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Padmanabha Kattamuri, In-PVK-D-4  University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521
Qtof_41000 21 (1.507) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00) 1: TOF MS ES+
100 420.2 1.07e4
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 600.0
Element prediction: Off
Number of isctope peaks used for i-FIT = 3
Menoisotopic Mass, Even Electron lons
88 formulale) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-150 H:0-250 N:2-4 O:2-4 P:01
Padmanabha Kattamuri, In-PVK-D-4 University of llingis, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_41000 26 (2.043) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70);, Sm (SG, 2x5.00); Cm (28:30) 2 TOF MS ES+
1.272+003

100 420.2

8-

01, 4102 4114 41304133 41434161 41714174 4184 4193 | “21? 4223 4232 204252 4263 4272 4282 42034302 *°°

4100 4120 414.0 416.0 4180 4200 4220 4240 4260 4280 4300

Mindrmum: -1.5
Maximum: 5.0 10.0 EL‘:'IO.'EI
Mass Calc. Mass mDa PPM DBE i-FIT Formula
420.2425  120.2416 0.9 2.1 7.5 3.2 €22 H35 N3 03 P
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Padmanabha Kattamuri, PVK-D-2

University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521
Qtof_41962 39 (2.793) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (39-10x8.000) Somn 1: TOF M? 1E§e+4
100 _ ) .
Compound 6d
|
| H - H :
}N ,N{ |
0~ \N
' /@ OCH3
= 558.3
;52?.3
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min=-1.5, max =8600.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
115 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-150 H:0-250 N:2-4 0:2-4 P:0-1
Padmanabha Kattamuri, PVK-D-2 University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521
Qtof_41962 32 (2.257) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70); Sm (SG, 2x3.00); Cm (31:33) 2: TOF MS ES+
4.85e+002
100- 526.2842
527.2883
ﬂ U0 stoamo sioser VI g S99 | WU SHION nro0ms sszame swsares

A RAREE BRI % T
512.0 514.0 516.0 518.0 520.0 522.0 524.0 526.0 528.0 530.0 532.0 534.0 536.0

Minimum: -1.5

Maximum: 5.0 10.0 600.0

Mass Calc. Mass mbDa PPM DBE i=-FIT Formula

526.2842 526.2835 0.7 1:3 11:5 1.2 C2%9 H41 N3 04 P
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Padmanabha k_aﬁamu_l_'i; PVK-D-12 University of_llinoié, é&é_,_ﬂﬂégg _éiiéctrometry Lab  Q-tof UE521

Qtof_41960 39 (2.793) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (39:41-7:10x8.000) 1. TOF MS ES+

100 450.2 1.21e4
Compound 6e

482.3
'a.?_.
i
|
| |
i
| i
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 6G0.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass. Even Electron lons
96 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-150 H:0-250 M: 24 0O 24 P:01
Padmanabha Kattamur, PVK-D-12 Liniversity of lingis, S5, Mass Spactrometry Lab O-tof UESZ1
Qtof_41950 52 (3.,721) AM (Cen 3, 80.00, Ar,15000.0,716.46,0.70,L5 3); Sm (SG, 2¢3.00); Cm (52:534) 1: TOF |'l'ﬁu15 Egpnta
4. 0Te+
450.2511

o 451.2556

.:5:-, 1_'_424.2403 4201815 430.3807  434.2577435.2508  440.22524412300 442043 yqgop7 | | AO4EOTO GOTEET  agppeny

- T T T T T L | T Lo | 1 | T I L DL LI IR L LA T T T T 1 1 T
425.0 430.0 435.0 4400 4450 450.0 455.0 450.0

Minimums: -1.4
Maximum: 5.0 10.0 0.0
Mass Calc. Mass mCa FEM DEE i=FIT Formula
450.2511 4502522 -1.1 -2.4 7.5 21.2 C2% H37 H3I 04 P
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Compound 6f
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Padmanabha Kattamuri, PVK-D-59  University of llinois, SCS, Mass Spectrometry Lab " Q-tof UE521
Qtof_41970 35 (2.507) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (35-12x8.000) 1: TOF MS ES+
_ 466.2 1.88e4
100 i
Compound 6f |

