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A009-CPFC-1/001 1
UT0911_192 27 (0.609) Cm (27:32-72:79x0.010) 1: TOE MS ES+
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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

202 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass) \ /
Elements Used:
C.0-70 H:0-80 N:0-5 0O:0-10 -
AQ0S-CPFC-1/001
UT0911_192 27 (0.609) Cm (27:32-72:79x0.010) 1; TOF MS ES+
— 3.96+003

100 290.1541 %

1 N

e\o\

71880 2911576
- 279.1599 .
1143.0692 N 391.2841 433.2086
208.0400217.1076 317.0544
c,ﬁ o _w | 2260132 | g2 ao0eds | 922695 | 432100 gsq167s  sipest setgses  seagste 00
_,_,_,_jm,::__,;i:m”_,_"_ ,,_7_‘,_.__,,_7:,_7_:_7_:;_,_ ,:_7;:7:_::_.,“1_,7;___7_:;_,_;_:,_.::7:_;_:;:_ ‘_,_:_,_,,___:_;L_,_._:_,_:t,_,_:_,7_:_7_:.7,_,__._,;_.:_,:;_:,_.u:7_.._7_:;:,_7,_,_T_.._,_
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620

Minimum: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PEM DBE 1-FIT Formula
290.1541  280.1545 ~0.4 -1.4 11.5 28.2 C20 H20 N O
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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

Monoisctopic Mass, Even Electron lons

380 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass}) : @)
Elements Used: \/O
C:0-70 H:0-80 N:.0-5 0O:0-10 Br. 0-1
A009-CPFC-1/002 \ /
UT0911_196 28 {0.626) Cm (28:32-60:79x0.010) =z 1. TOF MS ES+
= 6.77e+003
100- 320.1646 )
o\ol
| 130.1593
_ 321.1682
T 71186 208.0407 2221718 |
R T A A 2453085 009.3181 3419519 srogis  gpsatse 10 roeias  asaedzs Tz SRS
ﬁ__gﬁf_,g__,,,f,,,,__,.7,,,._,,__7,,_,7,__A__,,7_‘,,___,._,,,,__,,,__,7__7,,._7,__,Wv_,,7._,,__AAﬁ_‘ﬁ;,__4__7,,_um,,___m_,,7,_.,__,..mg;,__,__,f,,_,A__,,..44_4._4,,..m__,,,.A

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Minimum: 0.0

Maximum; 5.0 5.0 80.0

Mass Calc. Mass mba PPM DBE i=FIT Formula
320.1646  3203.1651 -0.5 -1.6 11.5 2.6 cel HZ2Z N 02
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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 fons —\ O
402 formula(e) evaluated with 1 results within fimits (up to 4 best isotopic matches for each mass) O
Elements Used:
C:0-70 H:0-80 N:0-5 Q:0-10 Br:0-1
AQ0S-CPFC-1/003 7\
UT0911_197 33 (0.755) Cm (33:42-67:80x0.010) zZ — 1: TOF MS ES+
Q 1.30e+004
L0
334.1809 ., ~
Aooq ‘7,
%7 1301508
] 7 335.1843
1 | 1711866 2080403 2912855 424.2393
o 7 T AL R N .. 582.9808  647.4507663.4431 (10094 799 6ogs §76.7806 ﬁgm.moom .
),,,_7,_,A«“,_,7.,,,_,_,,“‘,,_7_,,,7_,_,7g_,,_,.,_7_,,_n,,_,_,74,_,_,w7.,,_ﬁ_,.,_,,,_m,_,_A.,,_7__.,_,,_.u,_,_w—,_g7_f_,_,,_f_,_,_,.g__,f_,,.w.,_,_,,,__,_ﬁ.m_,,__A.,f_,_,m,_,,_,h,.f
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 800 250 1000
Minimum: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
334.1809  334.1807 0.2 0.6 11.5 2.4 22 H24 N 02
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A009-CPFC-1/004
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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 O
127 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass})
Elements Used:
C:0-35 H:0-55 N:0-4 O:08 /
AQ09-CPFC-1/004 \
UT0911_198 22 (0.507) Cm {22:24-62:71x0.010) < w 1: TOF MS ES+
., ~ 1.09e+004
100- 304.1694 1
o}l
] wom.:mm
291.9898
1 276.0272 317.0534
L oo 20042 275 9815, 270.1588 2900047 | 293.9090 281712 a1p0673 3281513335 0908 342.13003/515% 554 0563 90228367 1783
__,_7_,_,_,_447A.,.“..,_ﬁ_,_,_,_,_f_,_,f,,_4_,.,",,.__,_V—,_ﬁf,»r,,_f._,_,_,_,_7_P_M_L_..m.,..“..,_"_r_,*,,_,_,_,_#_.L,M_H.L
245 250 255 260 265 270 275 280 285 290 N@m 300 306 310 315 320 325 330 3 340 345 350 35 36O 365
Minimum: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
304.1694  304.1701 -0.7 -2.3 11.5 mmm C21 H22 N
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A009/CPFC-3/005

