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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 80.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 4 MeO cogt

/

Monoisotopic Mass, Even Electron lons

137 formula(e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass) eo N
Elemenis Used:

C:0-30 H:0-35 N:0-2 0:04 F:0-2

\

CRR-1QL/01 F
UT1011_53 27 (0.615) Cm (27:29-71:84x0.010) 1: TOF MS ES+
1.556+004
100. 373.3042
; 3741208
% |
374.3082
) y 3751249576 1280 a77.1268 026 382.543 384.9782
oL 3709788371314 3728883 B | hahe 3771266 477 9341 3791 3808159 382.0224 9929999 5g4 0997 3849782 395 9529 387.9156 3877085
m,,m.__,7,,_m__,,f,__.“,,,,__.,f ,_“._,,,a.—_.,aw,_._—,,,,,,_—_,—,7,,..__,..‘m,.,.,____,m,A_,7_,__m_u—,7.,____,u,7_,__g.,,‘7____7;,,__._,gi,_A__,‘,,_.._,W,,_,m.,__ﬁ.,,_,__,.w,__.m,A
370.0 3710 3720  373.0 3740 3750 3760 3770 3780 3790 3800 3810 3820 3830 3840 3850 3860 3870  388.0
Minimum: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
374.1206  374.1204 0.2 0.5 11.5 3.9 €206 HIB N 04 F2
374.1192 1.4 3,7 15.5 41.0 c23 H17 N O3 F
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 80.0

Element prediction: Off
Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron iens

137 formula(e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass)

Elements Used; .
C:0-30 H:0-35 N:0-2 0:04 F.0-2
CRR-IQL/O3

MeO.

COLEt
/
=
N

UT1011_54 27 (0.615) Crn (27:30-73:80x0.010) Meo 1: TOE MS ES+
2.49e+004
356.1281
100 130.1597 )
‘ 3733047 . 831.5640
|
%] ! 832.5677
A 374.3001 |
] 131.1631 X 1833.5709
] A71. 1375.3114 775.5002 803.5323 ”7
. H (1711865 276.0274 2052885 | I° 464.1682 541.9585 616.4490 736.4517. | 8623824 9689443
S S i A=t M RS MM st o4 E0-L ISR AR ALL LEUUSSSSEE s L T e
150 200 250 300 350 400 450 500 550 800 650 700 750 800 850 900 950 1000
Minirmum: 0.0
Maximum; 5.0 5.0 80.0
Mass Calc. Mass mba FPPM DBE 1-FIT Formula
56.1281  356.1298 -1.7 ~4.8 11.5 23.5 C20 HIS N G4 F
356.1287 -0.6 -1.7 15.5 110.2 C23 HL8 N 03
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

137 formula(e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass)
Elements Used;

C:0-30 H:0-3%5 N:0-2 0O:04 Cl0-1

MeO / CO,Et
O \
MeO N

CRR-IQL/0B
UT1011_54 27 {0.615) Cm (27:30-73:80x0.010) 1: TOF MS ES+
5.39e+002
100 cl
3721007
c\nl
3741001
i
131.1631 1 833.5709
| . L3114 775.5002 803.5323
ol are02r4peszmss || 464.1682 5410585 616.4490 7364517 8625824 0889443
B B B L e i L B L L L S L L B L I S R SRR R N S R I S R SR IR RN SN R SRR R
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Minimuam: 0.0
Maximum; 5.0 5.0 80.0
Mass Calc. Mass mDa FPM DBE 1-FIT Formula
372.1007 372.1003 -1.7 ~3.6 12.5 23.5 C20 HIS N 04 Cl
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-2.0, max=80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons
25 formula(e) evaluated with 1 resulis within limits (up to 10 best isotopic matches for each mass)

Elements Used:

