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Preparation of NMR samples.
10mM of the studied compound were dissolved in 100mM a-cyclodextrin solution in DO (ratio substrate/CSA was
1/10). NMR spectra were recorded at different temperatures ranging from 15 to 75°C. Small amount of NaOD or DCI

were used to reach the pD of interest.

Figure S1. 3P § variation of racemic mixture of B-hydroxyphosphonates according to the temperature of analysis, at
pD 11.7. Separation of enantiomers were visible at 25°C and 15°C, the best separation was observed for 15°C.
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Figure S2.. P § variation of racemic mixture of B-hydroxyphosphonates according to pD value, at 15°C. Separation of

enantiomers was observed at pD 11.75, but not at higher or lower pD.
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Figure S3. 3P § variation of racemic mixture of B-aminophosphonates according to pD value, at 15°C. Separation of

the two isomers are visible at pD 10.8 but the best result was observed at pD 12.3.
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Synthetic pathway for compound 11b
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Diethyl-(4-hydroxy)-but-1-en-1-yl-phosphonate.

3-Butyn-1-ol (20 mg) was dissolved in a glass vial (diameter : 1 cm, thickness : 0.65 mm) with diethylphosphite (100
eq). Then, 2,2-dimethoxy-2-phenylacetophenone (DPAP, 0.5 eq) was added and the reaction mixture was stirred under
UV activation (UV-A lamp, Amax = 365 nm, 4 x 15W tubes; vial located 2.5 cm away from the lamp) for 30 min. The
reaction mixture was diluted in ethyl acetate and the resulting solution was washed with aqueous saturated NaHCOs.
The organic layer was dried over MgSO4and concentrated in vacuo. The crude was purified by flash chromatography
on silica gel (CH2Cl,/MeOH gradient) to obtain the desired compound (59 mg) in quantitative yield and as a 9:1 mixture
of Z:E isomers. *H NMR (500 MHz, CDCl3) § 6.78 (ddt, J = 22.0, 17.2, 6.8 Hz, 1H, CHCH,, E-isomer), 6.61 (ddt, J =
52.8, 13.0, 8.2 Hz, 1H, CHCHy, Z-isomer), 5.75 (ddt, J = 19.0, 13.0, 1.2 Hz, 1H, CHP, Z-isomer), 4.24 — 3.96 (m, 4H,
OCH.CHz), 3.74 (t, J = 5.9 Hz, 2H, CH,OH), 2.79 (ddd, J = 12.0, 5.6, 1.9 Hz, 2H, CH,CH), 1.33 (t, J = 7.1 Hz, 6H,
CH2CHs). 3C NMR (126 MHz, CDCls) § 150.7 (d, J = 4.4 Hz, CHCH?), 119.3 (d, J = 182.2 Hz, CHP), 61.9 (d, J = 5.6
Hz, CH,CHs), 60.9 (d, J = 2.2 Hz, CH,OH), 33.9 (d, J = 8.5 Hz, CH,CH), 16.5 (CH3sCHy>). 3'P NMR (202 MHz, CDCl5)
& 18.1 (s, E-isomer), 17.8 (s, Z-isomer). HMRS TOF ESI+ Found : 209.0943; Calculated for CsHis04P : 209.0943
(M+H)*

Diethyl-(2)-(4-(2-(bis(tert-butoxycarbonyl)amino)-6-methoxy-9H-purin-9-yl)-but-1-en-1-yl) phosphonate

Diethyl-(4-hydroxy)-but-1-en-1-yl-phosphonate (300 mg, 1 eq.) was dissolved in anhydrous CH,CI,/Et,0O (2/1, v/v) at
25°C. The nucleobase (1.5 eq.) was added, then triphenylphosphine (PPhs, 1.6 eq.) and diethylazodicarboxylate (DEAD,
1.6 eq.) dropwise. The reaction mixture was stirred for 24 hours and reaction progress was monitered by TLC
(CH.Cl2/MeOH 95/5 v/v). The reaction mixture was concentrated in vacuo and purified by flash chromatography on
silica gel (CH:Cly/MeOH gradient), which allowed to separate Z and E-isomers. The title compound (440 mg) was
obtained in 55% yield. *H NMR (500 MHz, CDCls) & 8.04 (s, 1H, H-g), 6.41 (ddt, J = 51.6, 13.0, 7.6 Hz, 1H, CHCHy),
5.69 (ddt, J = 17.8, 13.0, 1.4 Hz, 1H, CHP), 4.37 (t, J = 7.0 Hz, 2H, CH,N), 4.14 (s, 3H, OCHs), 4.09 — 3.97 (m, 4H,
OCH.CHj3), 3.30 — 3.09 (m, 2H, CH,CH), 1.45 (s, 18H, CHs), 1.30 (t, J = 7.0 Hz, 6H, CH3;CH,). *C NMR (126 MHz,
CDCl3) 6 161.6 (C-g), 152.5 (d, J = 116.3 Hz, C.;), 151.2 (s, C.4), 147.6 (d, J = 3.5 Hz, CHCH), 143.1 (CH-g), 121.0 (d,
J =182.4 Hz, CHP), 120.0 (C.s), 83.2 (C(CHa)3), 61.8 (d, J = 5.5 Hz, CH>CHs3), 54.7 (OCHz3), 43.0 (CH2N), 30.8 (d, J
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= 8.0 Hz, CH,CH), 28.1 (CHs), 16.5 (d, J = 6.3 Hz, CH3CH,). *'P NMR (202 MHz, CDCl3) 6 15.5. HMRS TOF ESI+
Found : 556.2535; Calculated for C24H39NsOgP : 556.2536 (M+H)".

Diethyl-(2)-(4-(2-amino-6-methoxy-9H-purin-9-yl)-but-1-en-1-yl)phosphonate

To a solution of diethyl-(Z2)-(4-(2-(bis(tert-butoxycarbonyl)amino)-6-methoxy-9H-purin-9-yl)-but-1-en-1-
yl)phosphonate (261 mg, 1 eq.) in anhydrous dichloromethane (3 mL/mmol) was added at room temperature a solution
of TFA (8 mL/mmol) in anhydrous dichloromethane (3 mL/mmol). The reaction mixture was stirred for 3h with TLC
monitoring (DCM/MeOH, 9/1, v/v). Then, the reaction mixture was diluted with CH>Cl,, concentrated under vacuum
and the crude oil was purified on silica gel by flash chromatography (DCM/MeOH gradient, 0 to 10% MeOH) to obtain
quantitatively the desired compound (167 mg). *H NMR (500 MHz, CDCls) & 7.90 (s, 1H, H-g), 6.37 (ddt, J = 51.7,
13.0, 7.7 Hz, 1H, CHCH?), 5.67 — 5.61 (m, 1H, CHP), 4.35 (t, J = 6.7 Hz, 2H, CH2N), 4.06 (s, 3H, OCH3), 3.90 (m, 4H,
CH>CHs), 3.10 (tdd, J = 6.9, 5.0, 2.4 Hz, 2H, CH.CH), 1.22 (t, J = 7.1 Hz, 6H, CH3CH,). *C NMR (126 MHz, CDCls)
0 158.9 (d, J = 6.8 Hz, C.), 157.8 (Cs), 147.6 (d, J = 3.8 Hz, CHCH?), 145.0 (CH.s), 128.6 (d, J = 83.6 Hz, C.,), 120.7
(d, J =182.2 Hz, CHP), 106.8 (C.s), 61.7 (d, J = 5.1 Hz, OCH,CHs), 54.7 (OCH3), 46.5 (CH:N), 31.4 (d, J = 7.7 Hz,
CH,CH), 16.3 (d, J = 6.0 Hz, CH3CHy>). 3'P NMR (202 MHz, CDCls) & 15.33. HMRS TOF ESI+ Found : 356.1489;
Calculated for C14H23NsO4P : 356.1488 (M+H)*

(2)-(4-(2-amino-6-hydroxy-9H-purin-9-yl)-but-1-en-1-yl)phosphonic acid disodic salt 11b

