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Current Data Parameters

NAME c33414
EXPND 1
PAOCNG 1

F2 - Acquisition Parameters
Date_ 20061218
Time 14.43
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AG 0.6554100 sec
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OE 25.00 usec
TE 300.0 K
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F2 - Processing parameters
51 32768

SF 100.6127750 MHz
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CX 20.00 cm
FiP 200.000 ppm
F1 20122.56 Hz
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 11040877_20110421_000002.d Acquisition Date 4/21/2011 12:08:34 PM
Sample 110417 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens. 11040877_20110421_000002.d: +MS)
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201 1437.28739
Cl ; o
| OS|Me2Ph 143612?_492
15 e . [l
PhMe,SiO o i |
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0.0 e PenSirn Afpnh oA fad TN S W ,u'ut.i',*-v'w';,»v.w.m,wmfnwuf Llwk'.n"mv.«'m?-'-u"lv.w‘l' | d, |I vl A L.‘-.Jr'u”j ! L. W v."a'thxM"w:ﬂw-w’\.-,-.a.w\i'«"‘atwét,r.,wl‘wﬁ- -":\-'.W»Jv&"uilll*'
1360 1380 1400 1420 1440 1460 1480 1500 m/z
Meas. m/z # Formula Score m/z_err [mDa] err [ppm] mSigma rdb e Conf N-Rule
1436.28492 1 CO92HS5CINO9SI3 10000 1436.28677 1.8 13 161.7 68.5 even ok

Bruker Compass DataAnalysis 4.0 printed: 412112011 12:14:42 PM Page 1 of 1
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Current Data Parameters

NAME h34343
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20070326
Time 9.50
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D 32768
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F2 - Processing parameters

S 16384
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558 0
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GB 0
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10 NMR plot parameters
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Current Dats Parameters

NAME £34343
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Fe - Acquis:tion Parameters

Date_ 20070326
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INSTRUM ARX400
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SHH 25000 .000 Hz
! ! FIDRES 0.762939 Hz
AQ 0.6554100 sec
ARG 8192
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0e 25.00 usec
TE 300.0 K
pi2 0.00002000 sec
LS 22.20 a8
CPDPRG waltzif
F31 100.00 usec
o 2.00000000 sec
P 2.50 usec
DE 25.00 usec
SFOt 100 6233680 MHz
NUCLEUS 13C
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F2 - Processing parameters
51 16384
SF 100.6127720 MHz
WO EM
558 0
LB 0.50 Hz
GB 0
PC 0.50
10 NMA plot parameters
Cx 20.00 cm
i Fip 200.000 ppm
F1 20122 .55 Hz
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PP e 4 - " st s P Adugloy F2 -503.06 Hz
PPMCM 1025000 ppm/cm
HZCM 1031 .28101 Hz/cn




Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 11040918_20110421_000001.d Acquisition Date 4/21/2011 5:08:13 PM
Sample 110421 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens. | 11040918_20110421_000001.d: +MS
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1 1168.17405
3_.
¢l osiMe,Ph
HO ’ | \aOH
2-
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'Bu0O OO0'Bu
3
1 -
1057.12900
; 1235.10188
0 ) T Ak m - - S el o[ - i R | [P T | s e ol LM
1000 1050 1100 1150 1200 1250 1300 mfz
Meas. m/z # Formula Score m/z err[mDa] err [ppm] mSigma rdb e Conf N-Rule
116817405 1 C76H35CINOS9S 100.00 1168.17641 24 2.0 99.9 605 even ok
Bruker Compass DataAnalysis 4.0 printed: 4/21/2011 5:09:32 PM Page 1 of 1
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Current Data Parameters
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{0 NMR plot parameters
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Current Dats Parameters

