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0.0

Diate:

23 Sep 2011
Document's Title:
4H-tBu-200M-H-fid _mrc

Spectrum Title:
H-B-0814-vW-1408

Frequency (MHz):

(F1) 400.178

Original Points Count:
(F1) 23718

Actual Points Count:
(f1) 65536

Acguisition Time {sec):
(1) 3.7000

Spectral Width {ppm):
(F1) 18.018

Pulse Program:
Unkonowmn
Temperature:

20

MNumber of Scans:
16

Acg. Date:
Sep 14 2017
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Diate:

10 Sep 2011
Document's Title:
diene-400H-fid.mrc

Spectrum Title:
H-B-0114-230

Frequency (MHz):

(f1) 400.196

Original Points Count:
(1) 6404

Actual Points Couwnt:
(f1) 18384
Acguisition Time (sec):
(f1)0.6280

Spectral Width {ppm):
(f1) 18.018

Fulse Program:
Unikonown
Temperature:

20

— G00

MNumber of Scans:
I I 18

I Acg. Date:
Jan 14 2011
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Datea:

10 Sep 2011
Document’s Title:
Mew-"W-231-H-fid.mrz

7333
7.315
7.258
7.238
7.220

7201
7126

— 7100
2.833
G
2220
2.200
2.180
2158
2.140
2,007
2077
2056
2,037
2018

=t
a0
=2
=t

7.478
7.480
7.351
7.291
7.274

1 — 1500

B
ﬁffi_;_::;:—‘—'—" Spectrum Title:

- H-B-0114-831

Frequency (WHz):
(1) 400.198
Driginal Points Cownt:
CN B (1) 8404
Actual Points Count:
— 1000 (f1) 16324
Acquisition Time (sec):
(1) 0.2080
Spectral Width {ppm):
(f1y16.018
Pulse Program:

| Unknown
| | — Temperature:
20

Number of Scans:
18
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Acg. Date:
Jan 14 2011
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(S)-2-(3-Oxo0-1,3-diphenylpropyl)malononitrile (3a)

DAD1 A, Sig=254,4 Ref=360,100 (YW'YW001008.0)
mAU E %
350 ﬁ bt
3003 NC. _CN 1 1
1 O | /
250 ‘ I
5 | |
200 ‘ | ‘I |
] \
150 racemic | || ‘| |
100-] | ‘ | l\
] | | [
50d [ |‘ ‘|
b I| I‘. I‘I |
Dé e NN u" IL&T / \ S B
é 1‘0 I 1|5 2‘0 2|5 ‘mirl
Peak RetTime Type Width Area Height Area
e PRI m] SR ey EE 1 A4 EE iy [ESTIESA
¥ [min] [min] [MAU*3] [mAU] %
o oo === | == e | —mmmm o | == |
1 14.368 BV 0.3574 8912.15430 374.83420 49.7349
2 18.75¢6 BB 0.4555 9007.14551 302.40970 50.2651
DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000788.D)
mAU ] 0
: 3
600 \ll\
] H
500 I‘ |
1 NC CN \
400 \:/ Q \l |
] 2 |
300 l‘
] |
] \
200 3a |
™ |
100 & |
D - . //\‘\ ‘ /"‘I‘ - B
2|5 é 7{5 o 1|0 12|,5 I - 1‘5 17"5 ‘ ZID - ‘ll'lil'l
Peak RetTime Type Width Area Height Area
g PR IR 2808 g UESTTE A W iy [ESTIE A
¥ [min] [min] [mMAU*s] [mAU] %
| || |- |- |- |
1 14.263 BB 0.3264 1082.52502 50.02990 5.14¢2
2 18.473 BB 0.4457 1.99527=4 ©89.30444 94,8538
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(S)-2-[1-(4-Fluorophenyl)-3-oxo0-3-phenylpropyl]malononitrile (3b)