%

498.3

!45? 2

484.2
499.3

i
0 ; e — — miz
50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = £00.0
Element prediction; Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
183 formula(z) evaluated with 2 resutts within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-150 H:0-250 N:24 0:24 P:.01 S:0-1
Padmanakha Kattamuri, FYE-D-59 Univarsity of lingis, SC3, Mass Spectrometry Lab Q-tof LES21
Qta‘fj‘lﬁ?ﬂ 29 (2.042) AM {Can 3, B0.00, Ar,15000.0,716.45,0.70); Sm (36, 2x3.,00); Cm (2825 2: TOF Ms ES+
3 20e+002
100 o
E"E 453.1383 - 4562544 458.2300450.8032 4518160 464.8452 ‘5?1?31 3I 468.2242 471.3308 474.0655474 8588
||! T : || L L O I L L L) T ™ ™rrerrrr 'IIE ™T L B I ™M rrirrrrrrTTTT 1T T T
45200 454.0 458.0 458.0 480.0 452 .0 464.0 466.0 4650 470.0 472.0 4740 4750
Minimum: -1.5
Mamimm: 5.0 10.0 600.0
Mass Cals. Mass EDa FEM DEE i-FIT Farmala
466,2306  4B6.2293 1.2 2.6 7.5 2.2 c23 H3IT W3 03 P 8
466.22460 4.5 9.7 12.5 5.7 c2o H3IZ NI 03 B
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Compound 6g

E
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24.086
—23.206
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Padmanabha Kattamuri, PVK-D-11  University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521|
|Qtof 41959 27 (1.900) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (26:27-5:10x8. 0;03(23 2: TOF MS E985+4
e100

Compound 6g |

IE:S

Q
/@ OCH3

| 4523
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction; Off _
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons .
91 formula(e) evaluated with 1 results within limits (all results {up to 1000) for each mass)
Elements Used:
C:0-150 H:0-250 N:2-4 0:2-4 P:0-1
Padmanabha Kattamuri, PVK-D-11 University of llinois, SC5, Mass Spectrometry Lab Q-tof UES21
Qtof 41959 24 (1.686) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70); Sm (SG, 2x3.00); Cm (21:24) 2: TCJI; EEH Fﬂ?t;z
4342575
b 442 3027
4352580 4362677 4392690 .
lasise s By sz asum | PO O aseose T ara01 #
T 1T ™ rrrrrrrorert ' T T LI | T T T ™ T i |
Y, 428.0 430.0 432.0 434.0 436.0 438.0 440.0
Minimum: =1.5
Maximum; 5.0 10.0 600 .0
Mass Calc. Mass mDa FEM OEE i=FIT Formula
£34.2575  434.2573 0.2 0.5 7.5 0.5 €23 H3T N3 03 P
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Compound 6h
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Compound 6h
N_ N B
SP E
07 N !
\\A/
J O
Br OCH;4

w
3
o o
3 T 2 3
a ] 3 =
} —
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gPadmanébha Kattamuri, PVK-D-3 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
|Qtof_41963 36 (2.579) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (36-19x8.000) 1: TOF MS ES+
{ 100- 498.?259 1.76e3
i
|| Compound 6h ;
. i500.1245
L |
H o H
! NN 5
| //P\
| 0" N
VA
I Pen-
! . OCH,

S |
i
|
| 5151749
543.1892
0 = . I bl N 1T il T L AL N —— ~ miz
50 100 150 200 250 300 350 400 450 500 550 600 650 700
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off

Number of isotepe peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

87 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-150 H:0-250 N:24 0:2-4 P:0-1 Br 11

Padmanabha Kattamuri, PVK-D-3 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_41963 34 (2.400) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70); Sm (SG, 2x3.00); Cm (31:36) 2: TOF MS ES+
7.77e+002

