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NMR and mass spectra of non phenolic X-rhodamines and intermediates
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HRMS Spectrum of Imidazole Based X-Rhodamine
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MS Spectrum of Pip-Alkyne
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H NMR spectrum of 4-formylphenyl acetate
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"H NMR (300 MHz, Chloroform-d) § 10.02 (s,
a X M CHO).7.80(dd J.y=7.7 Hz Jii= 18 He,
1H, Hy), 7.60 — 7.51 (m, 1H, Hy), 7.36 — 7.26 (m,
b d 1H, H), 7.10 (dd, /= 8.2, 1.1 Hz, 1H, H,), 2.31 (s,
c 3H, Me).
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"H NMR spectrum of 2-formylphenyl acetate
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o "H NMR (300 MHz, Chloroform-d) 8 10.29 (s, 1H,
& e CHO), 9.25 (ddd, J..;= 8.6 Hz, Jz;,=1.3 Hz, Jz.= 0.7
Hz, 1H, Hy), 7.96-7.93 (m, 2H, Hy, H,), 7.67 (ddd, /. =
b OO d 82Hz J.,=69Hz J..=13Hz IH, H.), 7.57 (ddd,
c J..u=82Hz,J.;= 69 Hz, Jor=1.3 Hz, 1H, Hy), 7.39
= (d, Jab = 7.8 Hz, 1H, H,), 2.44 (s, 3H, Me).

i

1.00—=
1.10L
1.10L

T T
105 10.0 9.5 9.0 8.5 8

7.5 7.0 6.5 6.0 5.0 4.5 4.0 35 3.0 2

o 1215

5.5
f1 (ppm)

'H NMR spectrum of 4-formylnaphthalen-1-yl acetate
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)J\O 3C NMR (75 MHz, CDCl3) § 192.62 (CHO), 168.74
f (COMe), 151.62 (CqAr), 137.04 (CqAr), 132.03 (CqAr),
a e 129.69 (CqAr), 129.41 (CqAr), 127.52 (CqAr), 127.00
(CqAr), 125.22 (CqAr), 121.67 (CqAr), 117.40 (CqAr),
b d 21.20 (CH3).
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C NMR spectrum of 4-formylnaphthalen-1-yl acetate



MS Spectrum of 4-formylnaphthalen-1-yl acetate
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'H NMR spectrum of 1-formylnaphthalen-2-yl acetate
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'H NMR (300 MHz, Chloroform-) / / f
57.80—7.69 (m, 2H, H,, H,), 7.27
(s, 4H, Hpyprsa), 7.01 — 6.92 (m,
2H, Hy, H), 6.73 (s, 2H, Hy), 3.47
(m, 8H, H;, H)), 2.95 (t,J = 6.4 Hz,
4H, H)), 2.63 (t, /= 6.2 Hz, 4H, Hy),
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"HNMR spectrum of Acetylated HR-pOH
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13C NMR (75 MHz, CDCl3) §
169.31 (COMe), 153.23 (C Ar),
152.11 (C Ar), 151.66 (C Ar),
151.17 (C Ar), 144.53 (C Ar),
138.20 (C Ar), 130.66 (Cy or Cy),
130.13 (C Ar), 128.16 (Cy or Cy),
126.42 (C Ar), 126.27 (C Ar), 123.81
(Cyor Co), 12215 (C, or Co), 112.76
(C Ar), 105.50 (C Ar), 50.97 (C;or
Cj), 50.51 (Cior Cy), 27.68 (Cy) ,
21.30 (CHs), 20.65 (Cy), 19.92 (Cy),
19.70 (Cy).
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BC NMR spectrum of Acetylated HR-pOH