UT0911_114 21 (0.579) Cm (21:23-53:58x0.010) 1: TOF MS ES+
100+ 370.0630 1.33e4
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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 =3

Monoisotopic Mass, Even Electron lons o e m
315 formulafe) evaluated with 1 results within limits {up to 4 best isotopic matches for each mass)
Elements Used:
C:050 H:065 N:05 0O:0-4 Br0-2 / \
AQOYICPFC-3/005
< o5
: 23-53:58x0.010 wn 1: TOF MS ES+
UT0911_114 21 (0.579) Cm (21:23-53:58x0.040) oot
100 mmm.cmmm/m..__a__..___mw_”__
. |
_wm_l
e 391.2845
__Emamm: 4231993
nmu_mzu %ﬂi: 3452707 ° 3482715 mm__.wﬂm uﬂ.mamm _mﬂm.uf.___ mmm__”_ﬂmm 3840787 | /382.20889 m.m_mmmma ) Fr:m_"_.___m_m_ mmm.mﬂ_m Wit
LN} T1 T T Tel®pTET T _.._ ._1 _..._q_._._q..._..__ T __._.___ ..__—. .._._.__.__.__.._ ... Tar 1 CLRR] __ TETR TR TT] T
330 muwa | mL__._u | E_m.a mm:_n | wmmn_ 300 3850 ui.._,a _ 3750 mman_ 3850 3900 mﬁa .E_n___. hnm___ 400 4150 4200 4250
Minfmum: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mba PEM DBE 1-FIT Formula
368,0638  360.0850 -1.2 -3.3 11.5 3.8 C20 H1% N O Br
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A009/CPFC-4-006

UT0911_121 18 (0.492) Cm (18:22-55:61x0.010)

1: TOF MS ES+
9.80e3

00, 404,046
130.1590
| 0
LL
276.0266 O
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[\
e z o
L
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m m 407.0474
| 208.0405
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Elemental Composition Report

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

Element prediction: Off 5
Number of isotope peaks used for I-FIT = 3
Monoisotopic Mass, Even Electron lons LL
390 formula(e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass) ©)
Elements Used: |
C:0-50 H:065 N:0-2 0:04 F:0-2 Br0-1 \ \
AQ09/CPFC-4-006 Z e
Lo
UT0911_121 18 {0.492) Cm (18:22-55:61x0.010) ~ 1 Aow _.M_om m%m.m
: 80e+
404.04g1406.0443
100+ ’
o&;
H 407.0474
1 373.3034 387,043 391.2838 412.0002 23,2032 450721
o [ gmema SOEEL T agpone A0S | T oz 5% sazga6 #0828 LM 45 90345 3470,
,___,,;,,_,____uf,,r,____gf,,,_,._,_,f,,_,____,_,,_.__._,#,,____4__7___u_,M.f_.__7.,,VW____7lﬁ,_ﬁ____7,,,____,_7L>~,___,_ﬁ,___7.,,_W__k.f_,__“_a,hg_,_,7,,____m,,7.__m—,kﬁ,

375.0 380.0 385.0 3900 395.0 400.0 405.0 410.0 415.0 420.0 425.0 430.0 435.0 440.0 4450 450.0 455.0

Minimum: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula

404,0461  404.0462

0.1 -0.2 11.5 3.2 C20 HI7 N O F2 Br
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A009-CPFC-1/007

1: TOF MS ES+

UT0911_199 28 (0.631) Cm (27:29-65:75x0.010)
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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
274 formula(e) evaluated with 2 results within limits (up o 4 best isotopic matches for each mass) OF
Elements Used:
C:0-35 H:0-55 N:04 0:06 Br01 F:2-2 L
AQ08-CPFC-1/007 \ N/
UT0S11_199 28 (0.631) Cm (27:29-65:75%0.010) ) % 1: TOF MS ES+
7 ~ 8.36e+002
100- ﬁm.ﬂmmm
" 391.2847
] 421.0629
3922674
L smate7 | ﬁ_ s g2 49806 a3saoae 01571 4496608 4610858  471.9420 475.3239 4879155 5313133 5013019
,,_,,J,#,.,,,77,v,7_,,_7,_.,__.____,_,g_,w‘,.,.f,,.,7_.,_W,__,__,__7__,.‘_,4.,..:7“,,,w,ﬁg,fkk,,g_,,L_,,.__,.__w__.,_.,,_m,,
385 390 395 400 405 410 L\mm 420 425 430 435 440 445 450 455 460 485 470 475 480 485 490 405 500
Minimum: 0.0
Maximum: 5.0 - 5.0 80.0
Mass Calc, Mass mDa PPM DBE i-FIT Formula
418.0633  418.0618 1.5 3.6 11.5 2.3 C21 H1%. N O Br FZ
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A009-CPFC-1/009
UT0911_200 24 (0.541) Cm (24:27-65:81x0.010) 1: TOF MS ES+
2422844 1.65e3
276.0270317.0527 0
] O
370.0626
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| | W
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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 ®)
273 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
Elements Used:
C:0-35 H:0-55 N:0-4 0:0-6 Br 0-1 [\
A009-CPFC-1/009 > =
Lo
UT0911_200 24 (0.541) Cm (24:27-65:81x0.010) — 1: TOF MS ES+
1.05e+003
100+ 368.0647 370.0626
] 391.2851
%- |
w:_amm | 302.2893
N 382752 354958 362.2431 7 | 3740013 385. om; 37.9405 | ﬁ 3071612 309.0765 4090852 A, mmg . 418.0588 40083 427.9724 4. Swm
_7.,_._,_>,___,,\_,w4__,,,__,.,_,,.,_,__,,,___,_#,,,.__,_7_,,,_,_,,7,_,_,7L_,,7_‘_,i,_._7___,~,___7,,_7_,_“_w,____,,._7.,___,7;,__,._m_,_,“‘__.f_._,“,A._g,_A_,.A__,.,,__,V,f_.,,. BN
345.0 350.0 355.0 _ 360.0 365.0 370.0 375.0 380.0 385.0 390.0 395.0 400.0 405.0 410.0 415.0 420.0 425.0 430.0
Minimum: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula

370.0626  370.0650 0.3 -0.8 11.5 1.4 C20 H1S N O Br
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A009-CPFC-1/012 |
UT0911_201 33 (0.762) Cm (32:34-57:68x0.010) 1. TOF MS ES+
460.0794 940
100-
NAN.wmm@ 292.0005
|/. D
o
7o\ -
317.0540 _
& 199.1816 391.2868 =
5
181.0383 461.0819
171.1502
: 392.2910
|
v |
1]
| m ___R___f L] |
C-prrerd ARERRERN , bttt il oo ottt b e et Pt Z
100 ~ 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

i
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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
670 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)

Elements Used:
C:0-35 H:0-55 N:0-4 O:06 Br01 [.0-2
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A009-CPFC-1/012 ,,
UT0911_201 33 (0.762) Cm (32:34-57:68x0.010) 1: TOF MS ES+
9.408+002
100- 460.0794 -
. 242.2838 292 0005 -
" 199.1816 w:.ﬂms 291.2868
H G _ | 461.0819
. . 241.019 302.2910
140.0121 { 360576 |/
I S N T A T | o | 523.0861 209018 8015188 o) gagp 763.5085 gar 797 883.7720 %60
7__,A.,__,,_,_‘,,, W _,ﬁ__. ,___,,_,7u__gf__r_7__,.—‘_,,_,,,__,».._,,_,ﬁ,‘_,ﬁ_..A7_,,.u._,g__..,__,.___,,_,ﬁ,__,7___~__,,,m_a,_...__f,_._H,_,,—..,4_,.,__,,_~m,,_,f
00 150 200 400 450 500 800 850 900 950 1000
Minimum: 0.0
Maximum: 80.0
Mass Calc., Mass DRE i-FIT
160.0794  460.0774 1.5 2.4 C22 H23 N 02
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A009-CPFC-1/015

UT0911_193 14 (0.323) Cm (11:20) 1: TOF MS ES+
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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 O
223 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
Elements Used:
C:070 H:0-80 N:0-5 0:0-10 / A\
A0Q9-CPFC-1/015 Z @
UT0911_193 14 (0.323) Cm (11:20) 1: 8” ,M_% m%mm
B3e+
100- 3472497 351.1678
] 317.0860
% 312.1399 |
‘ w 3061547 362.1921
] | 331.2156 |
1 300.1126 307.2213 ma.:ﬁ 318.0544 3242910 3070184 | 3342519 339.0080 ma.mﬁm : 922614 355.2747 361.1698 364.9550
O\ f ,_.ﬂ:“;,:_.n,:”_, __._1.,:,., ;,_ _,L.K. i _w_, “1, .mr, 1__ Aty ,ﬁ._;ﬁr__uﬂf __..; .R e J..r_ Ink__ra_,_r,p__ L _#r__ iidy F\_ .,a__ .,.;_ .,v_ iy } Al L__,_L._ __Lk_ .,L_ fody ._1..; k_.w_h. i, ‘.,A._ gty ,,,_ o tn_ ok #_g r._. " ,_ ,,‘__ V,\_ iy ._”:. Apatoly _n,_A Ar_,f . Ayl _.nf,.. :‘r‘N
300.0 305.0 310.0 3150 320.0 825.0 330.0 335.0 3400 345.0 - 350.0 3550 360.0 3650
Minimum: 0.0
Maximum: 5.0 5.9 80.0
Mass Calc. Mass mbDa PPM DBE i=FIT Formula
326.1547  326.1545 0.2 0.6 14.5 9.1 €23 H20 N O
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A009-CPFC-1/016 ”
m
UT0911_202 26 (0.597) Cm (26:30-75:82x0.010) 1. TOF MS ES+ _
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Elemental Composition Report