100 498.1512 500.’1495

9; 489.2681 | 490.?:019 491.69501494.2374. 49?.2461 497.1448 { 499.11567 | | 501,1523 502.1618503'2727 505.3135 508.3327 -

| B 2 ™ TrTrTY I L B A | r UL B B B | I 1 | LB B rTTTrTer  SBLABA A B 2 o 2 B o e n o e b b 1 f
480.0 492.0 4940 496.0 498.0 500.0 502.0 504.0 506.0 508.0

Minimum: -1.9
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PPM DBE i-FIT Eormula_
498.1512 498.1521 -0.9 -1.8 7.5 0.5 C22 H34 N3 03 ? Br
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Padmanabha Kattamuri, PVK-D-39 University of llinois, SCS, Mass Spectrometry Lab Q-tof UE52;i§

Qtof_41965 36 (2.578) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (36:38-8:13x8.000) 1: TOF MS ES+ |

100+ 454.2 1.85e4|
' Compound 6i

= .
|
|
: |
| |
| f
1456.2
| |
i .
5 I
I
i:
I
| 4862
|
|457.2
' 488.2
[ — S —— —_ : [ JiL e -— m/z

50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 600.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
87 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-150 H:0-250 N:2-4 0:2-4 P:01 Cl1-1
Padmanabha Kattamuri, PVK-D-39 University of llincis, SCS, Mass Spectrometry Lab Q-tof UE521
Qtof_41965 51 (3.650) AM (Cen 3, 80.00, Ar,15000.0,716.46,0.70,LS 3); Sm (SG, 2x3.00); Cm (51:54) 1: TOF MS ES+
2.55e+003
100 454,2024
3 456.1998
0. 4911308 4393683 4422506 4430232 47197 aassunz asozens asz2ms A spoatar 46220240218
4360 4380 440.0 «20 444.0 4460 480 4500 4520 4540 4560 4580 4600 4620 4640

Minimum -1.5
Maximum: 5.0 10.0 £00.0
Mass Calc. Kass mbé PPN DBE i~FIT Formula
454.2024  454.2026 -0, -0.4 x B 1.8 C22 H34 N3 03 P ClL
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Compound 6j
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1.286

//5.

272
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\—-7 361
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1.315
////r—1-301

7.388
7.378
7.373

6.940
Vam
908
6.905
1.735

/
©

2.945

3.326

“‘\(:?.356

T T T T ] T T x5 I T T T T I T T T T l T T T T I T T T T r T T T T l T T T T r T =
7 6 5 4 3 2 1 pPpm
o o LA L gy
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Compound 6j
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Compound 6j
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Padmanabha Kattamuri, PVK-D-41 University of llinois, SCS, Mass Spectrometry Lab_  Q-tof UE521
Qtof_41966 36 (2.593) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (36-7x8.000) 1: TOF MS ES+
100 438.2 9.07e3
Compound 6j
4?I|J 3

| HQIH ‘

| RX |

J! 0// \N !

- VAN

@ 0c1-13

456.2
471.3
50 100 150 200 250 300 350 400 450 500 560 600 B850 700
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE; min =-1.5, max = 600.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
87 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-150 H:0-250 N:2-4 0:24 F:11 P:.041
Padmanabha Kattamuri, PVK-D-41 University of linois, SCS, Mass Specirometry Lab Q-tof UE5S21
Qlof_41966 32 {2.271) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70); Sm (SG, 2x3.00); Cm (30:33) 2: TOF MS ES+
1 54e+003

100- 438.2326

%1

0., 4312768 1T a3am0 4zt anon0 asenETaTOE S sanzsee 12992 4423000 4329904436078

4310 20 433.0 40 | 4350 4360 4370 4380 4390 4400 4410 4420 4430 4440

Minimum: -1.5
Maximum: 5.0 10.0 £00.0
Mass Calc, Mass mDa PPM DBE i-FIT Formula
438.2326  438.2322 0.4 0.9 7.5 3.2 €22 H34 N3 03 F P
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Compound 6k
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Padmanabha Kattamuri, PVK-D-57