The diethyl-(2)-(4-(2-amino-6-methoxy-9H-purin-9-yl)-but-1-en-1-yl)phosphonate (261 mg, 1 eq.) was dissolved under
argon atmosphere in anhydrous DMF (20 mL/mmol) at 0°C. TMSBr (6.6 eq.) was added dropwise to the solution, and
the mixture was kept at 0°C for 5 min, then allowed to slowly warm to room temperature and stirred for 3 days. The
reaction progress was followed by TLC monitoring (isopropanol/water/ammoniac 7/2/1 v/viv). The reaction was
guenched by addition of a triethylbutylammonium solution (1M, pH 7). The volatiles were removed under vacuum and
the resulting aqueous solution was freeze-dried. The crude was purified on reverse phase flash chromatography
(water/methanol gradient, 0 to 100% methanol), leading to the phosphonate triethylammonium salts as a white powder.
The compound was percolated through a Na* Dowex resin and after freeze-dried of the require fractions the sodium
salts were obtained as a white lyophilizate.The desired compound (130 mg) was obtained in 54% yield. *H NMR (500
MHz, D,0) 6 7.82 (s, 1H, H), 6.11 (ddt, J = 45.8, 13.0, 7.4 Hz, 1H, CHCH,), 5.83 (ddt, J = 17.7, 13.1, 1.6 Hz, 1H,
CHP), 4.15 (t, J = 7.1 Hz, 2H, CH.N), 2.93 (qdd, J = 7.0, 2.8, 1.5 Hz, 2H, CH.CH). C NMR (126 MHz, D,0) & 158.9
(C.), 153.5 (C.,), 151.4 (Cs), 141.1 (CHCH,), 140.1 (CH), 126.3 (d, J = 171.7 Hz, CHP), 115.9 (C.s), 42.8 (CH:N),
30.2 (d, J = 21.8 Hz, 1C, CH.CH). 3P NMR (202 MHz, D,0O) & 10.5. HMRS TOF ESI+ Found : 286.0708; Calculated
for CoH13NsO4P : 286.0705 (M+H)*.
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(R)-(3-(6-amino-9H-purin-9-yl)-2-hydroxypropyl)phosphonic acid (R)-1

Title
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Solvent

Number of Scans
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Thie F-op-2300103. 0000
Camimesy BG.3, 114 RPFa-17Ma
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 2.0 PPM / DBE: min = -1.5, max = 50.0
Elament prediction; QN
Mumber of isctope peaks used for FFIT =4
Monasisolopic Mass, Even Electron kons
385 forrnutaie) evalualed with 1 results within limits {up 1o 20 closes! results for sach mass)
Elaments Lisad:
C:-100  H:0-150 M O-BD O: 050 Pu1ed
SYMART Q7 S8 IERMG RGIRAD i PR
PP IEEFI06 X3 {11,674) AMZ (47, 30000.0,0.00.0.00); Cm [20.35) 1: TOF ME ES-
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Maximum: 5.0 2.0 50.0
Mass Calc. Mass nDa PEM DBE i-FIT Horm  Conf (Y] Pormuala
272.0551  2T2.0649 Q.2 0.7 6.5 1427.9 n/a o/a CH H11 N5 4 P
140U = = - = < e - - - -
1 - Component 1 - 1,773
5 1000
£
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:
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%
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Vo. [Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU*min mAU % %,
| Component 1 1,773 37,404 1267,116 96,74 97,43 na.
i Component 2 2,653 1,262 33,457 3,26 2,57 n.a.
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(S)-(3-(6-amino-9H-purin-9-yl)-2-hydroxypropyl)phosphonic acid (5)-1
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Tithe Pemar 1
Comment BGLTT Nas
P 1deciH-51 D20 [ opt/ topspin cp 12
Sohewes oz0
Mumbes of Seans 128
Speciromater Freguency 131,45
Muctesy a

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10,0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: O

Number of isclope peaks used for -FIT = 4

Monpisolopic Mass, Even Electron lons
342 farmulade) evaluated with 3 resulls within bmits (up ta 20 closes? resulls for each mass)

Elements Usad:
C:0-100  H: 0150 M:0-BD OQ00-BD Na: 22 P11
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g 3 e snxr wsm 710 1 semmmon 20143 B smars TR T msmmeany
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Maximum: 5.0 0.4 50.0
Hass Talc. HMass nmDa FFH DBE i-FIT HWeorm  Coniih) Formula
318.014% 318.,0344 0.5 1.8 5.5 1263.7 0.64% 52.45 CA Hil K5 o4 Ha2 P
318.0331 1.8 5.7 G5 1&64.3 1,251 28.62 C7 HLS H OB MaZ P
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I jon Results
No. |Peak Name Retention Time Ares Height Relative Area | Relative Height | Amount
min mAU min mAU % %
[t |Component 1 1,713 46,130 1566,763 100,00 100,00 na.




(R)-(3-(2-amino-6-ox0-9H-purin-9-yl)-2-hydroxypropyl)phosphonic acid (R)-2
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Title 42-cp-271113.11.1.1r

Comment BC.3.116 RFF3-14Ma+
P31declH-51 D20 / opt/ topspin ep 42

Solvent DzO

Humber of Scans 128

Spectrometer Frequency 121.49

HNucleus 3ty
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T T T T T T T T B T T T T T T T T T T T T T T T T
“ 180 160 140 120 100 80 60 a0 20 0 -20 -40 -50 -80 -100
1 (pom)
Monoisotopic Mass, Even Electron lons
424 formulale) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:0-100 H:0-150 N:0-50 O:0-50 P:1-1
SYNAPT G2-SHUEB205 BGIT1 (RPF1} 31-May-2013
Y-CP13053105 23 (0.4585) AM2 (Ar.30000,0,0.00,0.00); Cm (23:32) 1: TOF MS ES-
9.36e+005
288.05
1%1 2769027897 pg1p5 28926 |_.289.05 283,18 296,98 297.08 3-°‘-|"5 30491 3001731003 311,17 31525 3180631889
Ao ——— - - - 18.96.319,
275.0 280.0 285.0 2900 295.0 300.0 305.0 3100 315.0 az0.0
Mimimuam =1.5%
M immam ¢ 5.0 2.0 50.0
Mass Calc. Mass mDa EFM DEE i-FIT Morm Conf (%) Formula
288.0498  288.04%98 0.0 0.0 6.5 1455.3 n/fa n/a C8 H1l N5 05 P

TOUU - = - = - - = ——

& 1- Component 1 - 1,787
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~5.e.l T T T T T T T =
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Integration Results
No. |Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU*min mAU % %
1 |Component 1 1,797 38,749 1335,498 100,00 100,00 na.
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(S)-(3-(2-amino-6-ox0-9H-purin-9-yl)-2-hydroxypropyl) phosphonic acid (S)-2

[
I
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Tiele pdataf 1

Comment BG.3.137 Na+
P31declH-5I D20 / opt/ topspin ¢p 14
Sabvent D20
Number of Scans 128
Spectrometer Frequency 121 43
Nucleus awp
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Elemental Composition Report

Single Mass Analysis

Tolerance = 10,0 PPM [ DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

T T T T —rT
£ 20 p o 0 e -30 a0 50 &0 B - 0 100

Page 1

401 formula(e) evaluated with 4 results within limits (up to 20 closest results for each mass)

Elements Used:
C:0-100 H:0-150 N:0-50 0:0-50 Na:2-2 P:1-1

SYNAFT G2-SEUEB205 BGITRPF4-5Na+ 16-5ep-2013
Y-CP13091609 11 (0.213) AM2 (Ar,30000.0,0.00,0.00) 1: TOF MS ES+
1.72e+005
334,03
193 a5z 327.25 326,02 33013 334 54 | 350506501 amns 3413 34389 34509 H4B.O7 549 1934980
T T T T T T
326.0 326.0 330.0 3320 3340 338.0 338.0 3400 3420 3440 346.0 3480 3s0.0
Minimum: 1.5
Maximum: 5.0 10.0 50.0
Masa Calc. Mass mDa FFM DEE i-FIT HNorm Conf (%) Formula
334.0302 334.0293 0.2 2.7 5.5 1224.9 0.0%6 90.82 CB H1l N5 OS5 Naz2 P
334.0307 -0.5 -1.5 10.5 1227.6 2,832 5.8% C9 H7 N9 O Naz P
334.0333 -3.1 -9.3 2.5 1228.8 3.981 1.85 C13 H11l N3 03 Na2 P
334 .,0280 2.2 6.6 0.5 122%.0 4.240 1.44 C7 H15 N 09 Na2 P
400 e == -
1- Component 1 - 1,080
3004
2
E
3 200
: J
1o
@y 2- Component2 -2.923
o T
0o 10 20 30 40 50 80 70 80 g0 10
Time [min]
PR :ex Comporent 2_100% at 282 min___ Apex
100,09
i
75.04 Spectral plot could not be created
0.0 3 7,02 288, No spectra selected
am
00 T T T T T
220 250 275 300 325 350 75 400|
Eso Apax Companent 1 100% at .68 min_ Apax
% 5451
100 275,04
20,04
T
-5 T T
220 275 300 325 3% a7s 400)
In Results
No. |Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU‘min mAU % %,
1 Component 1 1,880 10,921 344,675 96,45 95,77 na.
na. [Component2 na. na. na na na. na.
2 Component 2 2,923 0,402 15,231 3.55 423 na.
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(R)-(3-(2,6-diamino-9H-purin-9-yl)-2-hydroxypropyl) phosphonic acid (R)-3
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Title pdata/ 1
Comment BGC.3.136 Na+
P31dec1H-5I D2O  opt/ topspin cp 10
Solven: Dzo
HNumber of Scans 128
Spectrometer Frequency 121.45
HNucleus e
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" Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =4

Monoisotopic Mass, Even Electron lons
386 formula(e) evaluated with 5 results within limits (up to 20 closest results for each mass)