Single Mass Analysis

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

Element prediction: Off

LL
Number of isotope peaks used for I-FIT =4
Monaisotopic Mass, Even Electron lons @)
249 formula{e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass)
Elements Used:
C.0-35 H:055 N:04 0:06 F:01 /
A009-CPFC-1/016 \ —
z ©
UT0911_202 26 (0.597) Cm (26:30-75:82x0.010) — 1. TOF MS ES+
3.85e+003

100~ 308.1443

4o 317.0536

! 276.0260

) 199.18082422837 v1g0ssg 212853 0075
o. | @ ,o_mm,@_y_ N ,f | i : 2 _«wmw.mmhm pa £419 pmw%ﬂmmﬂmﬁhmmm m..ﬁ_m‘_mmwmw@mooo Wmo.mmhm 855.7277 wB..amm "
7::7.,:::“._______;::_._:i ____,:;,_____:,m,:__._:i,:______::T,g.7,,,>_.____“k,,7,,.“__,,,m,__4___kk7,,,_M.,,,7,ﬂu;,,,,__,,,ﬁf____,,,_m____“,.,____.,»,___m

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Minimum: 0.9
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
308.1443  308.1451 ~0.8 -2.6 11.5 5.6 C20 HI9 N Q F
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A009/CPFC-4-017

UT0911_119 18 (0.492) Cm (18:20-48:56x0.010)

] 7 |
4 L | et Lad

. . . B , . e
o=t T TTT T T T T T
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e
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Elemental Composition Report

Single Mass Analysis

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

Element prediction; Off L
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons O
235 formula(e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass)
Elements Used:

C:0-50 H:065 N:0-5 0:04 F:041 \ \
AOOO/CPFC-4-017
P =
UT0911_119 18 (0.492) Cm (18:20-48:5640.010) © 1; TOF MS ES+
N, 8.216+003
322,159
1007 4301589

%

323.1633 373.3034

. 143.0504 arezr2
] : 370.0639| 391.2841439.

b (o wrae |00 SO oy 0na s622676 se2oss S22 7524286 TI23167 E4vers 223961 oa0ares
u,__,w,,,__,,._,__7_..__,,__,._,7,__.W,,,__,,_‘7,____.,,__,~_,7,_ __ ,__,..,7,_,<m,,,_—..__,7,_,__,,,_____,7,..._;,,_—,__,7,__._,,,_.___,7.___‘,,,__<._,7,._,__,,,_,7.,7,__,_.,,,“
100 150 200 250 300 35 40 450 500 550 600 650 700 750 80 80 %0 950 1000

Minimum: 0.0

Maximum: 5.0 5.0 80.0

Mass Calc. Mass mba PPM DBE i-FIT Formula

322,159 3221607 1.3 -0 115 0.6 2L H2L N O F
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AQ09/CPFC-4-018
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min=0.0, max=280.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

L
Monoisotopic Mass, Even Electron lons
246 formula(e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass) O
Elements Used: @)
C:0-50 H: 065 N:0-5 O: 04 F:0-1 _/
AOY/CPFC-4-018 7\
UT0911_120 19 {0.513) Cm {19:20-61:66x0.010) Z = 1: TOF MS ES+
) 7.27e+003
100~ 338.1541
c\ol. 130.1590 320.1644
1 276.0264
] 143.0591 3391580 449.3161
, 2080399 _
R ﬁ | W ospqss| || | 0062881 ASDIS grgen  BRHEI0 grrass TELAM 7 pesy 79 6076 900.8063 980.2799
74,__ﬁ,._4__,,,__,_47,__,m.gg__,ﬁ,gf__,ﬁA‘A__gﬁ,.,__,,,_,__gf,_,__,,,_L._,,7..__7,_____,,_____,7_____,,__M..,,__.V_AA__—W_.,___,.A7,__rﬁ.,;k___v.,7,__,__,,___.,_#4__,7..,___.,>M,__,f
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Minimum; 0.0
Maximum: 5.0 5.0 80.0
Mass Calc, Mass mba PPM CBE i-FIT Formula
338.1541  338.1556 -1.5 -4.4 11.5 0.9 C2i HZ1l N 02 F
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A009-CPFC-1/019
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@)
m O &
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7 \ / =
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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 O
530 formula(e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass) O o
Elements Used; —/
C:0-70 H:0-80 N:0-5 0:0-10 Br: 0-1 7\
AQ08-CPFC-1/019 > (Fm\
UT0911_195 23 (0.519) Cm (23:28-59:76x0.010) 1: TOF MSES+
\\ 1.45e+003
100 414,0896
- 301.2844
4150019 4332085
w%.mm: 434.2127
i ‘ . 416.0929 -
oL STstar R 200y 10 ) 4502320 457998 grsopay ygggroy  SO2BBASSIZIMT gi9 4563 saq45sg 541.9633545.2778
_,_7__1_7,:,7r,____4_;;:_,.___,_:7,_,_7__,_7_,;_,____,_,n,V,V_,_.__,_,ffﬁ_f_g_g,gg:_>___.,_L',V_,_>__,_,gf_,______.f_,.,w,__,_M,:ug_ﬂ~___~,_,,,_*__,_7g,,m_._Af_,_,m,,_,_A,M,u,n,u“,_
370 380 390 400 410 420 430 440 450 460 470 430 480 500 510 520 530 540 550
Minimum: . 0.0
Maximum: 5.0 5.0 80.0
Mass Calc, Mass mDa PEM DBE i-FIT Formula
412.0915  412.0912 0.3 0.7 11.5 2.7 €22 H23 N 02 Br
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A009/CPFC-1-020

