C/CH+ l\’l/ (EK@\C
i C e o) N \ /)
- Cl gj \E (J N
40 172.77 -72 \O N68 [M+H]" 313.05 Da
] ) HyC O
20 _ 238.91 -74 IOH
| 12492 15279 =
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O - - |l |' 1 |..' :I L “]__!_ Ll 'l .I. - JI'I. |I.I|. 1 " —— - .I . |'I |! 1 -
100 150 200 250 300 350 m/z




Intens.
[%]1 M5
100 -

80

60 -

40

20

118.00

100

150

215.87

189.82
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265.96
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313.93

291.81

300
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400

+MS, 18.3min

443.17 476.98

450 m/z




Intens.

%] M5 MS2 +MS2(293.00), 18.3min
215.80 ¢l
100 - WCM
| (NH cl H,C. _OH
80 HyC T
(0] Cl
60 ] l\ﬁ\©\
H,C._ _OH ( “
. \[ CH,
40 - -76 OH [M+H]" 292.08 Da
20
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0 . e ”' ' | " l' . . .|..I| Ly |, 'L. .’u. Il N - T I| PR TP .n'llllI
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'”te[r(‘)Zj 1 M5 MS3 +MS3(293 >217.00), 18.3min
187.79 ¢

100 = ’/CH+

- NH,

Cl

80 -

- Cl

Cl oH'
60 - H30/0H©\ ( @\
NH ol
- Cl _ ’/
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40 - :
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X

—_ HN
D1 [t 172.80 1 7N 215.87

- cl’ HC |« 43 CHy |
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0 = e T — '
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Intens.
[%]
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80 -

60 -

40 -
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170.77 202.83 233.71

mﬂ, i

‘l'hly
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4 ,.J;._LL',
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—

—
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(%] M6 MS?2 3 +MS2(265.00), 16.0min
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100 rc;H+
- NH, [ j\
Cl H,C OH
80 - \[
60 - . -76 OH NH, -
i o [M+H]"* 264.05 Da
401 + 1o
’/CH (0] Cl
| N|H \©\CI H\©\
20 - 2
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Intens. .
[%ﬂ_ M7 +MS, 21.1min
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80 -

60 -

i 273.89
40 - 215.82
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20 + N 544.93 394.14 437.21
O - g || | II |I| |‘.I Rl ||. ||| |J|I ||Mi| ”l‘ |i |I. " |II| |I| H.Jlﬂhh |,

'L"‘_'_'_""L'TJ_'H'LJI""I"" LA L L A L
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o 11 M7 MS2 +MS2(275.00), 21.1min
[%]
215.81 ¢l G
100 cH' 2 \\L
i ,\E [ :1 o
( cl
NH
i ( cl
CH,
60 H,C
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| ol 58 oy
40 CH'
- [ T
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O 1 |TI7IH [ | ] 0 1 3 1

I LI B e e e i e e e B e e L
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- Cl

_CH’ cl

60 HyC ] :] o

l ° H,C=CH “E @\

CH' 20— Cl
40 - i Q 28 He,cr
NH
Cl
— CH+
| | N HN
20 - NH _C \ﬁ
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60 -
40 -
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214.83 ¢l
100 - CH+
_ N i
( cl
80 _ NH O Cl
60 - s
Cl
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Cl
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20 - - 2T
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0 I 1 N N L P ’ L N
T — U T 1 T T T T U T U U T L U
100 150 200 250 300 350 m/'z




'”te[r(‘ysoj 1 M8 MS3 +M53(274.00->216.00), 17.6min
187.77  «©
100 = CH+
| '\EZ cl
80 +
- Cl
CH"
ne
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. ’/CH N|H
. L
40 - NH 5 o
T HCI
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] " N | .
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peme e —
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. —
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ntens. 1\ 19 MS?2 +MS2(247.00), 17.4min
[%]
187.80 Cl
100 - rCH+ HiGe
. NH, [ :L o 10 o
NH,

T cl
60 — [M+H]* 246.04 Da

| H,C

X
40 - I
-58 OH
20 -
0 ' e . | — ' 2 | — B B B B '
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80 -

60 -
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NH,
cl
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1. 5T 1 | —
200 250

e
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e
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Intens. 4 ,
%] 1 M10 +MS, 17.0min
B 463.26
25 -
i 366.06
20 312.99 448.68
15
] 397.18
10
] 350.14

100 150 200 250 300 350 400 450



Inte[rcl)/sj 1 M10 MS2 ] +MS2(314.00), 17.0min
0 270.88 ©o ¢
100 |
| N oH
| ¢ e L
80 IBIJ o ¢
- H\@\OH
N =
- cl
60 191.84 EJ
7 [M+H]* 313.05 Da
40
162.82
] HZC\ 313.15
20 - 226.85 42 chy |
| iy L
O . 1 ! . | l . ll.' JJ! ||I| n 1 |l |l . ll 1 ” 1 ‘ . II|l |, I-.I |.l . . ..Il. - *ll -ll " L
100 150 200 250 300 350 m/z




Inte[Tij 1 M10 MS3 +MS3(314.00->272.00), 17.0min
0 174.79 al
100 ~ . ;
2 \ +-
| | —ro 27088 I T
2 H\@\OH
80 ] N =
o) cl cl
“ O N
HyC' | > oH
60 -
202.79 % “c
40 - g
- -68 ﬁj
20 7] -28 CO
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0 : i , . l| L . . el . “. - II . |" Tk , . . , . .
100 150 200 250 300 350 m/z




Intens.
[%] ]
100

80 -

60 -

40

M11
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225.52
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268.93
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400

426.19

+MS, 17.1min
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Inter;/s. 1 M11 MS2 +MS2(314.00), 17.1min
[%] 270.86 o ¢
100 - |
| \/OH H,C
l N 2 \\k
80 | gj (@] Cl
] H\@\OH
N =
Cl
0. 0
_ [M+H]" 313.05 Da
%Qﬁ
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0 L ||l |Ill N I . “l . || I . | — . .* . T

it T 1 1 1 71 1
100 150 200 250 300 350 m/z
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174.79 | // |
| c | N oH
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40 7 e
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60 -
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I
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400 450 m/z
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100 -
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60 -

40 -
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M12 MS2
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o

™
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" !.i”.. ', .IJL
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150
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h@m 312 95Ko c
N .
< J Z e
N | \/OH
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@
(|3H3 C|3H3
RN H,C—OH H3C 0
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X
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100

80 -
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o
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T
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e
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|
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o 14 M13 MS2 +MS2(343.00), 22.7min
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158.80 AN NH
100 - cl H3C\6 H,C
H,C. ﬁ\
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i OH, Gl ( N Cl ( Nj cl ( N Cl

60 o \J N ()
e . [M+H]" 342.07 Da
4 Cl OH, Cl
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HCOOH
i -46 «J “ |NH HN\
H N H3cy
20 N I or \H
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.
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gj Cl
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" .
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Intens.
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100 -
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i H,C.. i
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100
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—
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1
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j J B AT h e ®
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