NAME £ 35898
EXPNO i
PROCNO i

f2 - Acquisition Parameters
Oate_ 20070703

Time 17.06
INSTRUM ARX400
PROBHD 5 mm Multiny
PULPROG 29dc

T0 32768
SOLVENT coC13

NS 16000

DS 2

SHH 25000.000 Hz
FIDRES 0.762939 H2
AQ 0.6554100 sec
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OW 20.000 usec
DE 25.00 ysec
TE 300.0 K
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(R 22.20 o8
CPOPAG waltzi6

P31 100.00 usec
Dt 2.00000000 sec
=5} 2.50 usec
DE 25.00 usec
SFD14 1006233680 MHz
NUCLEUS 13C

011 0.03000000 sec
F2 - Processing parameters
SI 32768

SF 100.6127631 MHz
WOW EM

558 0

LB 0.50 Hz
GB 4}

PC 1.00

10 NMA plat parameters

Cx 20.00 cm
Fip 200.000 ppm
F1 20122.55 Hz
Fop -5.000 ppm

F2 -503.06 Hz
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 11041296_20110429_000001.d Acquisition Date 4/29/2011 10:00:06 AM
Sample 110429 Instrument Bruker Apex IV FTMS
Comment ES| Positive Operator Peking University
Intens. | 11041296_20110429_000001.d: +MS|
x106]
] 1016.15548
254 OH oy
] = =
] HOLL1L0 K O 3OH
2.0 \ N/ /
] 'BuOO 00'Bu
1.54
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UG— | Y - Jmingaial ] sl ||.l P W | b IMI L " :E. .|L Ll IL _E. o LM [T oy }u. d] -
’ 800 850 900 950 1000 1050 1100 1150 1200 mfz
Meas. m/z # Formula Score m/z err[mDa] err [ppm] mSigma rdb e Conf N-Rule
1016.15548 1 C68H26NO10 100.00 1016.15512 -04 -0.4 16.4 565 even ok
Bruker Compass DataAnalysis 4.0 printed: 4/29/2011 10:01:21 AM Page 1 of 1
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Current Data Parameters
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F2 - Acgquisition Parameters
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OE 98.57 usec
TE 300.0 K
01 2.00000000 sec
Pi 3.00 usec
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SFD1 400. 1318844 MHz
NUCLEUS 1H
F2 - Pracessing parameters
SI 16384
SF 400. 1300149 MH2
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iD NMA plot parameters
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Current Data Parameters
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P4 2.50 usec
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F2 - Processing parameters
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name
Sample

11050282_20110509_000001.d Acquisition Date

5/9/2011 9:33:48 AM
110507 Instrument Bruker Apex IV FTMS
Comment ESI| Positive Operator Peking University
'ntl’afbsé' 11050282_20110509_000001.d: +MS
x A
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] ¢l osiMe,Ph
3

| /l?' |

PhMe,SiO ? \.00'Bu
] KXl
'Bu0O 00'Bu
6
1 N
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——e ” - L N gttt " oy o ¥ PTOTT SO " i Sletn |
1200 1250 1300 1350 1400 1450 1500 miz
Meas. m/z # Formula Score m/z err[mDa] err [ppm] mSigma rdb e Conf N-Rule
135829207 1 C88HS53CINO9Si2 10000 1358.29419 21 1.6 953 645 even ok
Bruker Compass DataAnalysis 4.0 printed: 5/9/2011 9:36:54 AM Page 1 of 1
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 11050553_20110512_000001.d Acquisition Date 5M12/2011 11:24:52 AM
Sample 110512 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens. | 11050553_20110512_000001.d: +MS
x105
1246.34243
'BuOO
6.
1228.30880 |
8 l |
4
1139.24677
2 | I } ‘ 1349.31143
1099.18780 | ‘ |
ekt T T W ) SRR
o gl i s !M%um%ﬁwawa bl i k| wrWnﬂew:,yla\}mlmﬁw.h.w‘m'ﬂh}h.Lu,-wuwhmﬁ aa N
1050 1100 1150 1200 1250 1300 1350 m/z
Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e Conf N-Rule
122830880 1 CB84H4809Si 100.00 1228.30621 -2.6 -21 342 620 odd ok
1246.34243 1 CB84HS52NO9SI 10000 1246.34059 -1.8 -1.5 296.1 60.5 even ok
Bruker Compass DataAnalysis 4.0 printed: 5/12/2011 11:27:33 AM Page 1 of 1
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Current Oats Paraneiers

