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S#637065
single pulse decoupled gated NOE
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S#637065
single pulse decoupled gated NOE
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gradient absolute value cosy
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S#637023
gradient enhanced HMQC with X-decoupling
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gradient enhanced HMQC with X-decoupling
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S#637039
gradient enhanced HMBC
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S#637039
gradient enhanced HMBC
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S#637039
gradient enhanced HMBC
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WDB-CV-CA-1-29-34-1.10.fid
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single pulse decoupled gated NOE
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Ms of Compound 1

Formula Predictor Report - CA-2-39-48.lcd

Data File: C:¥LabSolutions¥Data¥SYOYAKU¥hirata¥20190924¥CA-2-39-48.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 50 O 2 0 10 P 3 0 0 Zn 2 0 0 H
B 3 0 0 F 1 0 0 S 2 0 0 Br 1 0 0
C 4 15 25 Na 1 0 0 Cl 1 0 0 I 3 0 0
N 3 0 0 Si 4 0 0 K 1 0 0 10B 3 0 0
Error Margin (mDa): 10.0 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
ANUh: 2 MS(E-)  R¥FHFRE: 0787 A%+vy&/S: 120
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.500e7-
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Rank Score Formula (M) lon Meas. m/z Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 11.24 C20 H32 O3 [M-H]- 319.2329 319.2279 5.0 15.66 45.11 50



Ms of Compound 2 (+) -

Formula Predictor Report — Cu.al-1-29-34-1.lcd Page 1 of 1

Data File: C:¥LabSolutions¥Data¥SYOYAKU¥hirata¥20190924¥Cu.al-1-29-34-1.Icd

_Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 20 (] 2 0 10 P 3 0 0 Zn 2 0 0 H
B 3 0 0 F 1 0 0 S 2 0 0 Br 1 0 0 Na
C 4 18 20 Na 1 0 0 Cl 1 0 0 I 3 0 0
N 3 0 3 Si 4 0 0 K 1 0 0 10B 3 0 0
Error Margin (mDa): 10.0 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
AN UM 1 MS(E+) {R¥FR5RE: 1.253 A¥yu&ES: 189 - . N .
|
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2.00086% 368.4253 : |
1 381.0945
1.500e6
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12G0sb 3312067 369.4291 |
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1 341.2451 | 11379.2476 | L “i ?
0+ i I ¥ . 1.1, “L_n.,..t,.‘ Loaa il lﬁLLLL,_LAJ,J JJJA ,_L,L_JT‘A.JJJ .L,uﬁLL‘ b i)l B llu lrlA_L._.,7 ¥ LLJ,,L,,i

3000 3100 3200 3300 3400 350.0 360.0 370.0 380.0 390.0

Measured region for 359.1127 m/z
' 359.1131

100.0, | i
: 1 1 1
‘ | ;
‘ 1 [ |
' |
50.0- | 3
1
|
360.1194 \
M [
| 359.2293 I\ ;
. ~359.0 3595 3600 3605 361.0 3615 |
C19 H18 07 [M+H]+ : Predicted region for 359.1125 m/z
| 359.1125 !
w 100.0+ | l
! | '
| ‘
\ |
1 ‘ \
| [ |
3 i g
50.0- 3 1
|
1 : 360.1159
| |
| | |
- il : ; :
i 3590 3595 360.0 360.5 361.0 3615 |
Rank Score Formula(M) lon Meas. m/z Pred. m/z Df. (mDa) Df. (ppm) Iso DBE