C:0-26 H:0-26 N:0-1 0:0-4 Br:0-1 MeO. COsE
X
CRR/AQL04
UT1141_91 25 (0.580) Cm {25-1:3x0.010} MeO z\ 1: TOF MS ES+
4.57e+004
100~ 416.0511
| Br
a.\oT
374. 3082 412.0 423.0873 448.2618 568,1363
o 2952898 sigosee  sasoeye 09792 2l 7 | 4503613 473.9742487.3012 5043255 9331277 5419607 8678272 \
,:_t_,,_::_::_:_E:;:_;:_: T T :,_:,,_:,,_:,,_::_::_::_::_:__:,:::.,;::t:::_;r:t,:i;; T TR T R T [ T T T e e ey MYZ
300 310 320 330 340 350 380 370 380 380 400 410 420 430 440 450 460 470 480 480 500 510 520 mmo mk_*o 550 570
Minimum: -2.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PEM DBE 1-FIT Formula
416.0511 41T6.0497 1.4 2.6 11.5 1.6 C20 H12 N 04 Br
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-2.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons oo ot
25 formula(e) evaluated with 1 resuits within limits (up to 10 best isotopic matches for each mass) AN z
Elements Used:
C:0-25 H:0-25 N:0-1 0:0-4 Br:0-1 -
MeO N
CRRAQL/OS
UT1141_81 25 (0.580) Cm {25-1:3x0.010) Br 1: TOF MS ES+
3.25g+003
100- 416.0511
Qol
1 373.3049 422.0838
205.2808 O [0 370.9752 |374.3082 412.0027 4230873 4462618 533 1277 5573270 5681363
N _318,0586 3440671 SR LN ’ | 459.3613 473.9742487.3912 504.3255 | orL oat.8e27 =R e 2
T T T [T T H e e M T T T T T T T e e e T I T T T T T e e e T T T T ENRRNARREN AR Lana SRR L s LN L s LR A LR ERSSI LA RAARN AR
300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 480 500 510 520 mmo 540 550 560 570,
Minimum: -2.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PEM DBE 1-FIT Fermula
416.0511 476.0497 1.4 3.4 11.5 i.% c20 H1g2 N 04 Br
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Elemental Composition Report

MeO / CO,Et
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-2.0, max = 80.0
Element prediction: Off =
Number of isotope peaks used for i-FIT = 2 MeO N
Monoisotopic Mass, Even Electron lons
112 formula{e) evaluated with 1 results within limits (up to 5 best isotopic matches for each mass)
Elements Used:
C:0-23 H:0-25 N:0-2 O:0-5 &:0-3
CRR-1Q1-10
UT1112_35 33 (0.621) Cm (33:35-57:81x0.010) 1: TOF MS ES+
3.13e+003
100- 366.1728
] 431.8302
. _ 470.8597 675.7060
%
! : 673.7063 | 677.7011
5 021 367.1766 4338294 || 4748527 5100074 ) 718.7308
T 303.0215 25218011 390.8043 . 210 634.6768 714.7305. | 7566152  797.6437
1 . .305.0191 _. | . ﬂm._w.mmma ‘ .l I, L | . 8326495
Oty frrrpfrtrrr i fearmasat Frprertprrr e e P Rasaresaasaay T TS MYZ
320 340 360 380 400 420 480 500 520 540 620 640 660 680 700 720 740 760 780 800 820
Minimum: ~2.0
Maximum: 5.0 10.0 80.0
Mass Calc. Mass mbDa PPM DBE i~FIT Formula
366.1728  366.1705 2.3 6.3 11.5 1.3 Cc22 Ha24
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

166 formula(e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass)

Elements Used:
C:0-30 H:0-35 N:0-2 C:0-5

MeO.