MS spectrum of Acetylated HR-pOH
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H NMR (300 MHz,
Chloroform-d) 8 7.73 (d, J=7.8
Hz, 2H, ArH prsp), 7.63 - 7.34
(m, 2H, Hyand Hy ), 7.32 - 7.15
(m, 2H, Hc and H,), 6.97 (d, J =
7.8 Hz, 2H, ArH prsa), 6.64 (s,
2H, Hy), 3.47 (m, 8H, H; and Hj),
2.95 (t,J = 6.5 Hz, 4H, H)), 2.61
(t,J=6.3 Hz, 4H, Hy), 2.19 (s,
3H, Me), 2.08 — 1.83 (m, 8H, Hy
and Hy), 1.84 (s, 3H, Me prsa).
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'"H NMR spectrum of Acetylated HR-0OH
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15C NMR (75 MHz, CDCl3) 8
168.94 (COMe), 151.96 (C Ar),
151.28 (C Ar), 149.74 (C Ar),
148.13 (C Ar), 144.29 (C Ar),
13837, 131.15, 130.98, 128.20,
12632 (C Ar), 126.27 (C Ar),
125.88 (CAr), 123.84 (C Ar),
123.63 (CAr), 112.65 (C Ar), ‘
105.38 (C Ar), 51.00 (Ci or Gy,

50.55 (C; or C)), 27.54 (Cy), 21.29
(CHs), 20.84 (CHs), 20.64 (Cy),
19.90 (Cy), 19.66 (Cy).
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C NMR spectrum of Acetylated HR-0OH

MS spectrum of Acetylated HR-oOH



3 DCM

'H NMR (300 MHz,
Chloroform-d) § 7.99 (d, J =
8.5Hz, IH,H,),7.71(d,J= /) / |

7.7 Hz, 2H, PTSA), 7.59 —

7.21 (m, 5H, ArH), 6.97 (d, J Lol
=7.7Hz, 2H, PTSA), 6.47 (s,

2H, Hy), 3.47 (m, 8H, H; and ‘

Hj), 3.00 (t, J = 6.4 Hz, 4H, |

H)), 2.49 (s, 7H, COCH3, H,),

2.19 (s, 3H, Me prsa), 2.06 (p,

J=6.2Hz, 4H, Hy), 1.85 (q, J

= 6.4, 5.9 Hz, 4H, Hy). J
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“ o dic o
by b =] 33 PERRS R
g FE 7% Ramsas
\ ¥ |~

13C NMR (75 MHz, CDCL;)  169.35 (COMe), 152.53 (C Ar),
152.07 (C Ar), 151.36 (C Ar), 147.81 (C Ar), 138.55 (C Ar), 132.85
(C Ar), 12832 (C Ar), 128.28 (C Ar), 128.00 (C Ar), 127.40 (C Ar),
127.18 (C Ar), 126.86 (C Ar), 12637 (C Ar), 126.19 (C Ar), 125.73
(C Ar), 123.97 (C Ar), 121.90 (C Ar), 117.63 (C Ar), 113.79 (C Ar),
105.49 (C Ar), 51.01 (C; or Cj), 50.61 (C; or Cy), 27.52 (Cy), 21.31
(CH3), 21.22 (CH3), 20.57 (Cy), 19.95 (Cy), 19.72 (Cy).
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C NMR spectrum of Acetylated p-Nph



MS spectrum of Acetylated p-Nph
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'H NMR (300 MHz, Chloroform- / / / / / / /
4)88.09 (dd, J = 343, 8.6 Hz,
2H),7.85 (d, /= 7.9 Hz, 2H,
PTSA), 7.64 — 7.37 (m, 2H, ArH),
7.37-7.18 (m, 1H), 7.09 (d, J =
7.8 Hz, 1H), 6.54 (s, 2H, Hy), 3.58 y
(m, $H, H; and Hj), 3.12(t, J= 6.5 ‘
Hz, 2H, Hy), 2.59 (m, 4H, H,), 2.31 .
(s, 3H, COCHy), 2.15 (m, 4H, Hy), ‘
2.02 (s, 3H, Me prs), 1.92 (m, 4H, ‘
Hy). i |
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'H NMR spectrum of Acetylated o-Nph
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15C NMR (75 MHz, CDCl3) 8 169.19 (COMe), 151.93 (C Ar),
151.48 (C Ar), 146.28 (C Ar), 143.54 (C Ar), 138.47 (C Ar),
13231 (C Ar), 131.30 (C Ar), 128.49 (C Ar), 128.22 (C Ar),
127.98 (C Ar), 126.57 (C Ar), 126.25 (C Ar), 126.06 (C Ar),
12521 (C Ar), 123.98 (C Ar), 121.89 (C Ar), 119.35 (C Ar),
113.37 (C Ar), 105.57 (C A), 51.01 (C; or C;), 50.66 (C; or C;),
27.42 (Cy), 21.29 (CHs), 20.90 (CHs), 20.56 (Cy), 19.94 (C)),
19.69 (Cy).
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HRMS of the first set of H-Rubies
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HRMS spectrum of HR-mOH