Qtof_41969 38 (2.721) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (38:39-7:11x8.000)

| 100-
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
115 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-150 H:0-250 N:2-4 0:2-4 P:0-1
Padmanabha Kattamuri, PVK-D-57 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_41969 51 (3.650) AM (Cen,3, 80,00, Ar,15000.0,716.46,0.70.LS 3); Sm (SG, 2x3.00) 1: TOF MS ES+
9.13e+002
100 526.2829
527.2849
°g is17.6808 1% 41052 5202625 521,545 o 3'|42 524,2564 5248190 T 282009 gag 2856 spoe SBIU
o DV e I N e R : o S . -
518, 0 520.0 522.0 524.0 526 0 528 0 530.0 532.0 534 0

Minimum: -1.5
Maximum: 5.0 10.0 500.0
Mass Calc. Mass mDa PPM DBE §-FIT Formula
526.2828 526.2835 -0.6 -1.1 11.5% 0.6 C29 H4l N3 04 P
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Compound 61
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Padmanabha Kattamuri, PVK-D-50 University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521‘

Qtof_41967 36 (2.578) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (36-10:12x8.000) 1: TOF MS ES+ |

100 498.2 7.41e3
\ 500.2 \
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction; Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

87 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-150 H:0-250 N:2-4 0.24 P.0-1 Br1-1

Padmanabha Kattamuri, PVK-D-50 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES521
Qtof_41967 50 (3.579) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70,LS 3); Sm (SG, 2x3.00); Cm (50:52) 1: TOF MS ES+
2.13e+003
100 49(.3.2 500.2
Bl ae5as684672 4891 ‘D913 ams ‘O3 4ess  agra | ¥P? | %2502 5092 504.2 5052 506.2 50725075
0 ! r-'”-'f11| T Trrr ™ T YT ry Y i 8 402000 S0 18 L2 LN B R ‘V_T""|1 BN LR " LN RAREE REAAS z
4868.0 488.0 4900 4920 494.0 496.0 498.0 500.0 502.0 504.0 506.0
Minimum: -1.5
Max imum: 5.0 10.0 600.0
Mass Calc. Mzass mDa PPM DBE i-FIT Formula
408.1522 498.1521 0.1 0.2 oD 0.7 ©22 H34 N3 03 P Br
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Compound 6m
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Compound 6m
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Padmanabha Kattamuri, PVK-D-89(A) University of llinois, SCS, Mass Spectrometry Lab
Qtof_41975 37 (2.650) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (37:38-6:10x8.000)

100-
Compound 6m
HQIH
>~N\P/N
O// \N
\\Q/
W -0
L%
Me OCH;
*
0

50 75 100 125 150 175 200

225 250 275 300 325 350 375
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction; Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
91 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-150 H:0-250 N:2-4 0:2-4 P:0-1

Padmanabha Kattamuri, PVK-D-89(A) University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21

Qtof_41975 52 (3.722) AM (Cen,3, 80.00, Ar,15000.0.716.46,0.70,LS 3); Sm (SG, 2x3.00); Cm (52) 1: TOF MS ES+

1.408+003
100 434 2563
’;:; 172506418.0085" 9012 oo nin 4240984 4y ain  gapsso0aspzang  ASP0BABZO0  gyh 95T 26004 p1gp MIEOTE

..AT_._\-‘-—]—-|—1~-——-——~., rer—e—1 2o P W piar dec B pox v ros e B 06 | ! T T Y  Jca Ty 19 Vou (o m’z

TP, [ 1 [ T
4150 417.5 4200 4225 425.0 4275 430.0 4325 4350 4375 440.0 4425 4450

Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PEM DBZ i=FIT Formula

434.2563  434.2573

1.0 =2.3 7.9 3.5 C23 H37 N3 03 P
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Compound 6n
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Compound 6n
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Compound 6n
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Padmanabha _k'éttamuri, PVK-D-87 Univers_ify of Illnois,_ EE:E ﬁéé_éns_pet':trbmetry Lab Q-tof UE521
Qtof_41974 47 (3.364) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70,LS 3); Sm (SG, 2x3.00) 1: TOF MS ES+
100 454.2 573
Compound 6n |
YL
_P
0/ \N
VAN
W /"'//O |
Sl
| OCH,
: Cl
=
|
|
!
456.2
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512.3
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Elemental Composition Report