Elements Used:
C:0-100 H:0-150 MN:0-50 O:0-50 MNa. 2-2 P.1-1
SYNAPT G2-SHUEBZ05 BGIG5RPF5-12Ma+ 16-Sep-2013
Y-CP13091610 12 (0.229) AMZ (Ar,30000.0,0.00,0.00) 1: TOF MS ES+
3.88a+006
1 88,08 3Mos 327.03 418.02
% 3242.29251 13 261.13 271.07 301.08 ! U 33305 34514 35503 35713 381.30 39330 400.22 413.27 rﬁ{z
T T T T T T T
240 250 260 7o 280 280 300 310 320 330 340 350 360 3rn 380 380 400 410
Minimum: -1.5
Mazimum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DEE i-FIT Norm Conf (%] Formula
333.0460  333,0453 0.7 2.1 5.5 1198.7 0.013 98.69 CB H12 N6 04 Ma2 P
333.0440 2.0 6.0 0.5 1203.5 4.79%98 0.B2 C7 H1E6 N2 Of Naz P
333.0480 -2.0 -6.0 4.5 1204.2 5.529 0.40 Cl2 Hl1& 06 Naz P
3330466 -0.6 -1.8 10.5 1206.3 7.585 0.0% ©8 HE N10 Na2 P
333.0493 -3.3 -9.9 9.5 1206.7 7.983 0.02 C13 H12Z N4 02 Na2 P
1400 = = = = o
4, 1 - Component 1 - 1737
1000
i
:
3
i 500
° |2 - Component 2-2713
0 T
-200 T T T T T T T T T
0.0 1.0 20 3.0 4,0 50 6.0 7.0 8.0 9.0 10,0
. Time [min] -
110, Apex Component 2 100% at 2.71 min Apex
)
I
50 25373 299.58 el Spectral plot could not be created
No spectra selected
367.38
.10- T T T T T
220 250 275 300 325 350 375 400
20, Apex Component 1100% at 1.74 min _ Apex
100 o
&0 263,50 28333
o]
nm
Wu 275 300 325 350 375 .
i |
lo. |Peak Name Retention Time Area Height Relative Area Relative Height | Amount
min mAUmin mAU % %
Component 1 1,737 76,497 1168,777 95,97 90,28 na.
Component 2 2,713 3,212 125,814 4,03 9,72 na.
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(5)-(3-(2,6-diamino-9H-purin-9-yl)-2-hydroxypropyl) phosphonic acid (S)-3

Titte odatal 1
Comment BG.3.135 Na+
proton15ppm-G4scans-Si D20 / opt/ topspin cp §
Solvent 020 NH
Number of Scans 64
Spectrometer Frequency 300.13 N On (NJ A: ~
Nucleus it Wao) & Q N T R
i A A '\""L
'
e o s
5 |
r T T T r T T T T T T T T T T T T —
o 9 %0 a5 20 75 70 65 60 so . 40 s o 25 o ) 10 o oo
1 jopm

I 8 o

<+ NO [re) © © » ~ =

~ 0O © © © © ~ - ©

O v - - ~ o o < o

- e - - © - = © ™

|
|
|
|
|
|
|
| b 2 |
N Y 1
'
i '
I I
I T
200 150 100 50 0
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i)

Title pdata/ 1
Comment BG.3.135 Naw
P3LdeclH-51 D20 | optf tapspin cp &
Solvent D220
Number of Scans 128
Spectrometer Frequency 121.49
Nuclews ERLS
Jo.{n‘#nén‘;ou:u&oé:unmaha'nr'nn'ns'n-:s:;a'o|'u'u'na'n_;h:u.se-éar'a_a'n"
. i .
_Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM /| DBE: min = -1.5, max = 50.0
Element prediction: Off

Mumber of isolope peaks used for i-FIT = 4

Monaisolopic Mass, Even Electron lons

386 formulale) evaluated with 6 results within limits (up to 20 closest results for each mass)
Elements Used:

C:0-100 H:0-150 MN:0-50 O:0-50 Na:2-2 P:1-1

SYMAPT G2-5#UEB205 BGIS4RPF4-12Na+ 16-Sep-2013
T-CF13081811 & (0.157) AMZ (A1, 30000.0,0.00,0.00), Cm (8.16) 1. TOF MS ES+
8.12e+006
289.08 311.06
W= g3 a7aar 8 301.08 | 313.24305,08 33305337.02351.23356.03 a7 43 8130 30330
a T - - - T T N MMM AARAY AR Rt
260 270 280 290 300 310 320 330 40 350 360 370 380 380
Mindmuam : -1.5
Maximuam: 5.0 10.0 50.0
Mass Calc., Mass wDa PEM DBEE i-FIT WRorm Conf (%) Formula
333.0450 333,0453 0.3 -0.9 5.5 1752.5 0.001 $%.94 OB H12 MNe 04 Na2 P
133, 0440 1.0 3.0 0.5 1760,0 7.502 0.06 C7 H16 N2 08 Na2 P
333, 0480 3.6 -9.0 4.5 1763.2 10.693 0.00 €12 H16 06 Na2 P
333, 0466 -1.6 -4.8 10.5 1765.7 13.140 0.00 ©§ HB N10 Naz2 P
333.0426 2.4 7.2 6.5 1766.2 13.703 0.00 C4 HB N12 02 Wa2 P
333.0421 2.9 8.7 13.5  1768.9 17.402 0.00 C19 H12 O NaZ P
B ET = = = =
250 1-4.447
200
=
T 150
8
H
S 100
<
50
o] 112 (9980 WaT52
vV T (BB & |
-50 T T T T T T T T T
0.0 20 4.0 8.0 8.0 10.0 120 14.0 16.0 18.0 20.0
Time [min]
n Results
No. |Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU'min mAU % % na._
1 4.447 25.454 241.913 98.50 97.38 na.
2 9.998 0.086 1.366 0.33 0.55 na.
3 10.440 0.166 2698 0.64 1.09 na.
4 10.792 0.137 2.446 0.53 0.98 na.
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(R)-(4-(6-amino-9H-purin-9-yl)-2-hydroxybutyl)phosphonic acid (R)-4

22

RENRNASAE3RS¥RISAESE NNNQARLoNNREARNS2ILR
o s £ o o u i
\ | T ettt ==
Title 44-¢p-271113.10.1.1r
Comment BG.3.118 RPF3-12Na+
proton1Sepm-64scans-SI D20 / opt/ topspin ¢p 44
Solvent D20
Number of Scans 64
Spectrometer Frequency 300.13
Nucleus H
"
1
A
- R L
2 g 8 3 g
T T T T T T T T T T T T T T T T T T T T T
0.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 a5 4.0 35 3.0 2.5 2.0 15 1.0 0.5 0.0
1 (ppm)
O W D = ~
N AN M - wn “w O D0
D o M o~y D e o g g @D w0 o~
< ~— o o ~ et 2 SO .
w o ©WW W
23X = © T omm S
|
‘ \ ‘
Ll = ” A A
o e
T T T T B
200 150 100 50 0
AN LAY
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Tale

Camment

Solvent

Mumber of Scans

0.4

44-ep-271113.10.1.1¢

BG.3.118 RPF3-12Na+

F31declH-51 D20 [ opt/ Wopspin oo 44
D20

128

Spectrometer Frequency 121.49

Nucleus ERLS
e M
N R A R R R N A R R R
11 ippm)
‘Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 2.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for I-FIT =4
Monoisotopic Mass, Even Electron lons
422 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:0-100 H:0-150 N:0-50 O:0-50 P:1-1
SYNAPT G2-S#NotSet BG3.118 19-Sep-2014
Y-CP14091902 17 (0.329) Cm (17) 1: TOF MS ES+
S8 5.03e+005
1991 25797 y7008  omo08 30114 31007 3151832603 33122 34405 35206 36606 1940 39539 39003

260 270 280 290 300 310 320 330 340 350 360 370 380 380
Minimum: =159
Maximums 1.0 2.0 £0.0
Mass Calc. Mass mDa PEM DBE i-FIT Norm Conf (%) Formula
288.0867 288.0862 0.5 1.7 5.5 2642.5 n/a n/a CY9 H15 N5 04 P
] & :
i i RT Area | % Area| Height
1,50+ ) 13,558 | 27201874 | 100,00 | 1912409
=] 1.DD;
0,50
0,00 A
LA G  RSAL e e  o
000 200 4,00 600 800 10,00 12,00 1:?}?88
Minutes
220,00 nm
24000 .ZSO'OOL 280,00 300,00 32000 .349‘00. 360,00 SBq.UOI )
8 v 3,85
2 1,00-:
0-9'37‘..,“".,ﬂ“.,..‘,.ﬁ.,.‘1.;‘.
2,00 4,00 6,00 8,00 10,00 12,00 14,00
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(S)-(4-(6-amino-9H-purin-9-yl)-2-hydroxybutyl) phosphonic acid (S)-4