C:\Xcalibun\data\Analyses\H-00387

12/02/14 18:05:20 DESPRAS Guillaume MC505

MeOH
463.23784 NL:
1005 7.55E7
90 H-00387#10-17
E RT:0.24-0.44 AV:
80 8 T: FTMS + p ESI
3 Fullms
703 [110.00-1200.00]
603
507
404 464.24086
303
207
103 465.24413
E |
0 46323800 NL:
1005 7.05E5
904 C31H31N202:
3 C31H31N202
805 pa Chrg 1
707
603
507
40§ 464.24136
303
207
10 465.24471
E 466.24807
[0 o o e e e L o s s s e L e e s e e e e e |
458 459 460 461 462 463 464 465 466 467 468
m/z
HRMS spectrum of HR-oOH
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NMR spectra of functionalisable H-Rubies and their intermediates

<
< | § 88 23 3
i TT :V: I
°
8-
g
| [ [j [
34
-
o |
]
I
I
A A
ol WE 4
Sl< = = < i
R T — T ] T
pem 1 10 9 8 7 6 5 4 3 1
1
H NMR spectrum of 1 (CDCl3, 300 MHz)
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C NMR spectrum of 1 (CDCls, 75 MHz)
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'"H NMR spectrum of 1-tert-butyl 4-prop-2-yn-1-yl piperazine-1,4-dicarboxylate
(CDCl3, 300 MHz)
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3C NMR spectrum of 1-tert-butyl 4-prop-2-yn-1-yl piperazine-1,4-dicarboxylate
(CDCl3, 75 MHz)



— o8 0 I52 On3NINI

8] ¢ g8 00 38% SEL3ISRE
18 88 383 5855%5%
a ¥ 0 900 caNNGNN

\ |

8-

&

2

8

)

2

i
(L

CHE N

i < IS R

g_

R L L LA AL LN L S R NN S S S (N S S N B EL R B B S I B B B S B R S L e L By B S B B B B
PPm 12 1 10 9 8 7 6 5 4 3 2 1 0

"HNMR spectrum of 4-((prop-2-yn-1-yloxy)carbonyl)piperazin-1-ium 2,2,2-
trifluoroacetate (CDCIl;, 300 MHz)
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o LA A A A B A LA A A AR RS A A MM AR AR LM LA AR AR LA A Ay s L LA A AN B R LA A MRS ALY AaAN LAR RS LA AL LAY
200 201 202 203 204 205 206 207 208 209
miz
C:Xcaliburidata\Analyses\H-00386 12/212014 6:00:00 PM DESPRAS Guillaume CG065
MeOH
260.14970 NL:
100 7.60E5
H-00386#7-29 RT:
o0 0.16-0.76 AV: 23 T:
FTMS +p ESIFul
80 ms ° !
[110.00-1200.00]
70
60
50
40
- 271.08033
20 27091039
10 267.86858 270.15320 272.90730 274.09854
: 274.90607
| 267.00776 ) 268.08244 | h 272.08415 273.04866 y Ly 2rsamast
0 27708016 NL:
100 8.68E5
920 C11H12N4 O3 Na:
C11H12 N4 OgNay
80 pa Chrg 1
70
60
50
40
30
20
27208352
10
273.08687
L A a2y s A A e T e e e e I A
267 268 269 270 271 272 273 274 275 276
miz