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

87 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-150 H:0-250 N:2-4 0:244 P:0-1 CI 11
Padmanabha Kattamuri, PVK-D-87
Qtof_41874 47 (3.364) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70,LS 3}; Sm (SG, 2x3.00)

100

% 4264672

0+ vy
Minimum:
Maximum:
Mass

454.2018

430.0

Calc. Mass

454.2026

435.0

University of llinoes, SCS, Mass Spectrometry Lab

454.2018

456.2002 4542110
4342033 4302303 441.3871444.1673  4AB2751440.2888 | ) | L T

T
4400 4450 450.0 455.0 460.0

=].5
5.0 10.0 €00C.0
mha PEM DBE 1-FIT Formula
-0.8 ~1.8 7.5 0.2 C22 H3é& N3 03 ? Cl
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Compound 60
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Compound 60
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Padmanabha Kattamuri, PVK-D-6 University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521
Qtof_41971 47 (3.364) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70,LS 3); Sm (SG, 2x3.00); Cm (47:48) 1: TOF MS ES+
438.2 2.64e3
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 800.0
Element prediction: Off
Murnber of isotope peaks used for i-FIT =3
Maonoisotopic Mass, Even Electron lons
169 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)
Elements Usad:
C 0-150 H:0-250 M: 24 O:24 P:01 85:01 F 1
Padmanabha Kattamur, PVE-D-6 University of lingis, SCS, Mass Spectrometry Lab Q-tof UES21
Qitof_41971 47 (3.364) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70,LS 3); Sm (SG, 2x3.00); Cm (47:48) 1: TOF MS ES+
2 B4e+003
100 ; 4382317
| 4392351
W AU aoms sz aspses adepieyr M7 | TRIRL a0z e sesr o,
432.0 433.0 4340 4350 436.0 437.0 438.0 4390 4400 4410 4420
Minimum: ~-1.5
Max imgrn: 5.0 10.0 &00.0
Mass Calc. Mass mba PFM DBE i=-PIT Formuala
438.2317  43B.2322 -0.5 -1.1 7.5 0.3 C22 H34 N3 03 P F
43B8.23506 -3.9 -8.9 2.5 8l.5 Cl% H38 N3 03 P § F
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Compound 6p
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Compound 6p
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Padmanabha Kattamuri, PVK-D-53(B) University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521

Qtof_41968 36 (2.578) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (36-10:12x8.000) 1: TOF MS ES+

100 | 470.3 8.99e3
| Compound 6p

%

f | ‘ 502.3
4713

488.3
‘ 503.3

0 . - v gt

50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
103 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used.
C:0-150 H:0-250 N:2-4 0O:2-4 P.0-1
Padmanabha Kattamuri, PVK-D-53(B) University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521
Qtof_41968 54 (3.864) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70.LS 3), Sm (SG, 2x3.00) 1: TOF MS ES+
4.97e+002
1 00_ 470.2577
‘ 5 2469 4582278 489178 ‘4907 4ggapg 440 AOIR epngy ik 259‘| VENR  amastamrsey 4708
456.0 458.0 460 0 452.0 464.0 4660 468.0 4700 4720 474.0 476.0 478.0
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc, Mass mDa PPM DBE i-FIT Formula
470,257 470.2573 0.4 0.9 10.5 0.9 C26 H37 N3 03 P
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Compound 6q

H
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Compound 6q
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Compound 6q
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Padmanabha Kattamuri, PVK-D-67(A) University of llinois, SCS, Mass Spectrometry Lab
30(0f_41972 42 (3.007) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70,LS 3); Sm (SG, 2x3.00); Cm (42:45)

100

Compound 6q

e

(o)

‘ o “, -0
| .
OCH;

7\

ez

%

0- . ; ‘ L T »
50 75 100 125 150 175 200 225 250 275 3

00 325 350 375 400 425 450 475 500
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 800.0
Element prediction: Off