2% RERREE:
v ek
Title pdata/ 1
Comment BC.3.147 Na+
proton1Sppm-6dscans-SI D20 | opt/ topspin cp 9 N
Solvent D20
Number of Scans 64 (N = ~J
o (&)
Spectrometer Frequency 300.13 v oM Ve
A
Nucleus. H Wao 5% Fi/v\)
]
1)
J l*a,Q ]
L ol
T o Ve
2 a = ? E.
; T r - - - - r - T : T 1 T T T T - —
20 85 20 L 23 a0 s 70 s &0 55 5.0 as5 40 as 0 25 20 14 10 on 0.0
1 i
82 2 g o SNNE o
e ) g BEEL S
= — oo P d c ity
w = =i =)
gm s = 3 S8EE S
|1 | |
I 1 |
|
i
|
4 J o) o P T
A Ao ot A A W - F AR WA AL . o b oot
e —— . T T
150 100 50 o]

N

S20



Title pdata/ 1
Comment BG.3.147 Nas
P31declH-SI D20 / opt/ topspin cp 9
Solvent D20
Number of Scans 128
Spectrometer Frequency 121.49
Nucieus s1p
T T T - T - -
T — ;
W o e o e e s s B G % % W B oy b 0 & % b b A % s o
Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 2.0 PPM / DBE: min=-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons
422 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)

Elements Used:

C:0-100 H:0-150 N:0-50 0O:0-50 P:1-1

SYNAPT G2-S#NotSet BG3.147 19-Sep-2014
Y-CP14091901 16 (0.304) Cm (16:17) 1: TOF MS ES+

7.83e+005

1 279.00 288.00
®1___2r0072m17 09 »80.98281.59 28909 265.19300,06301.14302.14307.07310.07 _ 315.18318.04310.05
2700 2750 2800 2850 2900 2050 3000 3050 3100 3150 3200

Minimum: -1.5

Maximum: 1.0 2.0 50.0

Mass Calc. Mass mDa PPM DBE 1-FIT Norm Conf (%) Formula
288,0860 288.086Z -0.2 -0.7 5.5 3401.7 n/a n/a C9 Hi5 N5 04 P
PO Pp—— P S

800+ 1- Component 1 - 1.770

Absorbance [mAU]
5 @
8 2

g

12 - Component 2 - 2,640

=3

-100
0.0 10 2.0 30 40 5,0 60 7.0 &0 90 100
— Time[min] e !
550 Apex Component 2 100% at 2,64 min Apex
% 26136
40,04

i
el Spectral plot could not be created

20,0
3 7,41 No spectra selected
nm
00~ T T T T T T
220 250 275 300 325 350 375 400
55,0 APEXC 1100% at 1.77 min_Apex
% 60,67
40,0
20,0
T

5.0 T T T T T T T
i 220 250 275 300 325 350 375 :
No. [Peak Name Retention Time Area Height Relative Area | Relative Height | Amount

min mAU*min mAU % %

1 Component 1 1,770 35223 779,205 95,37 92,87 na.
2 Component 2 2,640 1,712 59,831 4,63 7,13 na.
na. [Component3 n.a. n.a. n.a. na. na. na.
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(R)-(4-(2-amino-6-0x0-9H-purin-9-yl)-2-hydroxybutyl) phosphonic acid (R)-5

® 2 LUtTLESERRIUERS
" v Sveww YemEAAnnAS
| ] X 3
Title pdatas 1
Comment BL3. 129 Na+
preton] Sppm-GAscans-Si D20 | opt/ topsgin cp 23
Sobeera o0
Number of Scans. 6¢
Spectrometer frequency 30013
Nudleus m
o
é'\" ’)A\NH
\ o
& T, No SRG T
o oH 'I\' ¥ Nv
o= b
('\“c )'-' r‘\/?\/
|
!
L A
) )L__J L - A& L.
T il
3 i L |
T T 71 T T L T T T T T T T T T
a 2 ae as " " L] s “- s H ‘.-'}" (L] 40 s a0 s 0 L] o o
@K~ o
o~ @«
B3 8 3 3 5o23 8
28 5 i Srhg
se-e - 2 SEHES
\
|
|
 Fo— L ekl J
ernry e v
200 150 100 50 Q0
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Title

Commam

Sohent
Mumbes of Scans

Spectromstes Frequency

Mucimus

pdara 1

BC.3.120 Nas
P31declH-51 DO ( 0Pl seEipin p 23

CEL]
128
E2L.4%
nF

—amm

L e e
o sm om0 ous e

_ = 68 .m0
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 2.0 PPM / DBE: min =-1.5. max =500
Element prediction: Off
Number of isotope peaks used for I-FIT =4
Moncisotopic Mass, Even Electron lons )

489 formulafe) evaluated with 1 results within kmits (up 10 20 dosest results for each mass)
Elements Used:
C:0-100 H:0-150 N:0-50 0:0-5¢ Pi1-1
SYNAPT G2-S#NotSat BG3 128 17-Sep-2014
Y-CP14091712 9{0.188) 1 TOF MS ES+
1.58e+006
1 30408 24304
%L_@n’n 301.08 323,06 326.06 339.00 34203 35401 37402 38302 39404 4020041002 42001
220 300 310 320 ™ 340 350 360 370 380 350 400 410 420
-1.5
5.0 2 50.0
Mass Calc. Mass nDa 43 DBE 1-FIT Norm Conf (k] Formula
304.0BOE 304,0811 -0.3 -1.0 5.5 n/a n/a 415 N5 05 P Q
2200 = . P e —
2000 4 @ 1- Component 1 - 1,767
= 1500 4
E
£ 1000
&
I
L 12 - Component 2 - 2,693
0 T
-200 T T T T T T x T
00 1,0 20 30 40 5.0 6.0 70 8,0 9,0 100
SR Time [min]
55,0 APex Component 2 100% et 2,69 min Apex
% 253,62
40,04 278.02 .
el Spectral plot could not be created.
20,0
No spectra selected
366.29
0.0 T T T T T T T
220 250 275 300 325 350 375 400
55,0, APex Component 1 100% at 1.77 min_Apex
% 54,31
40,04 277,72
20,0 4
_5‘:-- : . - . - = T
220 250 275 300 325 350 375
No. [Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU*min mAU % %
1 Component 1 1,767 67,869 1957,506 95,45 93,57 na.
2 Component 2 2,693 3,236 134,497 4,55 6,43 na.
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(S)-(4-(2-amino-6-ox0-9H-purin-9-yl)-2-hydroxybutyl) phosphonic acid (S)-5

Title
Comment

Solvent
Number of Scans

&
|

pdata/ 1

BC.3.148 Na«

pretonl5ppm-64scans-51 D20 | opt/ topspin ¢p 16
D20

64

Spectrometer Frequency 300.13

£

B233352885

97

/5%

N CH g —
1
E5 TT T
; . . : v - : - ' - T : - —
, as o Re " ; 7o E P % S 35 o s 26 s o o5 o5
1@
- =) ~ o~

[ d g oy o~ - o O UM «—

~ B ® o ~ ~ K O N

O M — o W - T QoM O

w o~ O v

g T als, it - © S S588 8

cme szan

—

150
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Title pdata/ 1
Comment BG.3.148 Na+

P31dec1H-Si D20 / opt/ topspin cp 16

Solvent 020
Number of Scans 128
Spectrometer Frequency 121.49
Nucleus 31p

—2109 |

W 1w ™ 1 150w e 120 ne e % s o m m & % 2',“|=:%ml'l E TP T A G T T e e —— 4.',,_‘,,7
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =2.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for I-FIT =4
Monoisotopic Mass, Even Electron lons
489 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:0-100 H:0-150 N:0-50 0:0-80 P: 141
SYNAPT G2-S#NotSet BG3.148 17-Sep-2014
Y-CP14091713 7 (0.143) Cm (7:8) 1. TOF MS ES+
1.29e+006
304.08
19813011477 30609 3240032606 336.1734203348.04 %27 36401 37088 38130 2% 0688 401 %4050
300 310 320 330 340 350 360 370 380 390 400
Minimum: -1.5
Maximum: 5.0 2.0 50.0
Mass Cale. Mass mDa pem DBE i-FIT Norm Conf (%) Formula
304.0813  304.0811 0.2 0.7 5.5 3667.7 n/a n/a C9 H15 N5 05 P («—
U= - [, [
1-Comgonent 1 - 1,787
400
3300
8
5200-
f 100
ll-compﬂmz‘ztﬁ
-50 T T T
0,0 1.0 20 30 4.0 50 6.0 70 80 90 100
Time [min] —
55,0 :ﬂx%m:ﬁﬂ?‘nzlomn Apex

27876

Spectral plot could not be created,

No spectia selected

Apex Component 1 100% at 1,79 min

a5 [ 5475

4907 27783

200

-5 ] T T T =

220 250 275 300 325 250 375 -
No. |Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU*min mAU % %

1 Component 1 1,787 14,129 422,531 99,07 98,23 na
’:’ 5 _Camomnlg 2,697 0,132 7,592 0,93 1,77 na
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(R)-(4~(2,6-diamino-9H-purin-9-yl)-2-hydroxybutyl) phosphonic acid (R)-6