HRMS spectrum of 2b



C:\Xcaliburdata\Analyses\H-00323 11/25/2014 1:17:15 PM DESPRAS Guillaume GD1-88

MeOH
33909501 NL:
10 3.98E7
H-00323#7-29 RT:
9 0.16-0.77 AV: 23 T:
FTMS + p ESIFull
8 ms
. [110.00-1200.00]
6!
5
4
3
2 340.09823
4
o 336.08737 34110095
33309514 NL:
0 8.24E5
o] C16H16 N2 O Na:
C1gH16 N2Os5Nay
paChrg 1
34009850
k| 34110185
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
335 336 337 338 339 340 341 342 343 344
miz
CiXcaliburidata\Analyses\H-00324 11/25/2014 1:25:16 PM DESPRAS Guillaume GD1-96
MeOH
345.11684 NL:
100 6.22E7
H-00324#7-29 RT:
90 0.16-0.77 AV:23 T
FTMS +p ESIFull
80 ms
[110.00-1200.00]
70
60
50
40
30
20 346.11981
10
. 342.10035 348.10497 349.10013
34511604 NL:
100 8.36E5
90 CiaHigNag Os Na:
Ci4H1aNa O Nas
a0 pa Chrg 1
70
60
50
40
30
20 346.12030
10
34712365
L A A ARAS Ao Ao had S e s A A MRS Ry B Rass et MRS AR aans Aand sd RS ASOS Aad A Mo RS ASSS RARS RS Aol ANt Rane Rans Ans Aand M Aant A At At Mend Anas nins nonsAnst
341 342 343 344 345 346 347 348 349 350
miz

HRMS spectrum of 2e



C:\Xcalibur\data\Analyses\H-00322 11/25/12014 1:07:40 PM
MeOH

DESPRAS Guillaume GD1-124

=)

©

©

~

@

o

IS

)

N

356.12537

359.13272

360.13551

361.13812

NL:

9.83E7
H-00322#7-29 RT:
0.16-0.77 AV: 23 T:
FTMS +p ESIFull

ms
[110.00-1200.00]

0 5,.8,.8,.5,.8,.8.3,8.8.89.5.8.8.5.8.8.3.8.8.8

359.13259

360.13595

361.13930

NL:

8.26E5

C15H20 N4 Os Na:
C15H20N4 OsNay
pa Chrg 1

T T T T T
355 356 357 358

T
359 360 361

HRMS spectrum of 2f

C:Xcalibur\data\Analyses\H-00319
MeOH

11/25/2014 12:36:40 PM

DESPRAS Guillaume GD1-180

T T
362 363 364

100

9

355. 1]1 873

358.12606

359.12916

360.13141

NL:

1.58E8
H-00319#7-29 RT:
0.16-0.77 AV: 23 T:
FTMS +p ESIFull

ms
[110.00-1200.00]

358.12611

359.12946

360.1‘3282

NL:

8.16E5

C17 H21 NOg Na:
C17H21 N1 Og Nay
pa Chrg 1

.3
o

T T T T
354 355 356 357

T
358

T LA A A A AR Ay A AR Raat A RSl
359 360 361

miz

HRMS spectrum of 2g

T T
362 363



C:\Xcalibur\data\Analyses\H-00313

11/25/2014 12:02:21 PM

DESPRAS Guillaume GD1-43

MeCN
257.04443 NL:
10! 1.27E5
H-00313#7-29 RT:
o 0.16-0.77 AV:23T:
FTMS +p ESIFul
8 ms
., [110.00-1200.00]
6!
5
4 26113086
3
25013037
2
] 256.14578 25784607 259.46370 260.90184 264.13825
- 263.10437
o 1 o 25804272 258.96656 26006316 ] 26210353 264.80765
26005294 NL:
1009 8.73E5
& C11H11NOs Na:
o0 C11H11N10sNay
807 pa Chrg 1
70
605
503
403
303
209
E 26105630
103
E| 262.05719
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
256 257 258 259 260 261 262 263 264 265
miz
HRMS spectrum of 2h
C:Xcaliburdata\Analyses\H-00315 11/25/2014 3:43:17 PM DESPRAS Guillaume GD1-197
MeCN
242.28433 NL:
1005 239.13664 2.21E5
& H-00315#7-29 RT:
904 0.16-0.77 AV: 23
3 T:FTMS +pESI
80; Fullms
0] [110.00-1200.00]
607
50
407 23601850 238.07102
E 234.81939 i
309 236.33469 237.07485 242.50786
E 235.80870
207 23500017 238.88390
103 7 236.91606 240.13992 24102913 24287976
E 23450137 | | 23836157 | )] || 23765758 | 238.30408 | | 239.62041 ° | | 242.04882 g
23807100 NL:
1005 8.73E5
907 C11H11 NOs H:
B C11H12N1 05
80 pa Chrg 1
70
607
50
40
307
20
3 239.07435
104
3 240.07524
0 T T T T T L ARSE AR ARAE Rant nans Rand MRS T T
234 235 236 237 238 239 240 241 242 243
miz