Mumber of isotope peaks used for FFIT =3

Monoisotopic Mass, Even Electron lons
103 formulz(e) evaluated with 1 results within limits {2/l results (up to 1000) for each mass)

Elemants Lsad:
C:0-150 H: 0-250 N-24 0O:24 P01
Padmanabha Kallamur, PYR-D-6T(A) Universily of linois, SC3, Mass Spectromelry Lab Qetof UES21
Giof 41672 42 (3.007) AM (Cen,3, 80.00, Ar.15000.0 716.46,0.70.L5 3); Sm (G, 2x3.00): Cm (42:45) 1: TOF MS ES+
2.70e+003
e 470.2565
% 471.25585
0d 4632043 4852530466.2288407200746.2250 460343 4722654 4732601 474 2636475 26575476 2600477.2681
L 4B4D 4650 480 4700 4720 4741 4780
HMinimLm: =1 .
Maxiewm: 5.0 10.7 60,0
Mass Calc. Mass mba FPH DBE i-FIT Formula
470. 2565 470.2573 -0.8 =1.7 10.% 1.1 G268 HI? H3I 03 P
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Compound 6r
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Compound 6r
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lPadmanabha Kattamuri, PVK-D-18 University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521|
Qtof_41961 34 (2.436) AN (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (34:37-7:14x8.000) 1: TOF MS ES+
4422 3.26e4
100
_ Compound 6r |
- cn
P
o
/ \‘ % =0 I
[0> OCH, :

%

443.2
410.2 i

50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
90 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used.
C:0-150 H:0-250 N:2-4 0:2-4 P:0-1
Padmanabha Kattamuri, PVK-D-18 University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521
Qtof_41961 29 {2,043) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70); Sm (SG, 2x3.00); Cm (27:30) 2. TOF MS ES+
4.968+002
100 410.2219
qf; 430885 4052213 402319 4OT2062 4082086 i 5?7] i sz A1I2G4 st ;1_4-97232
TTTTTrT T e on e e o0 L I B Y EEpomEsoncAREERER RS RE N U] U e s | AL L ELELE S N T Ty YTT ™ ™
404.0 4050 406.0 407.0 408.0 409.0 410.0 411.0 4120 413.0 4140 415.0
Minimum: ~1.5
Maximum: 5.0 10.0 600.0
Mass Cale. Mass mDa PEM DBE i-FIT Formula
410.2219  410.2209 1.0 2.4 6.5 0.7 C20 H33 N3 04 P
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2o 9
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Compound 6s
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Padmanabha Kattamuri, PVK-D-38 Univérsity of llinois, SCS, Mass Spectrometry Lab _  Q-tof UE521|
Qtof_41964 38 (2.721) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (38-12x8.000) 1: TOF MS ES+ |
- 458.2 7.28e3
i
5 Compound 6s

O/ \N
X %0
Ol
OCH,

%

426.2

459.2

4272 4602
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min=-1.5, max =600.0
Element prediction: Off

Number of isolope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
178 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-150 H: 0250 N:2-4 0O:24 P:01 5:01

Padmanabha Kattamuri, PVK-D-38 University of [ingis, SCS, Mass Spacirometry Lab Q-1of UES21

Citof 41864 47 (3.364) AM (Cen 3, 80.00, Ar15000.0,716.46,0.70.L5 3) Sm (3G, 2x3.00); Cm (47:49) 1: TG; ﬁ EE?U+3

. hal=h g
4261674
ot | 427.2015
'ﬁg | 401.2245402.1728406.2329 “13-21”? 416.0173 418 0085419.0145 4230948 | = 4342585 P T

T T T L B [ B (N B B B R L E B B S B B T T T T T T 7 T T i T T T 1 T 1 T
400.0 4080 410.0 4150 420.0 425.0 430.0 4350 4400

Mirndimum: -1.5

Ma 2 imum: 5.0 10.0 w000

Mass Calc. Mass mDa FEM DEE i=FIT Fermula

426.1974 426.1920 =0.6 =1.4 B.5 .2 C20 H3E3: W3 o3 P 5

4261947 2.7 6.3 11.5 J6.8 G223 H29 N3 O3 P
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Padmanabha Kattamuri, PVK-D-93(B) University of llinois, SCS, Mass Spectrometry Lab ’ Q-tof UE521

