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% inhibition at 8, 16 and 80 uM (bovine liver B-glucosidase)

Concentrations
Compound | 8uM | 16 uM | 80 uM
5-Z 7% 8% 14%
5-E 7% 7% 16%
9a-Z 54% 62% 63%
9a-E 16% 19% 20%
9b-Z 11% 11% 18%
9b-E 16% 18% 36%
9c-Z 3% 6% 12%
9c-E 0% 0% 0%
10a-Z 5% 5% 11%
10a-E 15% 17% 34%
10b 21% 30% 54%
10c 10% 12% 21%
11a-Z 9% 16% 30%
11a-E 10% 12% 33%
11c 8% 17% 48%
12a-Z 13% 14% 24%
12a-E 20% 24% 41%
12b 27% 30% 48%
12c-E 10% 10% 21%
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Dixon plot for 9a-(2)
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Dixon plot for 10b
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Dixon plot for 12b
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N-[(2-Fluoro-2-benzothiazolylsulfonyl)-ethyl]-4-hydroxypiperidine 2b
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N-[(2-Fluoro-2-benzothiazolylsulfonyl)-ethyl]-3-hydroxypiperidine 2c
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N-[(2-Fluoro-2-benzothiazolylsulfonyl)-ethyl]-2-(hydroxymethyl)piperidine 2d
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N-[(2-Fluoro-2-benzothiazolylsulfonyl)ethyl]-4-[(tert-butyldimethylsilyl)oxy]-piperidine 3b

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-1000.0, max = 1000.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
235 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:1-20 H:1-70 N:1-2 0O:1-5 F:1-1 Si:1-1 S:1-2 35CI: 0-2
Q-TOF 30-Aug-2013
16:03:28
1: TOF MS ES+
1.79e+004
100 345.1
‘yﬂ
459.2
346.1
460.2
ol 1070 130.0 141.0158.0 170.1 19822141 2451 265128122861 3271 344.6‘ 671 3072 481/1
T m/z
100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Minimum: -1000.0
Maximum: 2.0 5.0 1000.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
459.1618  459.1608 1.0 2.2 6.5 1.6 C20 H32 N2 03 F Si s2
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N-[(2-Fluoro-2-benzothiazolylsulfonyl)ethyl]-3-[(tert-butyldimethylsilyl)oxy]-piperidine 3c

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1000.0, max = 1000.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

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

Elements Used:
C:1-20 H:1-70 N:1-2 0:1-5 F:1-1 Si:1-1 S:1-2 35CI: 0-2
Q-TOF

1: TOF MS ES+

100

Page 1

30-Aug-2013
15:48:46

1.05e+004
459.2

460.2

461.2
85.0 14901560 4774 198.22141 2451 281.2 ‘ 46224?:,"

L e B — -
0 100 120 140 160 180 200 220 240 260 280 300 3é0 340 5560 380 400 420 440 460 480
Minimum: -1000.0
Maximum: 2.0 5.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
459.1617 459.1608 0.9 2.0 6.5 0.5 C20 H32 N2 03 F

$2.10
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N-[(2-Fluoro-2-benzothiazolylsulfonyl)-ethyl]-2-[(tert-butyldiphenyl)oxymethyl]piperdine 3d

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1000.0, max = 1000.0
Element prediction: Off
Number of isotope peaks used for i-FIT =2
Monoisotopic Mass, Even Electron lons
104 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:1-31 H:1-70 N:1-2 0:1-3 F:1-1 Si:1-1 S:1-2 35CI 0-2
Q-TOF 30-Aug-2013
16:15:03
1: TOF MS ES+
2.24e+004
100 597.2
1
% 598.2
599.2
‘1110 149.0 1580 1982 5444 454 265.1 354.2 596.4  600.2
0 ———— e e ————————— T T T T T — miz

R | T
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600

Minimum: -1000.0

Maximum: 2.0 5.0 1000.0

Mass Calc. Mass mDa PEM DBE i-FIT Formula

597.2078 597.2077 0.1 0.2 14.5 5.4 C31 H38 N2 03 F Si 82
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N-[(2-Fluoro-2-benzothiazolylsulfonyl)-ethyl]-4-(benzyloxy)piperidine 4

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1,5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
129 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-21 H:0-70 N:1-3 0:13 F:1-1 S:0-2 79Br: 0-1
04-Sep-2014 11:20:51
CLG 1C 102P 11 (0.205) AM (Cen.6, 80.00, Ar,5000.0,361.19,0.70); Cm (6:11) 1. TOF MS ES+
2 60e+008
100- 43511
1 |
)
] sl 436.1
347.? 3622 1_.437 1
o0 2ami B § ey kA2 51,”556,26‘5' 691.3.705.3.719.3 . B5448876 9454
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Minimum: -1.5
Maximum: 5.0 5 50.0
Mass Calc. Mass mba PPM DBE i-FIT Formula
435.1216  435.1212 0.4 0.9 10.5 10.0 C21 H24 N2 03 F 82
¥* tzc N uth,cE- N "1&\ C’a me G CLB mas4e € xca Ltm
X J — S
Cjt Mieee En 7 asec _J e ,,L‘ﬂ,o_;"w AL 1L 402P
R N, o =
CaaNg( Vao; 0= 36o