UT0911_122 17 (0.472) Cm (17:21-52:59%0.010) 1: TOF MS ES+
100- 2441333 8.24e3
130.1589
z 8
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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 = 3

Monoisotopic Mass, Even Electron fons O
213 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)

Elements Used:

C.0-50 H:065 N:0-2 0:04 F:02 Br01

AQ09/CPFC-1-020 \

) =)
Z
UT0911_122 17 (0.472) Cm {17:21-52:59%0.010) X ~ ioM_W;w m%m,u
Ziet
O
T

100~ 244.1333

130. f\_ 589

Nﬁm.wm%

10531 70083
2080404 7_ WAR T I

L L 7;, | [ 4308642 ¢ 677.9303604.6121 202247 799 6053 4 898 7845 980.2875

_:_:__7_.,_,_ ,_,_,.. :._ :_,_.._4,_,,:_:_;_,,,_:_,_.,.,,_,_:7_,,_,,,_;.:,_::m,_:_,._;_,_,ﬁ:,_i__;:_,mA_,_T.L_,,17._:_7_,.,_,_,;_:;B\N

150 200 250 300 350 400 450 500 550 600 850 700 750 8§00 850 900 850 1000

Minimum: 0.0

Maximum: 5.0 5.0 80.0

Mass Calc. Mass mDa PEM DBE i-FI7 Formula
244.1333  244.,1338 -0.5 -2.0 7.5 1.4 Cl5 HI8 N 02
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A009-CPFC-1/021 _ m

|
UT0911_203 30 (0.688) Cm (29:32-65:76x0.010] 1: TOF MS ES+
312.1957 2.13¢3|
100- !
O i
o
_/
7\ u
317.0532 <
o
v
%l
‘ 276.0260 |
391.2853
199.1804 242.2843
t _
|
.
Ofrry L," el ._L_..._?_:_T:;:_,T:_,,_::__.:_::_:,,_::_:,_T:;,"._;:.;_:__ ,,_.",.,B\Nw

100 150 200 250 300 450 | 500 550 600 650 700 750 800 850 900 950 1000




Electronic Supplementary Material (ESI) for RSC Advances
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

Number of isotope peaks used for i-FIT = 4

@)
Monoisotopic Mass, Even Electron lons 0O
252 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass) /
Elements Used: \ /
C:0-35 H:0-55 N:0-4 0:06 F:04
AD09-CPFC-1/021 Z _
o
UT0911_203 30 (0.688) Cm (29:32-65:76x0.010) ) 1: TOF MS ES+
2.13e+003
100~ 312.1951
] 317.0532
% 276.0260
] 391.2853
] 199.1804 242.2843 i 375.2048
N 181097, 7 7T | ae22e76440.2408 5513602 P29 grroone 7378960 813.9019856:3020 907.7378 927.7856996.7577,
m.,,_,f_,,,_,,_,""_,_,,_.*g_,,_:, _,,_7>,_,7_,.,_,,_n,__,_,74__,__,7,_,___,,_7,__g7_7,.‘_A,_,7__,,_,,L.f,_,__.,,_7,.__7__,_M_,,_f"‘_,7_,._Q_,,_m_,_,7.,.,__,__nLA_,f_._,_,,.._
100 150 200 250 300 350 Lmo 450 500 550 600 650 700 750 800 850 800 950 1000
Minimum: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc., Mass mla PEM CBE i-FIT Formula
312,1951  312.1964 -1.3 -4.2 8.5 7.7 C20 H26 N 02
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A009-GF <1} 1/016

UT0911_194 29 (0.665) Cm (29:32-58:72x0.010) 1: TOF MS ES+
100~ 4591877 1.10e3
T
Z
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| o~
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|\
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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