HRMS spectrum of 2i



C:\Xcalibur\data\Analyses\H-00314b 11/25/14 16:45:57 DESPRAS Guillaume GD1-119

MeCN
346.03563 NL:
100 1.85E6
90 H-00314b#14-21 RT:
0.35-0.55 AV:8T:
80 FTMS + p ESIFullms
[110.00-1200.00]
70
60
50
40
30
20
347.03891
10
343.02712 348.03137 349.18334
1 L 1 L
0 346.03558 NL:
100 8.01E5
90 C 14 H13 NOg SNa:
C14H13N106S1Nat
80 pa Chrg 1
70
60
50
40
30
20 347.03893
10 348.03138
349.03473
[0 o e e LA o s e e L o e e s e B e
341 342 343 344 345 346 347 348 349 350 351
m/z
HRMS spectrum of 2j (sulfoxyde)
C:\Xcalibur\data\Analyses\H-00384 12/2/2014 5:38:36 PM DESPRAS Guillaume GD1-236
MeCN
100 539.17861 g“azsge
H-00384#7-29 RT:
o0 0.16-0.77 AV: 23 T:
FTMS + p ESIFull
80 ms
[110.00-1500.00]
70
60
50
40
30 540.18200
20
10
536.17062 536.67240 541‘1“”495 542.15837
539.17887 NL:
100 7.12E5
90 G2 N O Ny
80 pa Chrg 1
70
60-
50-
40
540.18223
30
20
10 541.118558
0 T T T T T T T T T T T T T T T T T T T
5‘1!5 5:‘!6 5:‘!7 5‘38 5‘39 51“0 51“1 51“2 51“3 544

miz

HRMS spectrum of 2k



C:\Xcaliburdata\Analyses\H-00316

11/25/2014 4:08:57 PM DESPRAS Guillaume GD1-167

MeCN
100 399.11642 N
o0d H-00316#7-29 RT:
E| 0.16-0.77 AV:23T:
E| FTMS +p ESI Ful
807 ms
E [110.00-1200.00]
707
60
505
40?
304
207 400.11965
103
E 39610808 396 60982 397.18078 399.30800
0 399.17627 NL:
100 8.02E5
90 C18Ha0 N2 O7 Na:
E| C1H20N207Nay
807 paChrg 1
707
607
503
407
307
207 400.11963
103
El 401.12298
oy . . . . . . . . . . . . . : . . . . .
a%s 3% 397 a%8 3% 400 401 402 403 404
miz
HRMS spectrum of 21
C:\Xcalibun\data\Analyses\H-00393 12/02/14 18:46:36 DESPRAS Guillaume CG068
MeOH
544.25898 NL:
100 4.01E7
90 H-00393#10-17
RT:0.24-0.44 AV:
80 8 T: FTMS +p ESI
Fullms
70 [110.00-1500.00]
60
50
40 545.26196
30
20
10 546.26541
(0] .
544.25947 NL:
100 6.71E5
90 C35H34 N3 O3:
C35H34 N3 O3
80 pa Chrg 1
70
60
50
40 545.26282
30
20
10 546.26618
| 547.26953
L0 e e o N o o o e o o o e B B e B . e e e e e e e s e e
539 540 541 542 543 544 545 546 547 548 549
m/z