Ho/hw +o,2 % H,H
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'H and *C NMR spectra of compounds 5-(Z)-9c-(E)
(2)-1-[3-(4-Bromophenyl)-2-fluoroprop-2-enyl]-piperidine 5-(2)

Eleimental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM ( DBE: min=-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass. Even Electron lons

3 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-14 H:0-70 N:1-1 F:1-1 79Br 01

05-Sep-2014 15:16:43
CLG2138F2 16 (0 297) AM (Cen,6, 80.00, Ar,5000.0,282.15,0.70): Cm (2:21) 1: TOF MS ES+
x 8.986+004
100 282.1.2981
?
%_
134.1 2130 Bo1-1
1 135.1 | 4543
ol o 2128 2820, l-3°"'9 40214417, " 5080 5?236233647'3 72027360 835.0_853.1 -
: - ey - : ) A : S
150 200 250 300 350 400 450 500 550 600 650 70D 750 800 850 90D 950

Minimum: -1.5
Maximum 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i=-FIT Formula
298.0609  298.0607 0.2 0.7 5.5 43494.3 Cl4 HI8 N F 798

* K(,’-.?(T €N ca \,L\'_;—&.LJL; ,,’ou.\ \12\ mMmeées e Lo Jiﬁ Masre eradl
" : f 2 \
e mie en mélang cxe d-edaCilon clp )28 e
U 8o Nn= 29I
C K 15 2

A (\[.\_Q,k \,3;\ ~.'-k_{_.\vl\, 5 H L:‘ /('_H-\ Cad + .T)/ o Ry £ H C«Z} ).H
)
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(E)-1-[3-(4-Bromophenyl)-2-fluoroprop-2-enyl]-piperidine 5-E

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used fori-FIT = 3

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-14 H:0-70 N 11 F:1-1 79Br: 0-1

05-Sep-2014 15.03:12
CLG2138F1 2 (0.037) AM (Cen,8, 80.00, Ar,5000.0,282.15,0.70): Cm (2:5) 1: TOF MS ES+
6.88e4003

3001

100

e

% l
'. ”301.1
|134.1 13021
ol 2150 2s20| 3% 4133 488.3508.0 s823
T T T T LA e A | T T ™ TR — - -
140 180 180 200 220 240 250 280 300 320 340 350 380 400 420 440 450 4B0 500 520 540 550 580
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
288.0613 298.0607 0.6 2.0 5.5 3369.5 Cl4 HIB N F 79Br

* lzégé N uuL_O.L,(-é “’fu‘"‘ Qo maw w ds maee € -
‘ ; - e ) ~ -
e Wik Eo. o E“ﬁ& ase Jedetle, cLe 92z P
1% HA‘.’) ! , = B

Ar\af;}&c «,Lu./\o H‘L'_a/ CHSC'\) + ©,2%. H (“F—L.H
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(E)-1-[3-(4-Bromophenyl)-2-fluoroprop-2-enyl]-4-[(tert-butyldimethylsilyl)oxy]piperidine 6a-E

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM { DBE: min = -1000.0, max = 1000.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

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

Elements Used:

C:120 H:1-80 N:11 O:12 F:1-1 Si:1-1 79Br: 0-2
Q-TOF
1- TOF MS ES+
100 430.1
%
1 4311
‘ 1410 158.0 14321
01 99.0 \ 1982 21412351 2451 3011 3462 782 395-2‘27",'1' 5
100 126 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525
1000.0
2.0 5.0 1000.0
Mass Ca Mass mDa EPN DBE -FIT Formula
428.1419 428.1421 -0.2 -0.5 55 ol C20 H32 N O F 5i

$2.15
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(2)-1-[3-(4-Bromophenyl)-2-fluoroprop-2-enyl]-4-[(tert-butyldimethylsilyl)oxy]piperidine 6a-Z

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1000.0, max = 1000.0
Element prediction: Off

Number of isotope peaks used for i-FIT =2

Monoisotopic Mass, Even Electron lons

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

C:1-20 H:1-80 N:1-1 0:1-2 F:1-1 Sik1-1 798Br:0-2

Q-TOF 21-0ct-2013
09:66:51
1: TOF MS ES+
1.53e+004
100+ 4301
%
| 4311
] 214.1 l43211
1299 141015890 4774 236.1 2502 2039 D s812
, U ! - I .

T T T T
100 126 150 175 200 225 250 275 200 325 350 375 400 425 450 475 500 525 550 575

2.0 5.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
428.1435 428.1421 1.4 I3 5.5 1.6 C20 H32 N O F 8i 79Ry
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(Z/E)-1-(2-Fluoronon-2-enyl)-4-[(tert-butyldimethylsilyl)oxy]piperidine 6b

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Moncisotopic Mass, Even Electron lons

86 formula(e) evaluated with 1 results within limits {(up to 50 closest results for each mass)
Elements Used:

C:0-20 H:0-100 N:14 0:12 F: 11 Si:01 101

16-Sep-2014 11:04:20
CLG3188P 47 (0.874) AM (Cen,5, 80.00, Ar,5000.0,282.15,0.70), Cm (39:56) 1: TOF MS ES+
2 86e+004
100 358.3
% »
_ 2821 359.3
‘ {360 3
] 2832 3575
olisso  M4lzmp 1Y W13 4122 49y 19635093 5313 6233 7222
L oL ARSI, ¥~ P, S—— : v . T Ty —
150 200 250 300 350 400 450 500 550 600 650 l 700
Minimum: o
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mbDa PPM DBE i-FIT Fermula
358.2931 358.2941 -1.0 -2.8 1.5 228.6 C20 H41 N O F Si