2 9463 C19 H18 07 T [MHH+ 359.1127  359.1125 0.2 056 9463 110



Formula Predictor Report = Ach.s—1-42-45.lcd Ms of Compound 3 Page 1 of 1
Data File: C:¥LabSolutions¥Data¥SYOYAKU¥hirata¥20190924¥Ach.s~1-42-45.lcd
Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 20 o} 2 0 10 P 3 0 0 Zn 2 0 0 H
B 3 0 0 F 1 0 0 S 2 0 0 Br 1 0 0
C 4 15 20 Na 1 0 0 Cl 1 0 0 I 3 0 0
N 3 0 3 Si 4 0 0 K 1 0 0 10B 3 0 0
Error Margin (mDa): 10.0 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
ANUM: 2 MS(E-) (R ¥5B5RS: 0.667 A¥vUES: 102 o S
3.000e7- |
2.500e7'§
. 2.000e7"
| 1
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Rank Score Formula (M) lon Meas. m/z Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 87.37 C18 H16 O7 [M-H]- 343.0831 343.0823 0.8 2.33 90.38 11.0



Ms of Compound 5

Formula Predictor Report — Cu.al-1-44-48 2.|cd Page 1 of 1
Data File: C:¥LabSolutions¥Data¥SYOYAKU¥hirata¥20190924¥Cu.al-1-44-48_2.lcd
"Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 10 20 0 2 0 10 P 3 0 0 Zn 2 0 0 H
B 3 0 0 F 1 0 0 S 2 0 0 Br 1 0 0 Na
C 4 15 20 Na 1 0 0 Cl 1 0 0 1 3 0 0
N 3 0 3 Si 4 0 0 K 1 0 0 10B 3 0 0
Error Margin (mDa): 10.0 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
{A U 1 MS(E+)  {R¥FBFR: 0573 A3yvEHEH: 87 B S S S
7.000e6-
* 367.0793
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5.000e6-
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i : 389.2283
[ 3.000e6i
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C18 H16 O7 [M+H]+ : Predicted region for 345.0969 m/z
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100.0 |
s i
1
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|
1
; 346.1003
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~Rank Score Formula (M) o iggn Meas. m/z Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 8279 C18 H16 O7 [M+H]+ 345.0985 345.0969 1.6 464 91.07 11.0




Ms of Compound 6

Formula Predictor Report — Cu.al-1-49-57.lcd Page 1 of 1
Data File: C:¥LabSolutions¥Data¥SYOYAKU¥hirata¥20190924¥Cu.al-1-49-57.lcd
Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 20 0 2 0 10 P 3 0 0 Zn 2 0 0 H
B 3 0 0 F 1 0 0 S 2 0 0 Br 1 0 0 Na
C 4 15 20 Na 1 0 0 Cl 1 0 0 I 3 0 0
N 3 0 3 Si 4 0 0 K 1 0 0 10B 3 0 0
Error Margin (mDa): 10.0 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
AN'UME 1 MS(E+)  R¥FFFRE: 0600 A¥vU&ES: 91 R
1.000e7- 375.1084 |
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2.000e6':; 304.2990 !
1.000e6 312.3598 368.4303
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Measured region for 375.1075 m/z - e - S
375.1084 1
100.0"_ | !
| |
! i
50.0- |
? ! 376.1123
1 | M
0 L ISR~ 2 ‘ R s o IS SN JS B NS NN M ol I N A
3750 3755 360 3765 3770 3775
C19 H18 08 [M+H]+ : Predicted region for 375.1074 m/z - o - -
375.1074 |
100.0+ | |
I
i
50.0+
11 376.1108
| |
1 /| |
0‘ IR 1 B S .V,,.iJ;A,,,,A,_,_. S . I .
. 375.0 3785 3760 376.5 377.0 371.5
Rank Score Formula(M) =~~~ lon ~ Meas. m/z Pred. m/z Df.(mDa) Df. (ppm) Iso DBE
2 8878 C19 H18 08 [M+H]+ 375.1075 375.1074 0.1 027 88.78 11.0