Monoisgtopic Mass, Even Electron lons

NH,

L
296 formula(e) evaluated with 1 results within limits {up to 4 best isotopic matches for each mass) O
Elements Used:
C.0-70 H:0-80 N:05 0:010 F:2-2 { L
AOOS-CFSU-1/016 - .
©
UT0911_194 29 (0.665) Cm (29;32-58:72x0.010) 0, © 1: TOF MS ES+
459.1877 ! 1.10e+003
100 408.2482
| 279.0948
% 391.2851
1 409.2500
w 276.0277 2791602 547 e 7 4332075 |60.1918
, ! 410.2509
N N@O.EL 2940000 | 3521832 2 [ttt SR gy 17y 5502480 6171447 642.9361 6693367 6934305 719.4895,
7.,_;_,,._“ _;_:L_, 7.“__:_;_,:_,,_:A..,_:_.W.,_:_,_...i_:_,:,_T_:7_:_7:. :_7..._, ..,_,7__,..'_..:_,w:_,_::m,_:_,..__4:._,_:_,_,;,__,_f_:7__,_7.p_,7_,,.",,_,__._,_,_:”.:_i:;.,,:_,..m, ,7_,._,_,_:_.:_f_:u,_:;_
240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720
Minimum: 0.0
Max imum: 5.0 3.0 80.0
Mass Calc. Mass mDa PPM DRE i-FIT Formula
459.1877  459.1884 -0.7 -1.5 16.5 1.8 C28 H25 N2 02 F2
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Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = 0.0, max = 80.0 L
Element prediction; Off zZ
Number of isotope peaks used for i-FIT =4 ©
Menoisofopic Mass, Even Electron lons
276 formulafe) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass) L
Elements Used: o
C:0-35 H:0-55 N:04 0:02 F:0-3 L
AG09-CFSU-1/017 I\
UT0911_205 27 (0.610) Cm (26:29-69:80x0.010) z 8 1: TOF MS ES+
o 9.33e+002
100+ 4591680 /
" 3912855
480.1734
” 1392.2897 433.2069 ”
. 1757
o 0240 )/ at2.0047 4273918 A42121 I/ o TR s0an 55788 541.9697 _550.9277578.2518562,8795  600.8510
:W.:___;;__:;,__ 7.,:,“_:;_,__7:__7:.;_:;_.:7:__i:_7_:;_:;_:_7:_M ,:;_:;_:;,:_i,.___:;__:7:_;.:_i:,W_:;_:_T:_m,:_u::t_,_7._.,i_.,n,.,__::_‘:;::__._“,,_,_.7,._7:.." ,.7__
370 380 390 400 410 420 430 440 450 A0 470 480 490 500 510 520 530 540 - 550 660 570 580 590 600
Minimum: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i~FIT Formula
459,1680  459.1684 -0.4 -0.9 17.5 8.6 C28 H22 N2 C F3
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Elemental Composition Report - O O

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = 0.0, max = 80.0 I\
Element prediction: Off >
Number of isotope peaks used for i-FIT = 4 5
O
Monoisotopic Mass, Even Electron lons ) )
120 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
Elements Used:
C:0-35 H:045 N:04 0O:0-5
ADD9/CFSU-3/015
UT0911_08 5 (0.127) Cm (5:8-69:83x0.010) 1: TOF MS ES+
3.52e+004
100- aom.ummo
o 4082422
| : 419.3063
{0 ! 413.1651 soo1sy. 4203101
ol | 410248B411.2584 4123793 | 414.1686415.1640416.1657 417.2616 bkl | 4204173
4080 4100 4120 4140 4160 418.0 4200
Minimuam: 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mba FEM DEE i-FIT Formula
409.1920 409.1991 =-1.4 -3.4 10.5 391.0 C27 H25 N2 02
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Single Mass Analysis

Tolerance = 10.0 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

o ()<

I\

91 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass) m
Elements Used:
C:0-35 H:045 N.0-3 0O:0-5
AQDS/CFSU-3/018
UT0911_10 4 (0.088) Cm (2:4-57:76x0.010) 1: TOF MS ES+
442.2185 5.09e+003
100+ ”
) | 465.3342 4793500
w | 464.3379
% s :
. 443.2221 &3 3585 493.3646 520.4371
419.3099 3969 | 1499 3193
: ; 463.342 W l - . 15214378
4082461 419.3282 ; o b | 206.3849 {2 548.4697
| il e m _ Cb I o _ ..950.3931
Oli__..__m_ ___ - T T ____ _____,___._____.m_.___ _.;.:. T T ___ B m/z
400 410 420 430 440 450 460 470 480 480 500 510 520 530 540 550
Minimum: 0.0
Maximum: 5.0 10.0 80.0
Mass Calc. Mass mba PPM DRE i-FI7T Formula
442 .2185 442.2171 1.4 3.2 19.5 2.1 C32 H28 N O
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Elemental Composition Report