Qtof_41976 36 (2.579) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (36-9x8.000) 1: TOF MS ES+

100 466.3 1.25e4
Compound 6t

>—N\ N
P

O’/ \N
LN\

o -0
T
D

%

467.3

y o B SRS Sl e . i S ) e I w0 SSEERPIINS ) JA I R e 11174
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
91 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used.
C:0-150 H:0-250 N:2-4 0:2-4 P:0-1
Padmanabha Kattamuri, PVK-D-93(B} University of llnols, SCS, Mass Spactromelry Lab Q-1of UES21
Qtof_41976 51 (3.850) AM (Cen.3, 80.00, Ar,15000.0,716.46,0.70,LS 3); Sm (SG, 2x3.00); Cm {51:52) 1 TOI; rglgse E{?(;s
100 434.2570

%~_. 1435.2604 436,2651 441.2643

418.0128 4201446 4o 1004 4252049 4282169 4P9TOOS 4335536 O 440.2560 443.0657 446.2160
T R AR A I A R R A A R R el a s s pnaanana s et REH RAR RASAS RARRE LBARN LA/ o Ao R AR 1 EE R

T T D T aB0 ah0. | AoeD A0 | ABD. 420 ASKD | 490 | 4380 4400 | 4420 4MD  A4ED i
Minimum: -1.5

Maximum: 5.0 10.0 £00.0

Mass Calc. Mass mba PPM DBE i-FIT Formula

434.2570  434.2573 -0.3 -0.7 7.5 3.5 C23 H37 N3 03 P
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Padmanabha Kattamuri, PVK-D-86  University of llinois, SCS, Mass Spectrometry Lab
Qtof_41973 39 (2.793) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (39-7:10x8.000)
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 800.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
94 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-150 H:0-250 N:2-4 0:2-4 P:0-1

Padmanabha Kattsmur, PVK-D-86 University of inois, SCS, Mass Speciromelry Lab Qtof UES21

Qof_41973 51 (3.650) AM (Cen.3, 80.00, Ar,15000.0,716.46,0.70.LS 3): Sm (SG, 263.00); Cm (51:52) 1: TOF MS ES+
1.49e+003

1001 4482727

s aao0 saray MO yqoraaanizng W10 | TR oz g zres asaoeen T asacase |

M10 420 | 430 440 M50 MBO  MI0 480 490 4500 4510 4520 4530 4540

Minimum: =109

Maximum: 5.0 10.0 600.0

Mass Calc. Mass mba PEM DBE i-FIT Formula

448.2721  448.2729 0.2 0.4 75 2.2 C20 39 N3 03 P
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Compound 6v
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Padmanabha Kattamuri, PVK-D-102(A) University of llinois, SCS, Mass Spectrometry Lab - Q-tof UE521

Qtof_41958 42 (3.007) AM (Cen,5, 80.00, Ar,15000.0,0.00,0.70); Sm (SG, 2x5.00); Cm (42:43-9:12x8.000) 1: TOF MS ES+ |
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
97 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-150 H:0-250 N:2-4 0:24 P:041
Padmanabha Kattamuri, PVK-D-102(A) University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_41958 30 (2.757) AM (Cen,3, 80.00, Ar.15000.0,716.46,0.70); Sm (SG, 2x3.00); Cm (39) 2: TOF MS ES+
4.93e+002

100 4622881

% 453.2921

o, M2 gsozmspasiitr assaeen *OO asezsas a0 "R A oo seudsnn aTozee0ars1zes

4480 4500 4520 4540 456.0 4580 4600 4620 46'4.0 4660 4680 4700 4720 4740

Minimum: -1.5
Max imum: 5.0 10.0 600.0
Mass Ccalc., Mass mDa PoM DBE i=FIT Formula

462.2881  £62,2886 0.5 -1.1 7.5 0.5 C25 EH4I N3 03 P
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