COEt
/
\
N

MeO'

CRR-IQLIO7
UT1011_59 23 (0.523) Cm (29:36-68:80x0.010) oMo 1: TOF MS ES+
5.3%9e+004
100~ mmo.,‘_mw.w mw._.,mmwo
. 368.1484 !
o/ | _
\a. ! 338.1380 | mﬁmmm‘mmmw
131.1630 | 3743085 _wmmw 5701
a9t m ; 803.5300 |°°
ol e 276.0276 | |1.375.3108 4504120 520.4362 616.4468 724.3897 7794990 EUS.50 | 852.3330 g34.8762 \
B B S I N N N R R R e o R e e B L I B N SRS R — M
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 a0e¢ 850 1000
Mindimam: 0.0
Max imum 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE 1i-FIT Formula
368.1484 368.1486 -1.4 -0.6 11.5 3.7 c21 H2Z2 N 05
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM | DBE: min =-2.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

27 formula(e) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass) MeO AN COEt
Eiements Used:
C:0-25 H: 025 N:0-2 O. 06
CRR/IQL/09 =
MeO N
UT1111_83 18 (0.416} Cm (18:20-(5+1:4)x0.01C} 1: TOF MS ES+
1.77e+004
100- 383.1253 NO,
o\o.
. 373.3055 |384.1284
|
276.0288 I 385.1326 4220839
. 295.2901 317.0656 375 3082 344.0737 2071634 | 448.2629 4543735 4735784 5043260 527.1138,633.1299,
T T T [ e P e T T T e P T e T T T P T P P e[ e o e [ [P [ e e P e T [ I [ [Ty s s [P e [P e S s
270 28C 260 300 310 320 330 340 350 _ 360 370 380 390 420 430 440 450 460 470 480 4890 mm_uo 510 mwo 530
Minimum: -2.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DEE 1~FIT Formula
383,1253 383.1243 1.0 2.6 12.5 3.8 C20 H19 06
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for I-FIT = 4

Monoisotopic Mass, Even Electron lons

Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2012

166 formula(e) evaluated with 2 results within limits {(up to 4 best isotopic matches for each mass) Meo COEt
Elements Used: X
C:0-30 HM:0-35 N:G2 O:0-5 F:0-2
CRR-IQL/02 _
MeO' N
UT1011_57 28 (0.670) Cm {29:356-68.:80x0.010) 1: TOF MS ES+
4.76e+004
100~ ao.ﬂ%m §31.5628
: 373.3041
o | 3361300 _“mum.mmmm
m§ 1630 ; |374.3085 _
o [ a7t gas 276.0276 | ] 3753106 450.1120 7243807 7754990 803, 634 5762 |
B e o B B L B B L I IR T rrrr T TWE
150 200 250 300 350 400 , 450 8950 1000
Minimum: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE 1-FIT
338.1390 338.1392 -0.2 ~-0.6 11.5 3.7
338.1404 -1.4 -4.1 7.5 37.7 H21 N 05
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Elemental Composition Report

Single Mass Analysis

Tolerance = 8.0 PPM / DBE: min=-2.0, max=280.0
Element prediction: Off

Number of isctope peaks used for i-FIT =2

Monoisotopic Mass, Even Electron lons MeO N COE
65 formula(e) evaluated with 1 results within limits {up to 5 best isotopic matches for each mass)
Elements Used:
C:0-25 H:0-20 N:0-2 0O:0-5 F:0-3 =
CRR-1Q1-12 MeO N
UT1112_34 23 (0.426) Cm (21:23-35:68x0.010) 1: TOF MS ES+
CFs 5,74e+003
100~ 406.,1292
% i 406.2505
i 143.0641 261.9961
1 m 185.9600 303.0225 407.1331
] 342.9075 675.7056 . 919,5807
| r o 7, ,, | i . _, :, _amm.fmém ﬁmom.mmmm, mmm.,w.hm _ ! 791 .mmmo mﬂm.mmﬁ A 998.4836
Ot bt e P R i e IR o o R AR n s E e i et e e e e e e, Mz
150 200 350 400 450 500 550 600 650 750 800 850 900 950 1000
Minimum: ~2.0
Maximum: 5.0 8.0 80.0
Mass Calc. Mass mba PPM DREE i-FIT Formula
406.1292  406.1266 2.6 6.4 11.5 5.1 €21 H19 N Q4 F3
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-2.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT =4