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons _ —\ @)
322 formula(e) evaluated with 2 results within limits (up to 4 best isotopic matches for each mass) ®)
Elements Used:
C.050 H:085 N:O5 0:04 F:041 \ /
AQ09/CFSU-2/019 Z L
UT0911_113 20 (0.534) Cm {20:21-47.56%0.010) “, 1: TOF MS ES+
| > 4.44e+003
100 453.1981 =
: ()
1 130.1589 ©
%- :
] 454.2017
] 2794598 n7qaf
! 207.1246 373.3038.391.2843 4552018
o] e ;7 5203676 6111693 6946169 g V% enrees  ostony
_,_,,_. __._,_, ._,_,ﬁ"_,_,,___:_,,_,__,7. ,.._,,_7.:“,h:_,_rw.m_,k_,7_.,A_7_,,_W,_,,__,,_,7_,_n_,_,_7..,.4_,..,7_1_77.__,_7,_.L_,__,..,._,g_,7_,gk_,.,,m.,_,7_,._w,_,___._,7__~__,7k_,_ﬁ,,_,__,.,k,_,_m
100 150 | 200 250 wmo 350 400 awo 500 550 600 650 700 750 500 850 900 950 1000
Minimums 0.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PEM DRE 1-FIT Formula
453.1981  453.1978 0.3 0.7 17.5 3.3 26 H26 N2 02 F



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

[ |
O I —
- m: L M
» C I
- 1 i T
: 1 : [‘_ - P
1] ¢ S - o
= | h

=

] N __

gl al — —

(6f)

8
1
)

110

wdd

GOp=dHN

LT0=E=NSd2=L00Y

uy

£1203



Electronic Supplementary Material (ESI) for RSC Advances

This journal is © The Royal Society of Chemistry 2012
ro 4
o
= A 197 .313
3 191.813
] -
- = =
] Z $
7 W
- S =
co —
= z
i S
- L
4 -
] o
(=]
= a
o — w
= ]
] 146 .662
i 187.725
] 136 .587
'_; _ ///_:135.389
= | £135.273
i —135.075
B 1306.247
. 129.774
] 125.918
j 127 .37%5
—_ ] 127 .100
o 126.634
e 125.000
. 122.059
. 120.302
—_
P
= @]
- ——
i N
o (6f)
P 77.321
- 23 .000.
1 & \_75.687 CHO
-
=]
] 50.327
&= ]
=
7 L 31.154
M| I
[
i 11.524
o
=
2




Electronic Supplementary Material (ESI) for RSC Advances

A004/CPSU-4/017

140 160 180 200 220 240 260 280 300 320 390 360 380 400 430 440 480 480 500

540 560 580

UT1210,283 17 (0.325) Cm (17:32-92:103) 1: TOF MS ES+
394.1803 6.7563
100-,
o)
1 I
O
| o ()
el
7 395.1837
i g e
3
w,
@) 426.2038
] w
{
W, J
£ ok NN A R e S S e s e _:_:;_r_t_;_”,:::f: _t:,, f:_:,;,t_:_.,_.:,;t;:b,_:_;__::_t__i:.B\N
&
(0]
e
T
©
A2
©
c
S
3,
2]
=
T




es

Elemental Composition Report

Single Mass Analysis

Tolerance =50 PPM / DBE: min=-1.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

CHO

Monoisotopic Mass, Even Electron lons

177 formula(e) evaluated with 1 results within limits (up to 5 closest results for each mass)

Elements Used:

C:0-50 H:0-75 N:0-5 0:05

AD04/CPSU-4/017 \ /

UT1210_283 17 (0.325) Cm (17:32-92:103) 1: TOF M3 ES+
z = 6.75e+003

394.1803 ©

1 395.1837

1130.1500 426.2038

o 1711850 2080408 595 1975 206.2271 97 gg7g  317.0530 495 44gq  362.1677373.3118) 4ng 9099 | 464.1596 4952063 5273200 5563545 973.2540

R AR R e B L B N L o L o KA RN AN LSS o o e w S s e o e e s e L ERRAFRAEEsTanza nanll 111

140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580

Minimum: -1.0
Maximum: 5.0 5.0 80.0

Magg Calc. Mass wDa PPM DBE i-FIT Formula

4.1803 394.1807 -0.4 ~-1.0 16.5 0.1 C27 Hi¢ N 02
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Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.0, max = 80.0

Element prediction: Off O
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons \ \
185 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
Elements Used:
C:0-40 H:0-55 N:0-3 0:04 Cl 0-1 O
AD05-CPSG4-013
UT1210_03 22 (0.412) Cm (22:28-87:97) 1: TOF MS E!
[\ 16264
100+ 390.1629 > =
] =
] 491.2832
] 392.1598
] 493.2801
| 276.0265 203163
| 260.0485 | 290.1540 . 4942827 593.3083
: 74,1313 2120200 0550 1 ﬁ vackia GO \, 6333376 porapso 7845763775344 B90.1361 9068632 _ 0914189
uﬁﬁ_m,._,__,7_~,__,__,_,#,,_,7“_,,Lv__f__,,_,,,_f,.,_f_._—,__,__A,_f,,.,f.,,._‘ﬁ_‘_‘,__,._,v,.,,f,,7_—,_u7__f_kf__,vf,_V____.,M_,__7_V,_W_A,__m__,_u,,.f,v_,__,._4'_-_.,_~,_,_m
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Minimum: -1.0
Maximuam: 5.0 5.0 80.0
Mass Calc. Mass mba PPM DBE 1-FIT Formula
390.1629  390.1625 0.4 1.0 13.5 3.4 €25 H25 N O Cl
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Elemental 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 = 2 \