HRMS spectrum of HR-A



C:\Xcalibur\data\Analyses\H-00397 12/02/14 19:08:00 DESPRAS Guillaume MC516
MeOH

589.29177 NL:
100 1.96E7
90 H-00397#12-19
RT:0.29-0.49 AV:
80 8 T: FTMS +p ESI
Fullms
70 [110.00-1500.00]
60
50
40 590.29480
30
20
10 591.29825
0
589.29217 NL:
100 6.64E5
90 Cas5H37 Ng O3t
C35H37 Ng O3
80 pa Chrg 1
70
60
50
40 590.29552
30
20
10 591.29888
| 59230223
L0 e o N o e e o o o B e B . e e s e e B e e e
584 585 586 587 588 589 590 591 592 593 594
m/z
HRMS spectrum of HR-N3
C:\Xcalibur\data\Analyses\H-00401 12/02/14 19:44:21 DESPRAS Guillaume CG048
MeOH
613.31706 NL:
100 3.13E7
90 H-00401#12-19
RT:0.29-049 AV:
80 8 T: FTMS +p ESI
Full ms
70 [110.00-1500.00]
60
50
614.32015
40
30
20
10 615.32373
611.30229 512 30604
o f
613.31732 NL:
100 6.40E5
90 C39Ha1 N4 O3z:
C39H41 N4 O3
80 pa Chrg 1
70
60
50
614.32067
40
30
20
10 615.32403
616.32738
L0 e e e IS s o s s s s e DL e e e e e e |
608 609 610 611 612 613 614 615 616 617 618
m/z

HRMS spectrum of HR-PiA



C:\Xcalibur\data\Analyses\H-00334 11/25/14 15:07:50 DESPRAS Guillaume GD1-93
MeOH

657.30709 NL:
100 7.19E7
%0 H-00334#7-29 RT:
0.16-0.77 AV: 23
80 T: FTMS +p ESI
Full ms
70 [110.00-1500.00]
60
50 658.30972
40
30
20
10 659.31262
o 660.31588
657.30715 NL:
100 6.30E5
90 C40Ha1 N4 Os:
C40H41 N4 Os
80 pa Chrg 1
70
60
50
658.31050
40
30
20
10 659.31386
‘ 660.31721
L0 e e e e e A e s e s s B e B L e e e s e s e e
652 653 654 655 656 657 658 659 660 661 662
m/z
HRMS spectrum of HR-PiAC
C:\Xcalibur\data\Analyses\H-00333 11/25/14 14:59:49 DESPRAS Guillaume GD1-116
MeOH
663.32907 NL:
100 1.37E8
90 H-00333#7-29 RT:
0.16-0.77 AV: 23
80 T:FTMS +p ESI
Full ms
70 [110.00-1500.00]
60
50 664.33157
40
30
20
10 665.33431
0 666.33724
663.32894 NL:
100 6.39E5
90 C3gHa3 Ng Os:
C3g H4azNg Os
80 pa Chrg 1
70
60
50
664.33230
40
30
20
10 665.33565
666.33901
L0 e e e e e I 0 AN e e e s s s s L e e o e
658 659 660 661 662 663 664 665 666 667 668
m/z

HRMS spectrum of HR-PNj3



C:\Xcalibur\data\Analyses\H-00331 11/25/14 14:43:46 DESPRAS Guillaume GD1-125
MeOH
677.34486 NL:
100 1.13E8
%0 H-00331#7-29 RT:
0.16-0.77 AV: 23
80 T: FTMS +p ESI
Full ms
70 [110.00-1500.00]
60
50 678.34743
40
30
20
10 679.35029
o 680.35326
677.34459 NL:
100 6.32E5
90 C39Ha5Ng Os:
C39Has N6 Os
80 pa Chrg 1
70
60
50
678.34795
40
30
20
10 679.35130
680.35466
L0 e e e e e s e e s B e e B L e e e s e s s e e e
672 674 675 676 677 678 679 680 681 682
m/z
HRMS spectrum of HR-MPN3;
C:\Xcalibur\data\Analyses\H-00329 11/25/14 14:25:28 DESPRAS Guillaume GD1-182
MeOH
676.33805 NL:
100 1.85E8
90 H-00329#7-29 RT:
0.16-0.77 AV: 23
80 T:FTMS +p ESI
Full ms
70 [110.00-1500.00]
60
50 677.34077
40
30
20
678.34375
10
o 679.34660
676.33811 NL:
100 6.24E5
90 C41Has N3 Op:
C41H46 N3 Os
80 pa Chrg 1
70
60
50 677.34147
40
30
20
10 678.34482
679.34818
L0 e e e e e I 0 AN e e e s s B L e s e
671 672 673 674 675 676 677 678 679 680 681
m/z