MAME R3BSI0
E AP0 1
PROCNG 1
Fe - Attruisitign Paransters
oate _ 2E 7091}
BZIRUREBED grErmansnaeaEeraaSRa e T 1649
5 AHSEATTRIN FELENSRTICOERUAREuRERSE IR 4400
= PR e e el S o e L T A i ' o e P ;Tﬁﬁ 9 mm Multing
; ) =5
H“-El\\\# \\‘%//‘ l\\ hh‘:&-hmhl%f;l ) _.--‘J e _-/-J m 127RE
' aﬁ%‘” o f : SOLVENT cocla
NS cH
05 i
SwH 7248 377 Hz
FIORES 0.231142 Hz
A 2 26104zl ser
RG 1024
[ 6%.000 usec
b 4R 57 usec
TE 3.0 K
o 2 0000000 sec
F1 3.00 usec
DE OB 57 ysec
b yeh | 400 131 BE44 MHZ
WULLEUS iH
FZ = Processing paraneters
&1 {6384
=3 40013006113 WHz
whw g
5518 &
LB .00 Hr
i 0
FC 4,00

10 MMR plot parameters

i Cx 20 00 cm
j. UL A Fif 10 100 pom
A .,

Fi A0 30 Hz
F2P =0.500 poa
|
ol | "._ '\.\ ,ft Fa 200 07 Hz
= = | Z| N RPHOM 0 52504 poedom
E Jﬁ i ?‘ == J2rm 240 GBEZS Hz/om
= L m 1= (sl ot Elw; 11
ﬁ_ll_l_'_'_r'r"l""l'"_""""" '|—| T 'r"rlr"r'|'rl'1l'1—|—|'—|—1—|—|—|—|—|_|—|'r'rrll'|r|'1||||l.||||l||| LI L | TrI1717 LI T L LI
o B E 4 2 B

S17



- r 1 T D = m L W I R G+ B S =R T B ” T =

mvawHEEgmrgvmﬂmlnmvﬂh D‘lﬂlmﬁhtﬂ =3 YR i =
= 00 T oM@~ 0o T Mg im0 Uy - T 0 ] oWy W <
e O O M T mS e P P W T B O o — &3 O 0 R b e P I - - fa T o

¥R AE TN YYTTRT T T TN~ @ @ P i R

— T w— wm o W v v W w= v W= owd o owd v ws i owd owd w J |

| | (| | I : [ L 1

LS LT ALl T S A |

T I
Il ‘ i ik .

| T ' - . s SO
Apm 150 100 1H 2

Cur*&rt lata Paramsiare

HAME LIS
Exini 1
FRICKO 1

F2 - Rcauy4tbian PRrpmELers

Date _ 20070817

Tina 7.1

[ NG TR A A00
FHDNEHD 5 mn Eulting
FULEHROE zgdc

0 F476H
S0LVENT 1 M|

HE B

o5 2

“mH &3040 0 W2
FIDAES Q0 .7B£934 H2
Lir] 0 E54100 sed
AG Bis

il 20,000 usec
E 25.00 ugec
TE M 0K
ote MO8 g8t
oLa 2¢.7 ab
CHIFAG CENRi

P3H 100,00 waac
oL ol e [l T
A 2.5 ysac
i3 25 00 ygec
SFL 104 6033080 HHE
NUCLEUS 13