Tite pdata/ 1
Comment 8G.3.126 Na+
proton15ppm-64scans-Si D20 ! opt/ topspin ¢p 10
Solvent D20
Number of Scans 64

W
Spectrometer Frequency 300.13 o), P
Nucleus 1H .

i i
L 5 LI
Rl —— T T T T T T T T T T T | e a7
-BG3-113 BRAR # 2 RERTH
e : :
PP T (ol

220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

1 S
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Title pdara/ 1
Comment BG.3.126 Na+
P31dec1H-51 D20 / opt/ topspin <p 10
Solvent D20
Number of Scans 128
Spectrometer Frequency 121.49
Nucleus 31p

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 2.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 4
Monoisotopic Mass, Even Electron lons
472 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:0-100 H:0-150 N:0-50 O.0-50 P:1-1
SYNAPT G2-S#NotSet BG3.126 17-Sep-2014
Y-CP14091714 7 (0.143) Cm (6:8) 1. TOF MS ES+
9.17e+005
303.10
100y 2281 28892 29197 29520 29992 30410 3080830987 31327 31889 32323 37508 32608 oo
285.0 290.0 205.0 300.0 305.0 3100 315.0 3200 3250
Minimum: -1.5
Maximum: 5.0 2.0 50.0
Mass Calc. Mass mDa EPM DBE i-FIT Norm Conf{%) Formula
303.0968 303.0971 -0.3 -1.0 5.5 4192.1 n/a n/a CS H16 N6 D4 P ¢
o =7 Component 1 - 2747 = R
2 1000
i
€ s00]
2
<
o T
200
0D 1o 20 30 40 50 60 70 80 90 100
Time {min] I
Speciral plot could niot becrested :e Spectral plot could not be created.
Nospectiniseleciad No spectra selected
416, ‘Apex Component 1 100% a1 2,75 mn _ Apex
%
soi 263,98 290,65
ke 250 275 300 325 350 375 400
ration Results
No. |Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU*min mAU e %
na. |Component2 na. na. na. n.a. na. na.
1 Component 1 2,747 57,007 1511,888 100,00 100,00 na.
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(S)-(4-(2,6-diamino-9H-purin-9-yl)-2-hydroxybutyl) phosphonic acid (S)-6

[

R SINCRIRILRILGR
| e
Title pdata/ 1
Comment BG.3.146 Na+
proton15ppm-64scans-SI D20 / opt/ topspin ep 21 NHo
Solvent 020 {. "
Number of Scans 64 //‘\_) " I~
Spectrometer Frequency 300.13 c A e T
: Y \ o N Nriz
Nucleus M (Nag \’ P 1/ \
‘\//
. |
]
) I A i
S T TR
8 a8
T T T T T T T T T T T - T T T
180 > s 8s B 75 o o5 . s . 40 2 30 2 ) B oo
nedd
[ "~ o
BG3-146 TEAR N 2 s AREFH
i =] e 0~ PO EDED R, T
& 1A iR F - BEAR
uan LA - Cg
AN I 7

T T
10 200 1% 180 170 160 150 140 130 120 110 100 90

Fl s’

@
=
@
|
.
w
B
=
=
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Title pdata/ 1
Comment BG.3.146 Na+
P31declH-SI D20 | opt/ topspin ¢p 21
Solvert D20
Number of Scans 128
Spectrometer Frequency 121.49
Nucleus 31e

—27

Tr T v T+ T T " T T T 17
WO 10 7 180 10 e 10 120 wo 100

Elemental Composition Report

Single Mass Analysis

T T
o 70

Tolerance = 1.0 PPM / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Odd and Even Electron lons
472 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)

Elements Used:

C:0-100 H:0-100 N:0-50 ©:0-50 P:1-1

SYNAPT G2-S#NotSet
Y-CP14092401 17 (0.329)

BG3146

Page 1

24-Sep-2014

1: TOF MS ES+

4.47e+004

3225

303.10
109129410 20519 20724 29818 30114 H410 30747 30913 31124 31324 31598 18231915 121 32221
2950 2975 300.0 3025 305.0 307.5 3100 3125 3150 3175 3200
Minimum: -1.5
Maximum: 1.0 1.0 0.0
Mass Calc. Mass mDa PEM DBE i-FIT Norm Conf(%) Formula
303.0971 303.0971 0.0 g.0 5.5 2146.2 n/a nfa C3 H16 Né 04 P
1200 2 e e S
1000 1-Comgonent 1 -2750
S 7504
£
8 5004
5
g 2504
200
00 10 20 30 40 50 60 7.0 80 90 10,0
Time [min] o .
Spectral plot could not be created. o
be Spectral plot could not be created
No'spactraselooted; No spectra selected
o ADox Component 1 100% at 2,75 min
100 »
] 25394 29066
o]
nm
220 250 278 300 325 350 378 400
,Nm Peak Name Retention Time Area Height Relative Area | Relstive Height | Amount
min mAU*min mAU % %
na. |Component 2 na. na. n.a. n.a. na. na.
1 Component 1 2,750 35,085 1007402 100,00 100,00 na.
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(R)-(2-hydroxy-4-(6-oxo0-1,6-dihydro-9H-purin-9-yl)butyl)phosphonic acid disodic salt (R)-7

0 2280H E P ARERGARARR SSNSARANASEHCS8R a8 RRRER
+ R i R R A A A R A AR N R AR
Na 0 5p Y Nk gttt — =
o '#/\N
.
Na /-___?_\_/ [
N A ! |
\ o |
! TNH f ! f |
_" | [
f |
| | [
| | . |
I ! / L]
B {m)
2/01
F (s) Cidtd)| [A (m)
16 224 | | 1.78
=~
|
1]
|| * ﬁ nA
AT L S | _ﬂL_.
o T T T 7o
2E & 8 g 3 &
CE - =] ~ I E—
T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 45 40 35 3.0 2.5 2.0 15 1.0
1 (ppm)
RCET 5 - o
% seq q 2 BogRo
E—RES 8 w THESS
| I | ~T
F(s)
145.45
H(s) E|(s) I(s) Cs) A(d)
158.66 | | |114R.36 123.27 65.61 36.03
=] — — il iy
G Of(s)
148.45 4130
]
I
| ]
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 T T T T T T T T
100 9 8 70 60 50 40 30 20 10

210 200 190 180 170 160 150 140 130 120 110

fl (ppm)
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TCI-78-2F2 / D20

—1975

E+08

SE+07

31

AU

30 29 28 27 26 25 24 23 22 21 20 19 18 14 13 12 11

17 16 15
71 (ppm)

Elemental Composition Report

Single Mass Analysis

Tolerance = 1.0 PPM / DBE: min =-10.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for -FIT = 3

Monoisotopic Mass, Even Electron lons

0w 9 8 7 6 5 4 3 2 1 0 -1

Page 1

1299 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:1-100 H:0-100 N:0-20 O 0-20 Na 02 P 1-1
SYNAPT G2-S#UEB205 TC178-212
Y-CP17040502 3 (0.161) Cm (3 4)

05-Apr-2017
1 TOF MS ES-
2 36e+005

287 055
1, 233154 255008 273058 | 309.037 315 085 30 134 371007 377.024 399007 421052 428990
™ A M it g i e T e A sy AR Dt L s U S T
220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430
Minimum: -1
Max imum:
Mass Calc. Mass mDa ™ DBE -FIT Norm Formula
287,054 287,054 0.2 . €. .4 n/a n/a N4 F
~100,00 Acq Method Set  grad 20mn T3
0,30 i Processing Method grad 20mn T3
W L
025 180,00 SampleName: tc1-78-2f2 dowex
Lambda Extract Wvin Chi
0504 - Injection Volume 3,00 ul
¥ (4
8000 2 yial 74
0.157 B g Run Time 20,0 Minutes
40,00
0.104 : Processed Results
' RT| Area |%Area| Height | % Height
1 20,00 1531821874 | 100,0 [ 325350 | 100,00
0,05 L
0,00 JL— i
0,00
0,00 5,00 10,00 15,00 20,00
Minutes
Spectrum Index Plot
st
230,00 nm
240,00 250.00 260,00 270,00 280,00 290,00 300,00
1

m\ 5,30

2.60 4,00 6.60 8,00 10:00 12,00 14:00 18:00 18,00 20,00

Minutes
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(S)-(2-hydroxy-4-(6-oxo-1,6-dihydro-9H-purin-9-yl)butyl) phosphonic acid disodic salt (S)-7

Bi(s)

g9
(s)
1

-
e
Eego
MJ‘OJ

=607

w01
A_uo._u

35

4.5

95

10.0

i1 (ppm)

05'5€
% om)./.l

el

£TTH

WS —

BTETT—

9T
SHGET—
LB T

98T —

E (s)
123.28

FI(s)
[14p 36

Qs
145.45

H (s)
158,66

I(s
148.97

40 30 20 10

50

200 19 180 170 160 150 140 130 120 110 100 a0 80 70

210

L (ppm)

S32



-50 -60 -70 -80 -90 -100  -110 -120 -130  -140 -150
f1 (ppm)