R Qé g‘(;t'tnu wt\ Qt-:e<9' lxsu-\ /QA Mol 4,‘._1 maane e <Q&C
el Mmia en rnéCaMa& powe. ol & allias e, cLa>izzp

Ar\ﬁ.c.?j&( (—{_Q"\a HLD /(,HS(A_') r0o, 2 H (3)\ "
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(Z/E)-1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl)-4-[(tert-butyldimethylsilyl)oxy]piperidine 6c

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0

Element prediction: Off

Number of isctope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
52 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:
C:0-18 H:0-70 N:1-3 0:1-2 F: 11 Si:0-2
02-Sep-2014 16,02.06
CLG3092B 247 (4.577) AM (Cen,8, 80,00, Ar.5000.0,361.19,0 70); Cm (229-251) 1: TOF MS ES+
2.46e+004
ik 3303
% ’
] -
361.2
] 378.2
2410 28512899 3% ?l || 4092 4484 4502485 2 58325993 6733 68737053 818.5 8905,
y m T b d BARLS L ibdid BiA YTy T T T | DA |

16 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
330.263%8 330.2628 0.8 2.4 e ) 64.9 Cl8 H3?7 N O F 8Si

R ) I
A (\)C e (€N

c\r p-\L >

.

LL\.A:DJ—:)O(; .__.-IOLL\ 042 Mol d_l MO o2« €~ kt_
en MCa.“-'ég‘ O e J’ d c'LQAA(-QO—m CLG 3=99 &

CszLL"\\LOL ’ﬂ:sﬁo
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(2)-1-[3-(4-Bromophenyl)-2-fluoroprop-2-enyl]-3-[(tert-butyldimethylsilyl)oxy]piperidine 7a-Z

" Eilemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Moncisotopic Mass, Even Electron lons

5 fermula(e) evaluated vath 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-20 H:0-70 N:1-1 O:1-1 F:1-1 79Br.0-1 Si. 01

11-Sep-2014 14:27:11
CLG 2096F3 6 (0.111) AM (Cen 6, 80.00. Ar,5000.0,282.15,0.70); Cm (3:14) 1: TOF MS ES+
3.31e+004
100~ 430.1
%
‘ X 4311
1 2821 i
] 2832 a2724%21
o2 2162 28’;3 334306833952 FTUTT 45; 14823 5542 583250 5 g 638.1664.2 7203
T TYYTYr T YTy - T T v - e R R e e e ey
150 200 250 300 350 400 450 500 550 600 650 700
Minimum: | B+
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PEM CBE i-F1T Formula
428,1417 428.1421 ~0.4 -0.9 5.5 14302.8 C20 H32 N O F 79Br si

eH A ° .
w n"x("rﬁﬂu_ uhﬁxagc ‘bu-\ S‘D ME s cL MG emr\k(—n e\

'/N\\\,.\c € h\?(: C&J\gk Cioe « \__il S (-D\n \t—-ﬁi&_‘ C\(: & \DQLJ/!,Q
CLGD9E 12 ' - /A
DE ( St ™o, |, Nz 271)

l’\ "'k.’.‘:klflfs( .,l(l S HL::‘ ( LHS(_—\) 12,2 7. H (-"‘-,,H
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(E)-1-[3-(4-Bromophenyl)-2-fluoroprop-2-enyl]-3-[(tert-butyldimethylsilyl)oxy]piperidine 7a-E

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
5 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-20 H:0-70 N:1-1 O:1-1 F:1-1 Si:0-1 79Br: 0-1
11-Sep-2014 14:43:24
CLG 236F1 19 (0.354) AM (Cen.6, 80.00, Ar,50000,282.15,0.70); Cm (12:19) 1: TOF MS ES+
1.46e+004
100 4301
% !

i 4311

| = ‘!‘432 1

] 262.1 427.4 432.

B2 gy | 371 agep TN 45034713 508.1 §47.2 222,

225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700
Minimum ]
Maximum 5.0 5.0 50.0
Mass Calc., Mass mDa PPM DEE i-FIT Formula
428.1425 428.1421 0.4 0.9 5.5 €306.2 C20 H32 N © F Si 79%Br
. 1 = ) N . ™ -.I "
x K CXLI €N gg\ \L,c e \u;\ &a MES Ll (__k_.: AL € ey Lb

. \' ’y\.L.JC e Me C.Q\({i Cet ¢ < ~--£ /t_i\«\.{l a E&G(.b‘ﬂ CLQ_, :2_2)6 1.4

N

(Cli H‘IC_-,

2%\)

D 1Y -
P / '

A‘«;L‘jz« doan. H,0 /CH L+ o, 1 H o,
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(Z/E)-1-(2-Fluoronon-2-enyl)-3-[(tert-butyldimethylsilyl)oxy]piperidine 7b

* Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Electron lons
93 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:
C:0-24 H:0-70 N:1-1 0O:1-4 F. 1-1 Si0-2 56Fe: 0-1
09-Sep-2014
CLG275F 1 49 (0.913) AM (Cen 6, 80.00, Ar,5000.0.282.15,0.70); Cm (41:55)
100+ 3583
» i
1 |
% ‘,
359.3
] ¥ 3
| 2262 22! asral 4553 5093 6374
oLz T “'276'1'—2“ '-1" 3753 VU 4843 7 ‘ 584.4 _599.4° 713.6722.37555 7955
— . B AT s et .
250 300 350 400 450 500 550 600 650 700 750 800
Minimum: =148
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mpa PPN DBE i-FIT Formula
358.2932 358.2941 -0.9 -2.5 L5 227.9 c20 H4 N

& p\g- Lz N

v

eV mue en me ODU\?( v e

(CigNigN=s + n=2%))

ﬂ /\‘C‘.L(L,}}'( \F_ZLA_I\-) "flC) /(“j (,«_J + ';;' i_"/. i CD‘-"i
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(2)-1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl)-3-[(tert-butyldimethylsilyl)oxy]piperidine 7c-Z

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5 max = 50.0

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

Monoisotopic Mass, Even Electron lons

58 formula(e) evaluated with 1 results vathin limits (up to 50 closest results for each mass)

Elements Used:

C:019 H:0-70 N:1-3 0O:1-2 F:1-1 Si:0-2

460.4 4803 4992
_ 46044803 777°
450 500 550

DBE 1-FIT

02-Sep-2014
CLG3127F3 22 (0.410) AM {Cen 6, 80.00, Ar,5000.0,361.19,0.70); Cm [19:22)
100 339.3
< |
% 4
¥
331 3 3612
3323
1198.2 329, 3[ paaz
P et C W A ]
200 250 300 350 400
Minimum:
Maximum: 5.0 5.0
Mass Calc. Mass mDa PEM
330.2629 330.2628 0.1 0.3

x D\(-‘%(‘ €N \&K‘LJ\C‘

Ci’ N Loe

H,

QSLL Lk'

*\“)(\\ QJ e s

en n\_\Co.-‘}x\ o€ < D J«atw&ﬁ CLQ)%’&;‘X‘

= 363

0?4

600 650 700

Formula

Cl8 H3T7T N

Cg\ | gave BE Y

v

$2.22
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(E)-1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl)-3-[(tert-butyldimethylsilyl)oxy]piperidine 7c-E

'Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM [ DBE: min=-1.5 max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
58 formula(e) evaluated with 1 results vathin limits (up to 50 closest resuits for each mass)
Elements Used:
C:019 H:0-70 N:1-3 0:1-2 F:1-1 Sii0-2
02-Sep-2014 15:06:57
CLG3127F1 10 (0.185) AM (Cen,6. 80.00, Ar,5000.0,251.19,0.70); Cm (10:13} 1: TOF MS ES+
1.36e+004
|00f 339'3
|
1
%
3313
| *
1 361.2
11582 330q 3622
P — b K0EC 4092 4403 4723 - 6873 6.8,

: T P — .
200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750

Minimum: =1.8
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mba PEM DBE
330.2643 330.2628 1.5 4.5 1.5

LL&&L) ce

X Q t’% C_-(€J‘l (7=

eV hioe CA rv\{'tg,r\%x Ca 3¢ e

v,i‘-.)u-\ (_G mes s r,_é:

i-FIT Formula

40.4 Cle H37 N O F 8i
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(2)-1-[3-(4-Bromophenyl)-2-fluoroallyl]-2-[(tert-butyldiphenyl)oxymethyl]piperdine 8a-Z

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
16 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-31 H:0-70 N:11 0O:11 F:1-1 Na:0-1 Si:0-1 79Br: 0-1
11-Sep-2014 16:12:08
CLG3170F2 23 (0.427) AM (Cen 6, 80.00, Ar,5000.0,282.15.0.70), Cm (13:23) 1: TOF MS ES+
3.2%e+004
100 568.2
%o [560.2
1 23"2' 1 i 570.2
o . 242 | 3120 35423661 4882 5392 "< 5%02 6233 192 7801 gooy
B R e RS S T T T T T Y AT AT T T T T[T T[T T T T T T YT Y T TTTTerrrrrT T YT
150 200 250 300 350 400 450 500 550 600 650 700 750 800
Minimum: -1.39
Maximum: 5.0 5.0 50,0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
566.1902 565.1890 1.2 2. 13.5 12781.0 C31 H38 N O F Si 79Br
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(E)-1-[3-(4-Bromophenyl)-2-fluoroallyl]-2-[(tert-butyldiphenyl)oxymethyl]piperdine 8a-E

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

6 formula(e) evaluated vath 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:031 H:0-70 N:1-1 0:11 F:1-1 Si:0-1 79Br: 0-1

11-Sep-2014 15:00.09
CLG 3170F1 111 (2.068) AM (Cen.6. 80.00, Ar,5000.0.262.15.0.70); Cm (109:113) 1: TOF MS ES+
1.182+004
. se.a 2
: 1
Ll 5682
* )l
] 2821 5702
2762 | 2832 342 a7z 4883 651N s902 776.4
o rr—tdtrr——r——r—r—r— e R R miz