au O DIOOI00 sme
F2 - ProCessing fanameiers
50 e

S 100 12 TRAG by
L) EW

i b o

LE G 50 Hr
4B i

ac 1 Om

i0 WMR plab parareters

Cx 20 00 cr
EIF 200900 pan

Fi 20122 58 Hz
Fae ~5.000 pan

Fe -513 06 Hz
FRMTM 10 . 25000 pancn

HE W 103826113 Hefen

S18



Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 11040876 20110421 _000001.d Acquisition Date 4/21/2011 11:55:53 AM
Sample 1104186 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens 11040876_20110421_000001.d; +MS|
%1064
1196 20466
3_
2_
! 4
1056.64298 1093.24249 ‘ 1272.39490
0 ’ ’ ’ " lnlll. losall, ‘h“l'.‘j‘lL'. o e e " ' JIII - Lt |l ‘ . .J.:LL R— |.I_-I l'JJL M*"Ii‘ ’ I .U"“.‘ R TS —
1050 1100 1150 1200 1250 1300 1350 miz
Meas. m/lz # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
119620466 1 CVBH3IOCINCGC9SI 10000 1196.20771 3.1 26 109.3 605 even ok
Bruker Compass DataAnalysis 4.0 printed: 4/21/2011 12:03:33 PM Page 1 of 1
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Current Data Parameiers
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SEH 0
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GB q
PL 050
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 11040923 20110421 000001 .d Acquisition Date 4/21/2011 4:41:45 PM
Sample 110419 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
!mensé_ 11040923 20110421_000007.d: +MS|
e 1178.24002
5]
4 .
2]
21 ;
]
) - 1199.16905
] 1137.221121146.33314 TR I, 1245 16028
0 1) ’ NPT : - . IJ L - : - ot . ; Mo - —
1140 1160 1180 1200 1220 1240 miz
Meas. miz # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
11758.24002 1 CTT78H40NOI10Si 100.00 1178.24160 16 1.3 223 60.5 even ok
Bruker Compass DataAnalysis 4.0 printed: 4/21/2011 4:43:12 PM Page 1 of 1
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Current Dats Parassters
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name