2ntal Composition Report Page 1

igle Mass Analysis
Jlerance =1.0mDa / DBE min =-10.0, max = 1000
Zlement prediction: Off
Number of isotope peaks used for -FIT = 3

Monoi ic Mass, Even E lons
548 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:1-100 H: 0-100 N:0-20 O:0-20 P:1-1
SYNAPT G2-S#UEB205 TCI-72F1 29-Mar-2017
Y-JM17032901 3 (0.141) Cm (3) 1. TOF MS ES+
4 10e+008
198127521 28001 207 sor08 3314 30531308 32702 33303 3429334503 35502 390 47149
LL.*«‘.-.-—.-——.—Lrv'..n.v,v-vn D e -—ra—-—-———.—-—.—-—-ﬁ—n FereTr e - miz
280.0 2900 300.0 3100 3200 3300 3400 350.0 3800 3700
Minimum:
Maximum: 1.¢ .
Mass Calc, Mass mDa PP DBE L-FIT Norm onf ( F )
289.0703  289.0702 a .3 x 1998.3 s n/a H14 N& OS E
| @I o= = = = = S e ALl
I 3000 1-2617
|
|
=
=)
!E 2000 -
£
3 1000
0 1 :
T {
- 00 . e : . . : . : :
0.00 125 2,50 375 5,00 6,25 7.50 8,75 10,00 11.25 12,00
| I . Time[min] =
s Apex Peak #1 100% al 2,62 min (SB1 2 48 SBZ2 2,89) Apex
5.0
Q ]
= L]
50,0
40,0
30,0
20,04
10,0
|
0.0
nm
260 260 380 400
Retention Time Area Relative Height | Amount
min mAU*min Yo % na.
1 2,617 127,623 2885 441 100,00 100,00 na.

S33



(R)-(4-(2,6-dioxo-1,2,3,6-tetrahydro-9H-purin-9-yl)-2-hydroxybutyl)phosphonic acid disodic salt (R)-8

O g OH EERELERE LT & RERIARAASEERIRREREAT
+ ” T B vqg;v*vmmmmmmm NNNNr\lNNNNI’\:\—i—‘—'—!—q—q—q—!—!
ia 0'—p H a1 ey’ [————
s \/\/\
o N/\N
+
7
Na — | .'
HN | |
Q ||
r NH ( / I
s | o
| [l
|
) 1 ol
C(m)
3.98
Als) B(t) D (m) | E (m)
779 4.24 2.23 |[191
—_— — —
1
[
II
1 {l
| i
) i
T T T T T
g ¥ a8 a9 5%
= ™~ - - ol
T T T T T T T T T T T T T T T T
3.5 8.0 75 7.0 65 6.0 5.5 5.0 45 4.0 35 3.0 2.5 2.0 1.5 1.0
f1 {ppm)
g 2 @ m “ 2 s eEe
8 3§ e R =) g ERET
| | [l | I N
Lis) G (s) B (s)
160.04 143.18 36.45
H(s) Fl(s) E(s) Al(s)
153.49 13p.13 115.15 41.56
H H H H
(d)
3h.90
1
]
| 1
|
| L L y !
T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 80 70 60 50 40 30 20
1 (ppm)
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2ntal Composition Report

igle Mass Analysis

T
-170

olerance = 1.0 mDa / DBE: min =-10.0, max = 1000

clement prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

642 formula(e) evaluated with 1 results within imits (all results (up to 1000) for each mass)

Elements Used:

C:0-100 H:0-100 N:0-20 0020 P 1-1 Na 22

SYNAPT G2-S#UEB205
Y-CP17031001 4 (0. 175) Cm (4 5(1:2+8 11))

, 305.07
% 30208 308.07 320.09

300 310 320 330

Minimum:
Maximum:

TC187

o
N
=)
Pl NN
342

[~100,00 Acq Method Set  grad 20mn T3

10-Mar-2017
1. TOF MS ES+
1.35e+006

%5334 10 4% 131490335609 %7 1! 3710137807 3060339295°%2 % 40700 410V 4z
340 350 360 370 380 380 400 410

iR e
420

Processing Method grad 20mn T3
] ¥ [
1,004 [29:00 SampleName: tc1-67f3c
1 [ Lambda Extract Wvin Chi
1 F Injection Volume 10,00 ul
0,807 6000 §
] T 2 vial a4
% §
0,60~ g 8 Run Time 20,0 Minutes
. 40.00 =2
i - Processed Results
! Aea | %Area | Height | % Height
-20,00 1|53 (8233273 | 100.0 | 1298974 | 100,00
0.20
0.00 N e '
. —— [0.00
L s G e — ——
0,00 5,00 10,00 15,00 20,00
Minutes
Spectrum Index Plot
si1
230,00 nm
240,00 250,00 260.00 270,00 280.00 200,00 300.00

rﬂ“» STy T 534
100 - 1 o -

AU

! f

0,00 ——— O

2,00 4,00 6,00

800 10,00 1200 1400 1600 1800 20,00
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(S)-(4-(2,6-dioxo-1,2,3,6-tetrahydro-9H-purin-9-yl)-2-hydroxybutyl) phosphonic acid disodic salt (5)-8

9 OH 2 [ANEE822RGRAT S
. 0 = o E o o e
Na O ﬂ’\/k/\l e et
o T/\N
" J=( |
HN \ | |
7TNH i |
o | [l
)
| |
| | | ,‘l‘
| [
aim) E(m)
397 1.92
Al(s) B() O (m)
778 422 222
== — — — —
m
} 1
|
I‘ \_A j II
/
A 4 |-
il T ™y
g g 8 8 #3
T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 65 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 15 1.0
f1 (ppm)
g = g 0 ] 4 sdb
] & 3 4 o 1 GYEE
T T T 1 e

|
@
b=
[N
(=]
i 6y
=
ke
)
Ta =z
=
&
u
Luh"-"m
2EsE

32

E(s) D'(s) CE)
154.51 144.88 115.06 3.13 5191
— — — — H
E(S}
4

T T T
90 a0 70 60 50 40

T T T T T
160 150 140 130 120 110 100
f1 (nnm)
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50 40 30 20 10 0 -10 -20 -30 -50 -60 -70 -80 -390 -100 -110 -120 -130  -140 -150
1 (ppm)
.tal Composition Report Page 1
2 Mass Analysis

ance =1.0mDa / DBE min=-10.0. max = 100.0
ient prediction. Off
nber of isotope peaks used for i-FIT = 3

ic Mass, Even E Ions
05 formula(e) evaluated with 1 results within limits (all results {up to 1000) for each mass)
Elements Used:
C:1-100 H:0-100 N 0-20 O:0-20 Na 22 P 1-1

SYNAPT G2-S#UEB205 TCL70-2F3 31-Mar-2017
Y-CP17033101 3 (0.141) Cm (3) 1. TOF MS ES+
56e+006

305,07

1094 271

%12 ‘“nqoznlg,aaggmosm‘fh L 3070732009 32705 31410 34301 34903 35608 36500 37101 37498
275 280 285 290 295 300 305 310 315 320 325 330 335 340 M5 350 355 360 365 70 375

AU

Minimum: -10.
Max imum: 1
Mass Calc. Mass mDa PPM CBE 1-FI7 Norm cont (% For
14%.0291 349.029¢ 0.1 .3 5.5 y48. 1 9 H N4 06 Na2
$ 100,00 Acq Method Set  grad 20mn T3
" : I Processing Method grad 20mn T3
- 'I.
‘°°‘ 60,00 SampleName: tc1-70-2f3b
4 | Lambda Extract Wvin Chl
0,80~ Injection Volume 2,00 ul
' 80,00 §
A Vial 10
0,60 L Run Time 20,0 Minutes
| 40,00
0.40-] - Processed Results
* | RT | Area |%Area| Height |% Height
] 20,00 1|38 147008 18| 15220 1,18
L § 2 (517873144 | 082|1274073| 0882
] @ | §
0,00-— b — 0,00
000 500 1000 1500 2000
Minutes
Spectrum Index Plot
st si2
240,00 nm 240,00 nm
260.00 280,00 30000 | 260,00 260,00 300.00
7 S S5l 3792342 —262,5 ~_ 513
7%\\ \\7
1,00+
2 1 )
7]
0,00 Lo G L R T T UBU LI |

T T J T ol 2 T T
2,00 4.00 6.00 8,00 10,00 12,00 14,00 16,00 18,00 20.00
Minutes
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(R)-(4-(2-amino-9H-purin-9-yl)-2-hydroxybutyl) phosphonic acid (R)-9

L8’}
088}
68’}
1681
026+
vl
9¢6'}
el
£10e
892°C
9Lz

8L6°¢
G86°E

ey

WLy

£8l'g
£E9'8
6E9'8

ML VI-72i: 1H

-, RS ~313 1!