Manoisotopic Mass, Even Electron lons
34 formula(e) evaluated with 1 results within imits (up to 10 best isotopic matches for each mass)

Elements Used:
C:0-25 H: 025 N:0-1 0:04 S:0-1

CRR/IQL/08
UT1411_92 22 (0.506) Cm (22:25-1:2%0.010) 1: TOF MS ES+
1.626+004
100 344.0966
o7
% 373.3052
] 345.1008 7
] { 374.3099 422.0839 448.2618
. 295.2892317 23g5 317-0553322.3070 344.016 ~348.0975 370.2467 | 397.1550 i 4230877 | 459.3646  473.3804 4873952 501.3985
S e ma e N s e L N AR S L RS LA LR AR R R KRR AR RERN R e L BASANSAAN TS ASLELARA) RARAN AARRY san st auhny aaaNLIF
200 300 310 320 330 340 380 360 370 380 380 420 | 430 440 450 460 470 480 490 500
Minimum: ~-2.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mbDa PEM DBE i-FIT Formula
344.0966  344.0957 0.9 2.5 16.5 3.4 c18 HLB
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -2.0, max = 80.0
Element prediction. Off

Number of isotope peaks used for i-FIT = 4

Manoisotopic Mass, Even Electron lons
34 formula(e) evaluated with 1 resuits within limits (up to 10 best isotopic matches for each mass)

Elements Used:

C:0256 H:0-25 N.0-1 O 05
CRR/IQL/1
UT1111_92 25 (0.580) Cm (22:25-1:2x0.016) 1: TOF MS ES+
1.556+004
100 3281166
O}\\ 7
. 2952892317 29p5 3170593 | 3440169 3460975 370.2467 3743099 397.1550  412.0034 423.0877 459.3646 4733804 487.3952  501.3985
T T T T T T T T T T T T T T T T T T T e T T T e T T T P e e T T Y2
290 300 310 320 330 ao agoavo | a0 300 | 400 | a0 | 420 | 430 | 440 = 450 460 470 480 490 500
Minimum: -2.0
Maximum: 5.0 5.0 850.0
Mass Calc. Mass mDa PFM DBE i-FIT Formula
328.1166  328.1156 0.9 2.5 10.5 3.4 c18 H1g8 N 05
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Elemental Composition Report

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min = -5.0, max = 80.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3 MeO CO,Et

/

Monoisotopic Mass, Even Electron fons
36 formulale) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)

Elements Used: \
C:0-22 H:028 N 02 O:04 MeO N
CRR/AQL/14
UT0215_82 176 {3.253) Cm (175:176-148:148x0.010) 1: TOF MS ES+
7.36e+003
100+ 276.1243
%- :w._aﬁ
“ 277.1268 545.4869
: ) _ ) 750.5665 772.
ol . e | 2063110 347.1604 445.2470 soazse2 599.2868 mwmwmﬁ 708.5432 0 DO0BTT2A48 o) 1143 8863084 931.4485047 4698 "
e P e : R B L A e SIS BAEEEEE S AL AN L AL AL SR Sal R L
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 800 950 1600
Minimum: -5.0
Maximum: 5.0 50.0 B80.0
Mass Calc., Mass mDa PPM DBE i-FIT Formula
276.1243  276.123% 0.7 2.5 7.5 293.6 €15 H18 N 04
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 10.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron [ons
16 formula(e) evaluated with 1 results within limits {up to 4 closest results for each mass)
Elements Used:

CO,Et

LI
o Z *

C:5-20 H:10-15 N:0-1 O:0-4 F:.0-2
CRR-IQL/AS
UT0215_127 28 (0.515) Cm (28:29-1:5x0.01) 1: TOF MS ES+
3.36e+004
100- 358.0883 .
E\D..
359.0924
) 360.0994 a1,
;| 199.1806 208.0408  251.1747  279.1580 317.0555 338 3305 391.2834 15 1951 4702660 5523925231273 5491438  987-9535  pnaopos .
LA RS Rt S -1 6 T 41U A £1L0/SJC S ¢ 1 MR ) S 7 el R ] | T L £ P Xt SR M 10 L
200 2206 240 260 280 300 320 340 360  38C 400 420 440 460 480 500 520 540 560 580 600
Minimum: 10.0
HmeHBEz_ 5.0 5.0 30.0
o
Wmem Calc. Mass mDa PPM DBE i-FIT Formula
£358.0883  358.0891 -0.8 -2.2 12.5 518.6 C19 H14 N 04 F2
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Elementai Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-1.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons

o ' N
Elements Used: o N\

16 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
C:0-20 H:0-20 N:0-2 O:0-8

CO,Et

CRR/QL/E
UT0215_139 11 (0.204) Cm (9:13) z, 1: TOF MS ES+
© 7.86e+003
100- 367.0925
a\c\
] 368.0963
~-||369.0985
. 1711863 5080408 2380311 2790272 285 0725317.0519 366.7462) " Sm.‘_:mwmo.mmmm ﬁwémimim% 502.3642511.2100 555,334 603.2670611.9247
S SN—— I e L e )
180 200 220 240 260 280 300 320 34C 360 380 400 420 440 460 480 500 520 540 560 620
Minimum: -1.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass nbDa PPM DBE i-FIT Formula
367.0925  367.0930 -0.5 -1.4 13.5 0.1 €19 H15 N2 06



Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2012

1.08 {

2.00 _I:

1.14 T

2.02_[

6.18 {

3.90{
4.07{

wdd

e

L “
[
e

b

T

ZHHQ G —uHN

ET2TD UT ET-dHQ-TED



Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2012

oy 09 038 00T 02T 0FT 09T 081

0z

Lyt o v ot vv v s by v v o tv v b b vy e v by v e b g d v s g b b a e Lrowe o b e b vy g b S b

MWWM&M%MH&WWWWMM&MMMMW

wdd

§
% 169.078
—154.530
7 \—154.209
=
f N 150.637
§ 144.121
=3 140. 601
% 137.412
=
% 124.910
3 /;122.739
_g 121.753
% /-—117.995
4 117.855
= \\-—-116.750
§ 116.677
= P —— N I 13 1)
§ 106,177
%

/—1'7 .321

77,000
76.679

66.414

56.323

- 46,123

dXd

: {ZHR) Vua

SOETONN

59 40T

Tndzy
€10

ZHROOY ~HHN

£TOaD UT £1-10I-ddD



Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2012

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE; min = 0.0, max = 80.0

Element prediction: Off o
Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons N
137 formula(e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass)
Elements Used: . Meo AN
C:0-30 H:0-35 N:0-2 004 F:.0-2 °
CRR-IQL/13 _ .
MeO N -
UT1112 _54 27 {0.615) Cm (27:30-73:80x0.010) 1; TOF MS ES+
2.49e+004
100-y 130.1597 4151447 ]
|
chul m
416.0490
. 131.1631 7
171.1865 | 775.5002 803.5323
. ~, f 11 276.0274 95,2685 | 484.1682 541.9585 816.4490 7364517, 4 | 882.3824 985.9443
R B L B I e i L L B B L L L L S L I I I I I I I R AL I T I I A U A L S I
150 200 250 300 350 400 450 500 550 800 650 700 750 800 850 900 950 | Aoro
Minimum: 0.0
Maxrimum: 5.0 5.0 80.0

Mass Calc. Mass mba PPM DBE i-FIT Formula

415.1447  415.1443 1.0 2.6 11.5 3.9 C22 H21 N2 04 F2