Monoisctopic Mass, Even Electron lons

188 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass) O
Elements Used:
C:0-45 H:0-65 N:0-5 0:0-5 -
AODB\CPSG-4-014 /Y @
UT1110_158 35 (0.649) Cm (34:39-82:93) > ~ 1: TOF MS ES+
2.18e+003
100+ 426.2790
9 555.4299
| 427.2818
| 556.4312
] 428.2836 557.4348
o. AwohmmoamohmwmmdmbAmm 290.1552 370.2162 / AB4.2302 % 6404588 693.5647 769.6525 mmewmom 882.3994 mmmmmmﬁsn
,,_,7‘,_>_,,,,_,,,__‘_,__,_,.7__,#7__,gﬁ_a_gﬁ_g_,_,_4,_,_A,_7_,,7._,_7_.,.7_,_g7,,.kv,____,.,>~,_,_MﬁA__f.,__f,._L_,._,___;_7_,_.7k.,__,.._4_4_ﬂ_._4.7__4mm~,_~_;.,___.,,ﬁ___,_,_>__

100 150 200 250 300 350 400 450 500 560 600 660 700 750 800 850 800 950 1000

Minimum: -1.0
Maximum: 5.0 5.0 g0.0
Mass Calc. Mass mDa PEM DBE i-FIT + Formula

26,2790 426.2737 -0.7 -1.6 13.5 0.1 C30 Hi¢ N ©
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Elemental 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
117 formulae) evaluated with 1 results within limits (up to 4 best isotopic sm”o:mw for each mass)

Elements Used:

C:0-35 H:0-60 N:0-4 0:04

OH

AQ05/CPSG-4/015 / \
UT1210_189 16 (0.293) Cm (13:22-64:72) > 1: TOF MS ES+
> 2.44e+004
N~
100- 372.1955 >~
501.3474
] 410.1508
ch
130.158
j 354.1842 502.3504
] 4114535 4733152 % :
| 131.1620 503.3548 701.4910 765.3666
SRR A LN TP Nl I Y @3 50y 576.7581597.3146 679.5098 PR pr a0 soaore TR gg7 000
,_.,__,__7__,._,__77_,._,,_kf__,__kv_,a__gﬁ_u,__f_,__,_.,__,V_77__,__,7_7__,v_g,_‘ﬁ_.,_‘,._,ﬁ__,__,._,7_.,__,_.,__,___v_,,_L,__f_L.__,__,___._#__,._,,.,‘_,,_7>,.>7_,,_74, 7.,,_7
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Minimum: -1.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
372.1955  372.1964 -0.9 -2.4 13.5 2.2 25 H26 N O2
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Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotepic Mass, Even Electron lons

94 formula(e) evaluated with 1 results within limits (up to 4 best isotopic matches for each mass)
Elements Used:

C:0-40 H:0-55 N:0-3 0:04

AQ05-CPSG-3-016 o —
UT1210_05 30 (0.560) Cm (28:34-63:101) 1: TOF MS ES+
2.00e+004
100 426.2817 5274008 [Ny
= k)
| =
% 528.4042
] 427 2847
] 4067
| 276.0268 428.2873 529 |
__A_im,u,7v,_._>_,_ﬁ.,_._;_,u7.,,,7_,_,_g_,_7_,_._,_,.7,_,___>_,7ﬁu,___,.,7,,_,___,kmAr,_i___._.,,_7.~_>_,.7Lw,_A_A_,.,_.____,u,Lw,_,____._f_,.ri.,,_?.>__m_u.,_,,.>_,_,_ﬁ,.>.ﬁ__m,“
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Minimum: -1.0
Maximum: 5.0 10.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula

6.2817 426.2797 2.0 4.7 13.5 2.4 C30 H36 N ©
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Elemental 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 Electren lons

105 formula(e) evaluated with 3 results within limits (up to 4
Elements Used:

C:0-28 H:0-35 N:0-2 0O:0-3 F:03

OH

A

closest results for each mass)

O_l_l
AGOSICPSG-4/017
L
UT0211_174 18 (0.338) Crn (18:24-78:86) I\ 1: TOF MS ES+
> 3.42et+004
00 408.1774 _
| (]
N =
% |
| w%.acm
] | 410.1872 442.2742 4461323 480.2295
0 1357.9491 _366.1633 3781699 367.2812.300.1666 1092/ 4224760 4321638 yagzor [ L AS01 4642567 4T1I8TS |, Amaas
_,_,,—,_‘,m,_,__,____V___—A_>__,_,__,___m__,___‘_/_w__,_7__._m_.,_4____w_—_.7_,__4_>__‘_A_—__,_,___7_7_7.7,_777.,.,)77,,_7_._.—,_,____‘
355 360 365 70 375 380 385 300 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485
Minimum: -1.0
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
408.1774 408.1775 -0.1 0.2 13.5 1.6 me H24 N 02 F2
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