1.0

20

=~ 101

3.0

————— 1.01

4.0

e ——— 208

f
)
5.0

6.0

7.0

8.0

- 0.99

8EEGE
805'6¢
12998
52 0r

10€'9

(4414

961 'Sv1
cLs'iyl

$88'ZG1
LOB'8SE

ML VI-72i: 13C

50

100

150

S 84N
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20.826

ML VI-72i: 31P

50 40 30 20 10 0
Elemental Composition Report Page 1
Single Mass Analysis
Tolgrance = 3.0 PPM ¢ DBE: min=-1.5, max =500
Element prediction: Cf
Mumber of isotope peaks used for i-FIT = 3
Maonnisatopic Mass. Even Electran lans
917 formusiade) evalusied with 1 resulis within Bmils fup o 50 best isotopic malshes for each mass)

Elemeanls Usad:
G 1100 H:0-100 N Q20 O00-20 PO-1
SYNAFT GESRUEE20S MLV T2 0E-Mar-2018
¥-SP18030601 § 10.403) Cm (45) 1: TOF M5 E5+
1. 584+ 006
1.3
03 s 283,18 264.17 206,17 395,17 787 16780% 28000 29008 |” 29230 293,30 e
T - T L T L T T T T
Y 284.0 2860 80 290D 2820 540 2860
it -1.5
Max bram: 3.4 3.0 50.0
Masgs Calc. Masz =mDa PP DEE i-FIT Hoxm Confikl Formala
20B.0861 298, 0BG -0.1 =03 5.8 1706.2 nfa nta C¥ HIS HE Q4 B
00 = = -
1-2.510
55.0 Apax Peak ¥1 100% & 3,51 min
400 50,0] 92853
40,01
]
3004 20,0
20.0
31238
2004 10.0 - 2409
0.04 =
50 -
100 20 280 300 350 400
04II\LL—‘——JL I
4l
No. |Peak Name Retention Time Ares Height Relative Area | Relative Heght | Amount
min mAU*min mAU__ % % na.
1 3510 32,385 463771 100,00 _ 100,00 na
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(R)-(4-~(6-amino-2-fluoro-9H-purin-9-yl)-2-hydroxybutyl) phosphonic acid (R)-10

126}
g6

£96°¢ —

Wy —

8y8'L -

896'C =

~1.10
=207

5.0 4.0 3.0 2.0 1.0

6.0

7.0

8.0

nm (t1)

ySe'se

199°9€ ——

1SL°9¢
See0r

927’69 —

3+l 48
v8s LpL

G18°051
¥61°LG1

100

5S40



- 20.748

J
AN A gt A g

S d T ‘ﬁ T l T T T I T { =T T—h T T | | =N b A
50 40 30 20 10 0
nm (810
Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 1.0 mDa / DBE: min =-15 max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

1384 formula(e) evaluated with 5 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-100 H.0-100 N:0-10 0:0-10 F:0-1 P 0-1

SYNAPT G2-S#UEB205 MLVI-61 i

Y-CP171C0602 4 (0.175) 1: TOF MS ES+
3 98e+006

304.08
100y 15206 o040 T 34804 44995  gop g BSTI2 o0 oo0o- 05410 106176 12;3"321257 2 1365.34
b L T T T T X T T T vy

f T T T 5 miz
1(])0 200 300 400 500 ! 660 700 800 E 300 1000 ! 1100 1200 13‘00 14'00
Mass Cale 1ass mDba PPM OBE ~FLy Formula
3.0 6.5 A H11 N7
2 1.5 o 3
2-3122
2500 4
2000 -
g 1500
8
-
<
500
0 43-7.010
T
.500 r T T T T T T T T T 1
0.0 20 4.0 6.0 8.0 10.0 120 140 16.0 18.0 200
Time [min]
No. |Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU*min mAU % % n.a.
1 2.892 5.043 65.479 263 250 na,
2 3.122 184.044 2537.409 96.14 96.84 na.
3 7.010 2.345 17.254 1.23 0.66 na
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N-9-[4-phosphonic acid-butyl]guanine, 11a

—18

B¢
s
2t
¥29')
559')
05’}

ri8L

168°}
126}
GhB'L

0l1e
¥6i'e
6ize
£rZe

0y
LY
S60°%

06L'y
ST

10
50

-8

444

541

210

10

20

30

40

5.0

6.0

7.0

ppm (11)

35(
30(
25(
20¢
15¢
104

98Le —
zoe
0sz'0z
089'02
vl
681°0E
22E0E

LA

501

542

——

LE9'OY

€961

Le0'oyL

LLE'ISE
085'¢S4

£ve'es)

50

100

150

ppm (1)



| L
<]
P
a i
| |
! |
| L
|
I
| =
|
|
| =
‘ 1
J |
oot . o e L L o \
T T T 1 T T T — T R 1
40 a0 20 10 o
pem (i1}
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =1 0mba { DBE min=-10.0 max = 1000
Element predictan: Off
Mumber of isotope peaks used for i-FIT =3
Monosotopic Mass, Even Elactran lons
1337 formulale) evaluated with 2 resulis withan hmds {all resulis (up to 1000} for each mass)
Elaments Uzed:
C 0100 H:D-100 M0-20 Oo0-20 PO
SYNAPT G2-S8UEE205 MLA V=380 D6-Jur-2017
Y-JVATOE0501 3 [0 141) Cm [3) 1: TOF M5 ES»
2 4284008
tgrazar o7 IRALTHY 26,03 250,00 a239043013 4878
5 27008 Lo I LT S L —- L 1 R, L

=0 260 270 200 200 300 30 330 330 P I/ WO W0 A8 290 400 40 40 430 450 450

0,60+ !-mo.oo
] 3 I
4 w I
0,50
80,00
0,40
60,00 §
2 0307 g
8
-40,00 3
0,20+
|
0.10] g jeo.oo
-
-
= S e
0.00- T m— tﬂ.oo
000 500 1000 1500 2000
Minutes

Spectrum Index Plot

Acq Method Set  grad 20mn T3
Processing Method grad 20mn T3

SampleName: ML V-38b
Lambda Extract Wvin Ch1

Injection Volume 50,00 ul
Vial 13

Run Time 20,0 Minutes

Processed Results

a3

<l

2¢

— 20

1

"

RT Area | % Area | Height | % Height

1| 53| 3622707 98,3 | 601709 98,47

2|10 63879 17 9343 1,53

st si2
2401.00 nm 240,00 nm
| 260.00 280,00 300,00 260,00 280.00 300,00
Vﬁf’\_‘_ 534 . 11,04
298,1
os0] I
2 ] ) '
0,00 ———rr e & |

200 400 800 800 1000  12.00

- Minutes

—_—
1400 1600 1800 20,00

543



(2)-(4-(2-amino-6-hydroxy-9H-purin-9-yl)-but-1-en-1-yl)phosphonic acid disodic salt 11b

—782

T (.ddt) ’

(a8 (6 (ddty
7.82 6.11 5.83
—_— i

4.15 2.93

il A ]

T T T

56

207
151

1223
l.au{
w | 1su—l

T T T T T T T T T
50 458 46 44 42 4.0 38 3.6 34 32 3.0 28 26

82 80 78 76 74 72 70 68 66 64 62 6.0 54 52
f1 (ppm)

AU VA V| Py

F(d) | H(9 1(s) [J(d)
126.35( 115.87 42.80 30.22

Ll

T T T T T T T T T
130 120 110 100 90 80 70 60 50
f1 (ppm)

T T T T T T T T
210 200 190 180 170 160 150 140 40 30 20 10 0
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o
g
o

|

T T T

50 45 40 35 30

ental Composition Report

ngle Mass Analysis
folerance = 10 mDa / DBE min = -1
Element prediction Off
Number of isotope peaks used for i-FIT

Monoisotopic Mass. Even Electron lons

5, max = 100.0

=3

15

10
f1 (ppm)

322 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used
C:0-100 H:0-100 N 0-10 O 0-10
SYNAPT G2-S#UEB205

Y-CP17120404 5 (0.228)

"3 2420020011 201 2680677012

240 250 280 270 280

P11

TC3-196-1F1

28607

290 300 310

051020805 31806 3 %233003 39 %348 4

320 330 340 350

T T T T
-5 -10 -15 -20 -25

Page 1

04-Dec-2017

1. TOF MS ES+

1.14e+006

38118 3717237403
360 30 380

vz

I - 12 Component 22,633 — ==
600
5
g‘ 400
§ 200 +
<
Q}‘! - Compongit 1 - 1,737
o T
.100 T T T T T . € T T T
0.0 1.0 20 3.0 40 5.0 6.0 7.0 8.0 20 10.C
— Time [min] -
120, feexC 2 100% at 2,63 min Apex
%
100
fi
50 264,02 280,33 el Spectral plot could not be created.
No spectra selected.
0
Sa nm
o~ T N T v T T T
220 250 275 ace 326 3850 a7s 400
55,0 APEX Component 1 100% at 1,74 min_ Apex
s00]| * 266,69
37.5
.07
25,04
nm
275 300 325 150 a7s —
Retention Time Area Height Relative Area | Relative Height | Amount
min mAU min mAU Yo S
1,737 0,893 29,374 3.30 4,79 na.
2,633 26,178 583,221 96,70 95,21 na.
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(R)-(4-(2-amino-6-oxo0-9H-purin-9-yl)-2-aminobutyl) phosphonic acid (R)-12