11041247_20110428_000001d

Acquisition Date

4/28/2011 5:59:43 PM

Sample 110427 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens. 11041247_20110428_000001.d: +MS|
x106
118023612
6 0SiMe,Ph
4_
120826362
2_
|
1090.14495 ”63"29788 | L l | ‘l !!, [
0 P ; ; ; ; L 1 1L TR | Y 11 : i ,
1080 1100 1120 1140 1160 1180 1200 1 1240 1260 miz
Meas. m/z # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
1180.23612 1 CTBEH3IONNaO 12 100.00 1180.23645 0.3 0.3 538 57.5 even ok
2 CT9H39NNaOB8Sj 83.86 118023371 24 -20 62 615 even ok
3 CTBH3BNO12 2893 118023885 27 o4 410 B05 even ok
4 CT72H43NNaOQ138 1644 118023959 35 29 349 525 even ok
5 CT4H42NOQ 13 Si 090 118024199 59 50 220 555 even ok
Bruker Compass DataAnalysis 4.0 printed: 4/28/2011 6:06:43 PM Page 1 of 1
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 11041248_20110428_000001.d Acquisition Date 4/28/2011 6:08:33 PM
Sample 110428 Instrument Bruker Apex IV FTMS
Comment ESI Pasitive Operator Peking University
me”%‘ 110412458_20110428_000001 d: +MS]
i) 1104.22134
5]
o]
3] 112514973
5]
1 1187.18984
] 1032.35359 |
97176809 | 1051'_60945 1986'13331 ! 1169.21054
| bkl ti : L, ey . Ndi . +i|1LJLI L;_.Il i I.LIJL — Lll ,Jll.LI . [ ’ l-lI i Llil s d ‘L T Llllh v A .
950 1000 1050 1100 1150 1200 miz
Meas. m/z # Formula Score m/z err[mDa] err [ppm] mSigma rdb e Conf N-Rule
110422134 1 C76H34NOC9 10000 1104 22281 15 13 92 605 even ok
Bruker Compass DataAnalysis 4.0 printed: 4/28/2011 6:09:40 PM Page 1 of 1
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 11041129 _20110426_000002d Acquisition Date 4/26/2011 4:06:47 PM
Sample 110406 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens. 1 11041129_20110426_000002 d: +MS
x106]
¥ 1062.15065
4
3, _
1 |
2_
: 1009.15062
1] 92144308
T 962 56160 ; ;
] 114624158
fyp - ‘L. \ AN Ll " Lal, ll h I Ve 991:538?'5' i . i ; . ) LL..I_J.LLI.._ : ’ ; : llh.._ % “LI g ; + ;
950 1000 1050 1100 1150 miz
Meas. miz # Formula Score miz err [mDa] err[ppm] mSigma rdb e Conf N-Rule
106215065 1 C/OHZ29CINO9S 10000 106215254 19 18 653 565 even ok
Bruker Compass DataAnalysis 4.0 printed: 4/26/2011 4:07:42 PM Page 1 of 1
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Current [atéa Parameters
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b1 0, (3CH0000 gee
F2 - Processing parafeters
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 11041131_20110426_000001 d Acquisition Date {26/2011 4:08:21 PM
Sample 110426 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens. | 11041131_20110426_000001 d: +MS
x106
I 1044.18403
3_
2_
| 916.48885
1] It
. If
11— |
| N
.E L1 ke 1008.64779 ‘ A li L1 1128.28381
I i | . i !. Ly
0 L I!l.-’}t:.;ﬁ% Lok ;L;_!._:,- A L steicabeaibible i b JU] L | Y TR ORI | RERPIFAR | FTIN || SO VOEDU R UL R RO |
950 1000 1100 1150 miz
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
104418403 1 CJ7O0H30NO 10 10000 1044.18642 24 23 251 565 even ok
Bruker Compass DataAnalysis 4 .0 printed: 4/26/2011 4:09:46 PM Page 1 of 1
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Currgnt Oata Paraneters
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 11040824 20110420_000001.d Acquisition Date /2002011 11:57:23 AM
Sample 110418 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
!mens.: 11040824 _20110420_000001.d: +MS
%107
] 1042.16818 113117631
5_
4]
] 132526683
1 962 56442
2]
i 1236.25320
_!: 1019.12249
1 911.43278

alu ! | ; i T . |
Bt TV T PG VAT YC SVICIPIOP SO e S e T 1T TP O Sy (T Y [ PR TR Ok TR YN .1mum¢mumdmw;umm&.mﬂx.mu

900 850 1000 1050 1100 1150 1200 1250 1300 1350 miz
Meas.m/z # Formula Score mi/z err [mDa] err[ppm] mSigma rdb e Conf N-Rule
104216818 1 CTFOH28NO10 10000 104217077 26 25 582 575 even ok

Bruker Compass DataAnalysis 4.0 printed: 4/20/2011 12:01:51 PM Page 1 of 1



Single-crystal X ray structure of 15. Ellipsoids (left) were drawn at the 50% level; for clarity hydrogen atoms were not shown. Color key:

gray, carbon; red, oxygen.
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name

11041020_20110425_000001.d

Acquisition Date

442512011 51517 PM

Sample 110423 Instrument Bruker Apex IV FTMS
Comment ES| Positive Operator Peking University
Intensé 11041020_20110425_000001.d: +MS|
x10
1 1074.19438
6_
44
2_
\ | 1102.22360
984.10564 1061.59962 i |L' l U
| 1 1141.11802
v |lL . ‘]025[14228 o i alke ’ L .LJUIUI..I \-I\: i il ‘ A : I:’..i I
980 1000 1020 1040 1060 1080 1100 1120 1140 miz
Meas. miz # Formula Score miz err [mDa] err[ppm] mSigma rdb & Conf N-Rule
107419438 1 C7VIH3ZNO11 100.00 1074.19699 2.6 24 8.0 56.5 even ok
Bruker Compass Datafnalysis 4.0 printed: 4/25/2011 5:17:08 PM Page 1 of 1
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