HRMS spectrum of HR-PA



C:\Xcalibur\data\Analyses\H-00328 11/25/14 14:18:34 DESPRAS Guillaume GD1-45
MeOH
578.26444 NL:
100 8.54E7
%0 H-00328#7-29 RT:
0.16-0.77 AV: 23
80 T: FTMS +p ESI
Full ms
70 [110.00-1500.00]
60
50
40 579.26718
30
20
10 580.27045
0 578.26495 NL:
100 6.68E5
90 C35H3e N3 Os:
C35H3s N3 Os
80 pa Chrg 1
70
60
50
20 579.26830
30
20
10 580.27166
581.27501
L0 e e e e e A o e s e s B o e B L e e e s e s s e
573 574 575 576 577 578 579 580 581 582 583
m/z
HRMS spectrum of HR-Ala
C:\Xcalibur\data\Analyses\H-00332 11/25/14 14:51:48 DESPRAS Guillaume GD1-113
MeOH
578.26488 NL:
100 5.24E7
90 H-00332#7-29 RT:
0.16-0.77 AV: 23
80 T:FTMS +p ESI
Full ms
70 [110.00-1500.00]
60
50
40 579.26781
30
20
10 580.27120
0 57626495 NL:
100 6.68E5
90 C35H3s N3 Os:
C35H3s N3 Os
80 pa Chrg 1
70
60
50
40 579.26830
30
20
10 580.27166
| 58127501
[0 o e e LI L e e s ) B I e e
573 575 576 577 578 579 580 581 582 583
m/z

HRMS spectrum of HR-f Ala



C:\Xcalibur\data\Analyses\H-00327
MeOH

11/25/14 14:09:52

DESPRAS Guillaume GD1-123

648.25270 NL:
100 5.95E7
90 H-00327#7-29 RT:
0.16-0.77 AV: 23
80 T:FTMS +p ESI
Full ms
70 [110.00-1500.00]
60
50
649.25537
40
30
20
10 650.25599
o 651.25190
648.25267 NL:
100 6.14E5
90 C3gH3g N3 O5S:
C3gH3g N3 O5S
80 pa Chrg 1
70
60
50
649.25602
40
30
20
10 650.25938
651.25182
0\xwxwywxwx{xwxwywxwxywxwxywxwxywxwxywxwxyw“xwyw‘xwx\
643 644 645 646 647 648 649 650 651 652 653
m/z
HRMS spectrum of HR-CysA
C:\Xcalibur\data\Analyses\H-00403 12/02/14 19:58:25 DESPRAS Guillaume GD1-243
MeOH
857.39164 NL:
100 6.05E7
90 H-00403#11-19
RT:0.27-0.49 AV:
80 9T:FTMS +p ESI
Full ms
70 [110.00-1500.00]
60 858.39443
50
40
30
20 859.39745
10
860.40070
G L
857.39088 NL:
100 5.44E5
90 Cs3Hs3 N4 O7:
Cs3Hs3N4 O7
80 pa Chrg 1
70
60 858.39423
50
40
30
20 859.39759
10
860.40094
[0 o e e L o s s s s B B S e e e e e
852 853 854 855 856 857 858 859 860 861 862
m/z

HRMS spectrum of HR-LysF



C:\Xcalibur\data\Analyses\H-00330 11/25/14 14:35:45 DESPRAS Guillaume GD1-170
MeOH

717.32835 NL:
100 5.87E7
%0 H-00330#7-29 RT:
0.16-0.77 AV: 23
80 T:FTMS +p ESI
Full ms
70 [110.00-1500.00]
60
50 718.33110
40
30
20
719.33405
10
o 720.33697
717.32828 NL:
100 6.13E5
90 C42Has N4 O7:
C42Has N4 O7
80 pa Chrg 1
70
60
50 718.33163
40
30
20
10 719.33499
720.33834
L0 e e e e A e s o e e s B e e B L e e s e s s e e
712 713 714 715 716 77 718 719 720 721 722
m/z

HRMS spectrum of HR-LysA