InggEgseIIngesege NESELE3EREEI3355]
FEFFFmmmmmemomommommm PN I R R G g e e e e
e e S | el FE+07
Na ( r
1 | F1E+07
MNa |
OH 1 f | (R +OE+06
‘ II | |J ‘I
| | I
| | J ” { H8E+06
+7E+06
F6E+06
t(Sl B (m) c(m D@
7|82 4.21 | 342 2,20 || 1.84 | srs06
= = — —
H4E+06
. F3E+06
Il
+2E+06
1
; H1E+06
JL | |
h |
LU R
. T T i .
H I 2 o -
2 st 2 st -] | 1E+06
T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 45 40 35 30 2.5 2.0 1.5 1.0 0.5
1 (ppm)
2w = =
S iz e 5 B8 3 384
g Gk a 4 22 7 REam
I h | Vooob MY HE+09
F1E+09
-9E+08
|-8E+08
FTE+08
B (s) I(d) -6E+08
153.82 34.64
s) Dy (s) F(s) G (d) | His)| | 3(d) +SE+08
158.96 139.74 115.79 46.57|39.62| |31.06
bt H— — HA
c(s) FAE+08
151.54
F3E+08
|
|
H2E+08
]
] ]
H1E+08
o
H-1E+08
T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30

1 (ppm)



1636

[6E+08

F5E+08

[4E+08

4E+08

f-4E+08

3E+08

[-2E+08

[2E+08

{-2E+08

[1E+08

[SE+07

[-SE+07

T T T T T T T T T T
-10 -20 -30 -40 -50 -60 -70 -80 -90 -100

ntal Composition Report Page 1
gle Mass Analysis
Jlerance =1.5mDa / DBE min=-15 max = 1000
clement prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
439 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass)
Elements Used
C:0-100 H:0-100 N:0-20 O:0-20 P 1-1 Na 22
SYNAPT G2-S#UEB205 TC3-241 01-Feb-2018
Y-NuEP18020107 4 (0.175) Cm (3 6) 1 TOF MS ES+
3 .02e+006
100+ 303.10 507 07 37506 396 85
B1,, 28507 20454 | 30707 36908 5% 9107 3985 so300
290 300 3 370 380 390 400
Mindmum
Max { mue
Ma 1
17 I N6 04
i X
. _ N P - P
11-1743
g 2000
‘§ 1000+
ot g 42-2,560
T L
-500 T T T T T T T T T
0,00 1.25 2,50 375 5,00 6,26 7.50 8,75 10.00 11,25 12,00
. Time [min]
| Peak #1 Peak #2
55,0 Apex Peak #1 100% at 1,74 min (SB1 1,63 SB2 1,98) o Apex Peak #2 100% at 2,56 min (SB1 2,51 SB2 2,66)
B ] 150| %
50,0 3
125
40,0 4 1
100
.~ [30.0
S 751
3
20,0
50
10,0 “ 25
o
0,0
nm nm
5.0 : : ; 20 i T T
220 250 300 350 400 220 250 300 350 400
Integration Results
No. |Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU*min mAU % %. n.a.
1 1,743 150,702 2700,527 98,87 98,37 na.
2 2,560 1,719 44,883 1,13 1,63 n.a.
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(S)-(4-(2-amino-6-ox0-9H-purin-9-yl)-2-aminobutyl) phosphonic acid (S)-12

F8E+07

. ||\/‘\/\ FBE+07
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M f f F8E+07

420
419
418
417
4.15
444
4.13
412
411
346
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f1 (ppm)
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:F F6E+08
-5E+08
r4E+08
F4E+08
I-4E+08
[F3E+08
F2E+08
[2E+08
F2E+08
F1E+08
rS5E+07
[--5E+07
160 20 80 7IU 60 5IU 40 SIU 2‘0 1IU tll -llU -2‘0 -SIU -4‘0 -SIU -6‘0 -7‘0 -E;U -9‘0 -100
fL (ppm)
.ental Composition Report Page 1
Single Mass Analysis
Tolerance = 10 mDa / DBE min=-15 max =
Element prediction Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron ions
1693 formula(e) evaluated with 6 results within kmits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-100 H:0-100 N 0-20 O 020 Na D2 P 1-1
SYNAPT G2-S#UEB205 TC3-218 17-Jan-2018
Y-NuEP 18011702 11 (0.481) Cm (10:11) 1. TOF MS ES+
1.03e+006
%93 2850028707 3181032508 P10 706 W07 3904 374169612 39103 30614
280 290 320 330 30 360 aro 380 390 400
Ma 1 .
347 . D¢
i 4
T . e . . [
1-1747
= 2000+
£
é 1000+
2
Ed
. 1 ‘2 -2,757
T T
-500 Y T T T T T T
0,00 126 2,50 375 5,00 6.25 7.60 8.75 10,00 11,25 12,00
- Time [min]
Peak #1 Peak #2
55.0- Apex Peak #1 100% at 1,75 min (SB1 1,63 SB2 1,94) 120 Apex Peak #2 100% at 2.76 min (SB1 2,73 SB2 2.82)
|7 F] %
50,04 .
100 4
| |
40,0 4
80
w0300 60 3 §
& 8 4
§ 20,04 404
|
20
10,04 |
| | o4
| 0,04
nm nm
50 20
230 250 300 350 40| 220 250 300 350 400
[m_eg'n_h‘ ration Results = g
No. [Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU*min mAU %. % n.a.
1 1,747 161,910 2666,631 98,43 97,14 na.
2 2,757 2,586 78, 1,57 2,86 na.
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(R)-(4-(2,6-diamino-9H-purin-9-yl)-2-aminobutyl) phosphonic acid (R)-13
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g {-3E+08
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[F2E+08
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{-1E+08
[F1E+08
[F6E+07
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-2E+07
9‘0 B‘O 7‘0 6;() 5‘0 4;() 3‘0 2‘0 1‘0 o —1‘0 -20 —3‘0 -40 J.';O -60 —7‘0 -80 -9‘0 —1‘00 -120 -140 -160 -180
f1 (ppm)
~al Composition Report Page 1
dle Mass Analysis
erance =1.5mDa / DBE min=-15 max = 1000
-lement prediction Off
Number of isotope peaks used for i-FIT = 3
Monoaisotopic Mass, Even Electron lons
447 formula(e) evaluated with 2 results within limits (up to 50 best isolopic matches for each mass)
Elements Used:
C:0-100 H:0-100 N 0-20 0:020 P 1-1 Na 2-2
SYNAPT G2-S#UEB20S TC3-240 01-Feb-2018
Y-NuEP 18020106 5 (0.228) Cm (3 6) 1 TOF MS ES+
3.01e+006

30211
191, 22% 24228 2570826708 28500 30608 32410 3301 34508 30283359 40T g5 g 40121
o maA228 257 06 267 08 L 0 ‘ e rrpteerrrm e o i
240 250 260 270 280 290 300 310 320 330 40 350 360 370 380 %0 | 400

. . il . * HIS N 1P Na
A 4. . 112. A5 . D€ # H1% N3 P Na

INQ
2-2583
gm.
1000 «
0 Il:-‘]‘ﬂ k
.m. v T T T T v v )
0,00 125 2% 375 5,00 6,25 750 8,75 10,00 1125 1200
Time [min]
Poak #1 Peak #2 ‘
0,0, A%< Pesk ¥1 100% 174 min (S81 1,70 562 1.84) 10,0, ook Poak ¥2 100% a1 2,58 min (581261882273
B 3 7s0] %
500 5 '
] | 826 3
e 3 . ; 2
= | 50,04
3001
g 9751
B ol
=249 2501
199 1254
1
| | oo ]
am nm
10,01 - -
200 350 a00| 220 250 300 ) 400
5 R SR e G S R e SRR
Retention Time Area Heght Refative Area | Relative Hetight |  Amount
min mAUmin mAY i} % 0.3,
1 1,743 2,106 39,662 26 1.52 na
2 2,563 95,283 2563936 7,84 96,48 na
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(S)-(4-(2,6-diamino-9H-purin-9-yl)-2-aminobutyl) phosphonic acid (S)-13
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position Report Page 1
ngle Mass Analysis
.olerance = 1.5mDa / DBE min=-15, max = 1000
Element prediction: Off
Number of isotope peaks used for -FIT = 3
Monoisotopic Mass, Even Electron lons
447 formula(e) evaluated with 2 results within limits (up to 50 best isotopic iches for each mass
Elements Used S - - '
C:0-100 H:0-100 N:0-20 O 020 P:1-1 Na: 2-2
SYNAPT G2-S#UEB205 TC3-229
4 01-Feb-2018
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Inte n Results P: BN = S
No. [Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
poris mAUmin mAU % % na.
7 1,740 1,080 36,495 384 262 e
2 2 49,530 | 1355695 96,16 97,38 na.