T T T
250 275 300 325 350 375 400 425 450 475 500 525 550 S75 600 625 650 675 700 755 750 775

Minimum: -1.5

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

566.1895 566.1890 0.5 0.9 13.8 4706.86 C3l H38 N O F 8i 79Br
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(Z/E)-(2-Fluoronon-2-enyl)-2-[(tert-butyldiphenyl)oxy]piperdinemethanol 8b

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
3 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-31 H:0-70 N:1-1 O: 11 F. 11 Si: 041
11-Sep-2014 11:30:40
CLG 3174P 25 (0.465) AM (Cen.6, 80.00. Ar,5000.0,282.15,0.70); Cm (23.:27) 1. TOF MS ES+
1.91e+004
100~ 496.3
% 497.3
. -
ol i831 3861 4183 lg(‘-_;rsl‘as ?473 623.3 990‘9"2
St WS LR 1 RN L4 . . s PN ..
250 300 350 400 450 500 550 600 650 700 750 800 850 900 980 o
Minimum: o
Maximum: S 5.0 50.0
Mass Calc. Mass mDa PPM DBE 1~-FIT Formula
496.3419  496.3411 0.8 1.6 9.5 9.2 C31 H4?7 N O F si
E ) -~ ) \ ~ -
¥ Re g‘ renss \-\\-JU» ree fpu\ Q/} Meswe Ao praae L= 8 ah
e\,- Mmle ea r%c’(a/‘c.ﬁ astc ,L' e (.B\a nﬁ(xg'/m CLQ,%HL,P
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(Z)-1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl)-2-[(tert-butyldiphenyl)oxy]piperdinemethanol 8c-Z

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Electron lons

2 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:029 H: 050 N 11 O:11 F 11 Sii0-1

30-Jun-2014 15:.48:28
CLG 2180F3 18 (0.335) AM (Cen,6, 80.00, Ar,5000.0.361.19,0.70); Cm (15:25) 1: TOF MS ES+
6.540+004
100 4683
%- A 469.3
| 3612 v
| 360227223832 ape2 4682 o
o222 a1 sz 0Y 024092 402043 575 ssiy sma 44 e es0s moz,
225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700
-1.5
5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
468,3098 4€8,3098 0.0 0.0 9.9 60.3 C2% H43 N ©O F s8i

N (- N A : "
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(E)-1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl)-2-[(tert-butyldiphenyl)oxy]piperdinemethanol 8c-E

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
2 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:029 H:0-50 N:1-1 O:1-1 F:1-1 Si: 041
30-Jun-2014 15:20:32
CLG 2160F1 482 (8.953) AM (Cen 6, 80.00, Ar.5000.0,361.19.0.70), Cm (470.483) 1: TOF MS ES+
5.59e+004
100 468.3
1
%1 4693
(
- . 4703
1200 61.2 4664 7
ol 2122 2429  269.1.2762 3082 . 38323003 426.3 N 4903,
e . - S . 7 I ‘ . - : . S
120 140 160 180 200 220 240 280 300 320 340 360 280 400 420 440 460 480
5.0 5.0 50.0
Mass Calc. Mass mDa PFM DBE 1-FIT Formula
468.3093  468.3098 -0.5 -1.1 9.5 24.0 C29 H43 N O F Si
; ) .
Ri\e : o .
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(Z)-1-[3-(4-Bromophenyl)-2-fluoroallyl]-4-(benzyloxy)piperidine 9a-Z

‘Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5 max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
4 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:

C:0-21 H:0-70 N: 141 79Br: 0-1

0:1-1 F:141

05-Sep-2014
CLG 1C 159F3 8 (0.148) AM (Cen 6, 80.00, Ar 5000.0,282.15,0.70); Cm (2:12)

*
2821

100 4061

1
4

4 | :
2832 E

Page 1

154327
1. TOF MS ES+
4.09e+004

™ mfz

|
281.1|284.2
OVJ‘F"-‘ 2130 J 112 5551 58236233 8472 7220 7006 879635468982 9306
\as AAA A AALA) LARE ™ J T T T | hidd T ] T pever) T | 2k | B L] | ] it T
150 200 250 300 350 550 600 650 700 750 800 BS50 900 950
Minimum: -1.95
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
404.1010 404.1025 -1.5 -3.7 R 18386.1 C21 H24 N O F 179Br
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(E)-1-[3-(4-Bromophenyl)-2-fluoroallyl]-4-(benzyloxy)piperidine 9a-E

‘Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-1.5 max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

4 formula(e) evaluated with 1 resulis within limits (up to 50 closest results for each mass)
Elements Used:

C:0-21 H:0-70 N:1-1 0O:1-1 F:1-1 79Br.0-1

05-Sep-2014 15:29.54
CLG 1C 159F1 71 (1.328) AM (Cen 6, 80.00, Ar,5000.0,282.15,0.70). Cm (69:78) 1. TOF MS ES+
1.45e+004

4061

100+
|

4 i

e
1 ¥ 7.1
1 2821
| 403,1/408.1 557.1
o 2 m1p 2832 3632 1 4741 5261 | 540 2657.06864 9258,
T ] A | T T
250 300 350 400 450 500 550 600 650 700 750 800 850 900
Minimum: ~1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
404.1009 404.1025 -1.6 -4.0 9.9 7007.8 C2l H24 N © F 79Br
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(Z)-1-(2-Fluoronon-2-en-1-yl)-4-(benzyloxy)piperidine) 9b-Z

Eiemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5 max =500
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

27 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:021 H: 070 N:1-2 0:1-4 F:141

09-Sep-2014

CLG254F2 37 (0.689) AM (Cen.6, 80.00, Ar,5000.0,282.15,0.70), Cm (26.38)

400~ 3363
|

%) ¥
282.1

2832 3502
: L ( 3822 42724764
ot <

335.3

1520 2811 5514
o«arsz ‘p(. -

531377 '576.46332 68547202
T T

Page 1

10.49:41
1: TOF MS ES+
2.05e+004

] 949#”2

200 250 300 350 400 450 500 550 600 650 700 ] 750

Minimum:

-1.48
Maximum: 5.0 5.0 50.0

Mass Calc. Mass DBE i-FIT Formula

334.2539 334.254¢ -0.7 -2.1 5.5 91.1 c21

H33 N

800

0

F

850 900 950
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(E)-1-(2-Fluoronon-2-en-1-yl)-4-(benzyloxy)piperidine 9b-E

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
27 formula(e) evaluated with 1 results within limits {up to 50 closest results for each mass)

Elements Used:
C:0-21 H/0-70 N:1-2 0O:14 F: 11
08-Sep-2014 11:02:04
CLG254F1 16 (0.297) AM (Cen 8, 80.00, Ar,5000.0,282 15,0.70); Cm (11:16) 1: TOF MS ES+
2.5%e+004
100- 3343
‘+
-
%
3353
~4 :mi
2821 .
02222 3993 3803 4273 4453 4764 5423 591.4 623.3 699.5 1222 8655,
\ARAS RAJ M T T T T T
250 300 350 400 450 500 550 600 650 700 750 800 850
Minimum: =1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PFM DRE 1=FIT Formula
334.2557 334,2546 N | 39 5.5 27.¢6 C21 H33 N O F
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(Z)-1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl)-4-(benzyloxy)piperidine 9¢c-Z

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Electron lons

25 formula(e) evaluated with 1 resuits within limits (up to 50 closest results for each mass)
Elements Used:

C:0-19 H:0-70 N:1-2 O:1-4 F: 141

09-Sep-2014 14:52:28
CLG2152F2 34 (0.633) AM (Cen,6, 80.00, Ar,5000.0,282,15,0.70); Cm (33:53) 1: TOF MS ES+
2 84e+004
100~ 306.2
wl
] 307.2
» g
214.1 2821|3082
0 717.'@9"7‘128_.‘2 ; . 281.1]\_1 - .328.2 389.3 4203 885;3”z
T - . — . . i SRS -
150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
306.2230 306.2233 -0.3 -1.0 55 100.4 Cl9 HZ29 N O F

) ‘M >\ = - N
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(E)-1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl)-4-(benzyloxy)piperidine 9c-E

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
10 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-19 H:0-40 N:1-1 0:1-4 F: 141
20-Jun-2014 14:11:49
CLG 2152 F1 160 (2.983) AM (Cen.6, 80.00, Ar.5000.0,361.19,0.70); Cm (147:169) 1. TOF MS ES+
4.70e+004
100+ 3062
1 4
% 3612
] 3072
1410 JL N 333 2 663.5 702.3 7974
01880 1982 2141 43832 42724372 53138403 5993 64500°00 94l earg,
100 150 200 250 300 450 500 550 600 650 700 750 800 850
Minimum: ~1.8
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
306.2234  306.2233 0.1 0.3 5.5 69.3 €19 H29 N O F
»» &Cy N L,JA.IJ/»&( J.i&k QA MmeE, Lna C-C‘ Ol e»,cagt_
N O, O - 3o

o L s 1
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(Z)-1-(3-(4-Bromophenyl)-2-fluoroallyl)-4-hydroxypiperidine 10a-Z

. Eiemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-1.5 max = 50.0
Element prediction: Off

Number of isotope peaks used fori-FIT = 3

Monoisotopic Mass, Even Electron lons

22 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-14 H:0-70 N:1-3 0:1-2 F:1-1 79Br:0-1

02-Sep-2014
CL2156P 52 (0.958) AM (Cen,6, 80.00. Ar,5000.0,282.15,0.70), Cm (22:58)

28

100

3141

% | !,
| 1

317.1

| 3224 4021 4507 5060  582.3 6233
, T rrrrra:

Tty e pre e

]
L | T T

854 12027612 gyg g gaq 28836
5683

Page 1

16:50 56
1: TOF MS ES+
1.16e+005

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Minimum: =1 .5

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mDa PEM DBE i-FIT Formula
314.0558 314.0556 0.2 0.6 5.5 37601.0 Ci4 H18 N O
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(E)-1-(3-(4-Bromophenyl)-2-fluoroallyl)-4-hydroxypiperidine 10a-E

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE:. min=-1.5 max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (up to 50 closes! results for each mass)
Elements Used:

C:0-14 H:0-70 N:1-1 O:1-1 F:1-1 79Br: 0-1

04-Sep-2014 11.4415
CLG 2155P 16 (0.299) AM (Cen.6, 80.00, Ar.5000.0,282.15.0.70); Cm (11:16) 1: TOF MS ES+
x 14324004
100- e
| |
4
| 3141
1
% 1

1

] 317.1
] 2811 ¢
341 2130 1 i 3181241334507 5060 %' 5623 6233 68547202777 7055 #6080 gosa 9424