Ms of Compound 7

Formula Predictor Report — Cu.al-1-63-105.lcd Page 1 of 1
Data File: C:¥LabSolutions¥Data¥SYOYAKU¥hirata¥20190924¥Cu.al-1-63-105.lcd
Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 20 0 2 0 10 P 3 0 0 Zn 2 0 0 H
B 3 0 0 F 1 0 0 S 2 0 0 Br 1 0 0 Na
C 4 15 20 Na 1 0 0 Cl 1 0 0 I 3 0 0
N 3 0 3 Si 4 0 0 K 1 0 0 10B 3 0 0
Error Margin (mDa): 10.0 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
AN UM 1 MS(E+) R¥IFFFRE: 0573 A%+ &ES:87 S
353.0630 ;
. 5.000e6- ‘
| 450066 |
| 400066 }
3.500e6 ?
3.000e6- ,
¢50048 331.0823
2.000e6 354.2605 398.2904 !‘
 1.500e6 331.2096
i 1 359.2154  368.4263
~ 1.000e6- 3123619 3291938 349.1856 389.2504
5.000€5 304'T946 G5 | ‘ || [egeose |
O'j"v‘l“ l " lyll JJIA lyu‘. L L l'. ll.‘nA-l“h l.l i Ly l.l’; JA l | ;ullll I Av.lxn.Ll‘ _ll AA.lAl
3000  310.0 - 320.0 330.0 340.0 350.0 360.0 370.0 380.0 390.0
Measured region for 331.08283 m/z - -
| 331.0823
‘ 100.0“I |
| " 331.2096
| ! Il
| | Hl
’ 50.0+ bl
| ! R 3320840 337 7139
| | [ A
| O-J—— _— oo | N VAV ’ 1\ B AT g
i - - 331.0 3315 3320 332.5 333.0 333.5
C17 H14 O7 [M+H]+ : Predicted region for 331.0812m/z
| 331.0812
3 100.0’1‘ |
| 50.0-
\ | |
J | 332.0846
| ¥ j
| | | I
' oLﬁ SOSO 1§15, SO T S S— L . .S i
331.0 3315 3320 332.5 333.0 333.5
Rank Score Formula(M) ionss Meas. m/z_ Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
2 76.89 C17 H14 07 [M+H]+ 331.0823 331.0812 1 3.32 81.62 11.0



Formula Predictor Report — Ach.s—1-42-45.Icd Page 1 of 1

Data File: C:¥LabSolutions¥Data¥SYOYAKU¥hirata¥20190924¥Ach.s-1-42-45.cd

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct

H 1 10 20 [0} 2 0 10 P 3 0 0 Zn 2 0 0 H
B 3 0 0 F 1 0 0 S 2 0 0 Br 1 0 0 Na
C 4 15 20 Na 1 0 0 Cl 1 0 0 I 3 0 0
N 3 0 3 Si 4 0 0 K 1 0 0 10B 3 0 0
Error Margin (mDa). 10.0 DBE Range: not fixed Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: alt Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
AN UM 1 MS(E+)  (R¥FBERT: 0.640 A%y S 97
1.600e7
1.400e7
367.0667
1.200e7
1.000e7
8.000e6
6.000e6 345.0981 368.0823
4.000e6 367.1213
346.1027
200066 368.4180 3830495
1 “‘!‘-v S Y "L . 1 ..!LL L —— o~144§~8»51'—279—gr0—74471~.—1

O_Fﬁ y - = + T t
300.0 310.0 320.0 330.0 340.0 350.0 360.0 370.0 380.0 390.0

Measured region for 345.0967 m/z

345.0981
100.0
50.0
346.1027
345.0 3455 346.0 346.5 347.0 3475
C18 H16 O7 [M+H]+ : Predicted region or 3450969 m/z
345.0969
100.0
50.0
346.1003
0 1
345.0 345.5 346.0 346.5 347.0 3475
Rank Score Formula (M) lon Meas. m/z Pred. m/z Df.(mDa) Df.( m) Iso DBE

2 8445 C18 H16 07 [M+H]+ 345.0967 345.0969 -0.2 -0.58 84.45 11.0
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