4 200 250 | 300 350 | 400 450 00 50 | 600 €50 700 780 800 850 900  oso
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
314.0560  314.0556 0.4 1.3 5.5 4233.6 Cl4 HIB ¥ © F 79Br
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(Z/E)-1-(2-Fluoronon-2-en-1-yl)-4-hydroxypiperidine 10b

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM [/ DBE: min =-1000.0, max = 1000.0
Element prediction; OFff
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
137 formulale) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:1-14 H:1-70 N:1-4 O:1-8 F:11
Q-TOF 03-Sep-2013
16:32:55
1: TOF MS ES+
4.19e+003
100, 244.2065
1
%
} 2452108
158.0251 1851144 214.0889
o L1980281 14770530 1% o e 2482140 B ' 358.0623
150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350
Minimum: =1000.0
Maximum: 2.0 5.0 1000.0
Mass Calc. Mass mbDa PPN DBE i-FIT Formula
244.2065  244.2077 -1.2 -4.8 1.5 0.4 C14 H27 N O F

$2.37



(Z/E)-1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl)-4-hydroxypiperidine 10c

A

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

Moncisotopic Mass, Even Electron lons

16 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:

C:012 H:0-70 N:1-3 0O:12 F:141

2%-Aug-2014 11:51.06

CLG 3095P 8 (0.149) AM (Cen,8, 80.00, Ar,50000,282 15,0.70); Cm (2:9) 1: TOF MS ES+
4.3%e+004

100+ 216.2
%«
] 2172 ¥
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Minimum: -1.9

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mbDa PP DBE i-FIT Formula

216.1774  216.1764 1.0 4.6 1.5 485,7 Cl2 H23 N O F
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(2)-1-[3-(4-Bromophenyl)-2-fluoroallyl]-3-hydroxypiperidine 11a-Z

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
3 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-14 H:0-70 N:1-1 O:11 F:1-1 79Br: 0-1
11-Sep-2014 11:47:18
CLG 3097P 11 (0.205) AM {Cen,6, 80.00, Ar,5000.0,282.15,0.70); Cm (10:14) 1: TOF MS ES+
» 1.62e+004
100 2821
316.1
%
1241 3171
/ 2150 528.0
" {1384 “7 281'31 31813833 4507 4963 75823 6233 8472 7595 7520  g330%104m10  eees
T  RRASEAaats Satl Lt ts L al s Ln A ARARS e R e a aaleiraieaienta) T T T T T e
150 ' 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
314.0552  314.0556 ~0.4 -1.3 5.5 6358.0 Cl4 HIB N © F 79Br

el Réye} en (e Ub\gtl;ct: ipw\ QA’\ Meés wae '& J.»‘k M -Be - ﬂCuG
e ¥ Vm\,o& €N me Q‘;LA.S'Q Coee .»-D “lcn(ﬂ\nq&mﬁn C LG 5:;(:)4 P
€ o "
( 16 jq Ny, D= 231)

Amb)&« dane ”20“’”3 G +0,2 7- Hio, N
2

$2.39



(E)-1-[3-(4-bromophenyl)-2-fluoroallyl]-3-hydroxypiperidine 11a-E

Eiemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-14 H:0-70 N:1-1 O:1-1 F:1-1 79Br. 01

11-Sep-2014 14:13:10
CLG 3098P 18 (0.336) AM (Cen 6, 80.00, Ar,5000.0,282 15,0.70); Cm (13:20) 1. TOF MS ES+
2.15+004

1001 3141

1 et

1 2821

« .
317.1

318.1 496, 4.
1341 2130 1] PIB1 4029 4507 4963 504 0;:_2_“@?;‘.;_'@'33 07192 7540 samossag 8530 9320ggp0

P S e e ol g i R i e R N Wi
Minimum: -1.5
Maximum: 5.0 5.0 S0
Mass Calc. Mass mbDa PPM DBE 1-FTT Formula
314.0549 314.055¢ -0.7 -2.2 5.5 10140.6 Cld4 H18 N O F 79Br
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(Z/E)-N-(2-Fluoronon-2-enyl)-3-hydroxypiperidine 11b

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min=-1.5 max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
70 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-1%5 H.0-70 N:1-2 O:1-4 F:1-1 Si:0-2
11-Sep-2014 11:16:31
CLG 3177P 12 (0.223) AM (Cen,5, 80.00, Ar,5000.0,282.15,0.70), Cm (8:12) 1: TOF MS ES+
8.59e+003
100 24|4.2
%_
| ¥
j 2452 2821
1 L 266.2 e 4413
0"" ,r.,»:..L..'.,..,.,,“......4..”. ki ~ T T v A A A e — 720'3‘[1
250 275 300 325 350 375 400 425 450 475 S00 525 550 575 600 625 650 675 700
Minimum: ~T:8
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE 1=FIT Formula
244,2077  244.2077 0.0 0.0 1.5 5.4 Cl4 H2?7 N 0 F
¥ Re g,p enca LLKLL,’,)C(; oun la mewe A . et & (—‘
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(Z/E)-1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl)-3-hydroxypiperidine 11c

_Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-1.5 max = 500
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

Page 1

16 formula(e) evaluated with 1 results within limits {up to 50 closest results for each mass)

Elements Used:

C:0-12 H: 070 N:1-3 0:1-2 F:1-1

29-Aug-2014

CLG 3139P 29 (0.541) AM {Cen 6, 80.00, Ar,5000.0,282 15,0.70); Cm (12:34)

i 216.1774

|
s
]
%
" -
2821494

1 217.1813
1 2169372 283.1522
ol W'ZL 425.2154 553.4425 6232827

11:20:59
1: TOF MS ES+
4.12e+004

7207231795450 gy 547, 804.6964 9635014
T f T -

100 150 200 250 300 350 400 450 500 $50 600 650

v
700 750 @O0 850 900 950

Minimum:

-1.5

Maximum: 5.0 5.0 50.0

mDa PPM DBE i-FIT Formula

96.2 Cl2 H23 N ©
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(2)-1-[3-(4-Bromophenyl)-2-fluoroprop-2-enyl]-2-(hydroxymethyl)piperidine 12a-Z

‘Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-15 H:0-40 N:1-1 O:1-1 F:1-1 79Br: 0-1

30-Jun-2014 10:57.08
CLG2114 F2 5 (0.093) AM (Cen 6, 80.00, Ar,5000.0,361.19,0.70); Cm (3:10) 1: TOF MS ES+
v 4.47e+004
100 36‘1 2
o5
1 362.2

1

Zat62_ 55193 5993 6430 6873, 7041741373“ §75.4867.7 2dr
. , 5993 6430 & I

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

3632
0{8501341196'21“22261 32331 l 4092 4492

Minimum: -1.5

Maximum: .0 5.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

328.0722 328.0712 1.0 3.0 5.5 3790.2 Cl5 H20 N © F 79Br
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(E)-1-[3-(4-Bromophenyl)-2-fluoroprop-2-enyl]-2-(hydroxymethyl)piperidine 12a-E£

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electren lons

29 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:015 H:0-70 N:1-2 0O:1-4 F:1-1 79Br. 0-1

08-Sep-2014 154717
CLG2113F2 9 (0.168) AM (Cen,6, 80.00, Ar,5000.0.282 15.0.70), Cm (4:18) 1: TOF MS ES+
4 64e-004
100 w281

P

] 2821 |

% ’ '

2832 31

(L1341 19802130 281 Y 3101|3328 42724507 580 seg 233 6512 pp0p 7460 B480ge50 4700 5802,
150 200 250 300 350 400 450 500 550 600 850 700 750 800 850 900

Minimum: =1.5

Maximuam: 5.0 5.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

328.0709 328.0712 -0.3 -0.9 D 21114.3 Cl5 H20 N © F 79Br
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(Z/E)-1-(2-Fluoronon-2-enyl)-2-(hydroymethyl)piperdine 12b

Efomental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

71 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-15 H:0-70 N:1-2 O:14 F: 11 Si0-2

11-Sep-2014 1042:19
CLG 142F2 271 (5.027) AM (Cen 6, 80.0D, Ar,5000.0,282.15,0.70); Cm (257:291) 1: TOF MS ES+
1.71e4005
100~ 258.2
|
|
%_
1 |
1 259.2

-~
] 2.1
141 22082662{292-13022 382 4003 4492 4963 5634 62336842 72027355
T T v TR rrere h aasatasane
15 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

7926 8375

Minimum: P

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mba PEM DBE i-PIT Formula

258.2231 258.2233 -0.2 -0.8 15 1145.1 Cl15 H2% N O F
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(2)-[1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl]-2(hydroxymethyl)piperidine 12¢c-Z

‘Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
25 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elemenis Used:
C:0-21 H:0-70 N:1-2 O: 14 F: 11
08-Sep-2014 14.40.49
CLG2170P 73 {1.354) AM (Cen 6, 80.00, Ar,5000.0,282 15.0.70); Cm (68:79) 1: TOF MS ES+
- 2.66e+004
100~ 2821
:2302
%__
283.2
- 22 ~p
oL k233 1 3202 40519272 4507 4653 6o4sez3 6233 %13 72027815 7955 8898 9115 _gs56 9786
v ; SN AL —
250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Minimum: -1.3
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Sormula
230.1930 230.1920 1.0 4.3 1+5 11.5 Cil3 H25 N © F
- ("“| - - ~
x e "ik‘ en (.LJLC _-1 RAA Ju) més C,’(J ma.me €xQ &kf.
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(E)-[1-(2-Fluoro-4,4-dimethylpent-2-en-1-yl]-2(hydroxymethyl)piperidine 12c-E

.Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Menoisotopic Mass, Even Electron lons

25 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:
C:0-21 H: 070 N:1-2 O:14 F:. 11
09-Sep-2014
CLG2169P 143 (2.644) AM (Cen 6, 80.00, Ar.5000.0,282 15,0.70); Cm (135:143)
. 25
230.2
*] |
] 283.2
{ 2312 ésa )
& 141 0 212'2L»7~ /ﬁ 2 .356.2 4083 ?50.7 55345654 6233 §47‘2 7223755 4 785 6§196
LARARES AT R e L e e e e s T 8a W T T T ™
150 200 250 300 350 400 450 500 550 600 650 700 750 300 850
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa BeM DBE 1-FIT Formula
230.1930 230.1920 1.0 1.3 1.5 68.9 Cl3 H25 N O F
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