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000887.D)
mALU - =
400] ‘l ©
] NC._ CN i
&
] O “ i
300 ‘ I
] [
] ‘| /|
200 F | [
1 racemic || :n
100 | | I ||
] | II |I I|
| | ] |
0 . — u'll II'\ /\u'll \|/ .
R T T
Peak RetTime Type Width Area Height Area
b fRBEEE]) 2280 R =T & =] [ TAE 2
b [min] [min] [mAU*s ] [maU] %
Il Rt |- | —————————= | === | ——=————= |
1 15.438 wvv 0.3547 1.1085%32=4 47 .6232% 45.5%%0¢
2 22.336 VvV 2.4%988 1.10537=4 334.64383 50.00%94
DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000888.D]
mAU 5
1 T
700 ﬁ
600—2 ||
500 NC._ CN |
: Y 0 |
400 E |
300 O O |
3 [
200 F [
5 3b " m
100 3 [
% - A -
T N T T T
Peak RetTime Type Width Area Height Area
I R BE I KT W i 7 31 i 7 i i 71
¥ [min] [min] [MAU*s] [mAU] %
e R |- | = | = |- |-
1 15.433 VB 0.350e 517.31329 22.13981 1.9734
2 22.157 BB 0.5089 2.56977=4 765.07239 98.0266
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(S)-2-[1-(4-Chlorophenyl)-3-oxo-3-phenylpropylJmalononitrile (3c)

DAD1 A, Sig=254,4 Ref=360,100 (YW\YW000858.D)
mAU - s

| f
400 \ >

i NC.__CN ‘ &

_ o) | g
300—- “ ‘|I||

] \

OO ||
2004 Cl ‘ | [

] racemic || JH

] ‘ \
100 -| | |‘ |‘ ||

] L [

‘l I‘ﬂ .‘I ".
0 o __ J o\
R A A T AT T Y

Peak RetTime Type Width Area Height Area
W PRI 2SR ST ETiTE A I vy ETE A

¥ [min] [min] [mAU*s] [mAU] %

SamndEEEEEE | === ———m- | = e | -——————- |
1 16.813 VB 0.4078 1.29234e4 468.53159 49.4501

2 25.349 BV 0.5907 1.32108e4 336.00107 50.5499

DAD1 A, Sig=254 .4 Ref=360,100 (YWYW000859.D)

mAUj [
350—2 |

] | |‘
300

] NC._ CN |

1 NS
250 H o ‘I ‘I
zuoé [

] [
1504 Cl \ |‘

] [
1[10—E 3c . ‘I\ ‘I‘

504 o .
] N |\
0 : . AN : i A
L L A I
] 10 15 20 25 30  min
Peak RetTime Type Width Area Height Area
L5 P - LN AL S = iy W T A I iy IESTE A
# [min] [min] [MAU* 3] [mAU] %

|- || - |~ |- | -—————- |
1 16.872 VB 0.3982 737.43872 27.73664 4,5938

2 25.077 BB 0.5759 1.53153e4 402.,49097 95.4062
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(S)-2-[1-(2-Chlorophenyl)-3-o0xo0-3-phenylpropyljmalononitrile (3d)

DAD1 A, Sig=254 4 Ref=360,100 (YWYW000996.D)
mAU 4 ©
200—3 ﬁ g
175—; NC CNO || |\| lf"‘.l‘
150 | | A
z A
125—E O O | | \ ‘I‘
100 Cl |‘ . |
1 ‘ [
75 ] racemic | '|‘ Lo
50 I‘ I‘. ‘l \
] R
257: |I I"" ," "‘\
o] AN P B NN
T A Y "
Peak RetTime Type Width Area Height Area
e fREAINT SR WewE R Wiy TR
¥ [min] [min] [mAU*s] [mAU] %
e B e R | —mmmm oo e |
1 38.6l6 BV 1.1753 1.69347<4 223.16640 49.7605
2 42,382 VB 1.3975 1.70977e4 190.06827 50.2395
DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000947.D)
mAU ] vy
| g
350 M
1 |
] NC. _CN | I"‘
¥ |
] R |
200 | ‘||
| |
150—E Cl Ll?’\‘ |
100—; 3d g;& @'—-“T I"‘.
50 AN
] SN \
o4+  — N i/ vl N B _
10 2 20 40 - 50 i
Peak RetTime Type Width Area Height Area
g B IR a) SE Eey ETIE S W =y LESTIE A
# [min] [min] [MAU*s] [mAU] %
e R | === ] === | ——mmm— - R | -——————- |
1 38.9%44 MM 1.1534 4281.28418 6l1.86706 10.1447
2 42,351 VB 1.4692 3.79208e4 395.28488 B89.8553
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(S)-2-[1-(2,4-Dichlorophenyl)-3-oxo-3-phenylpropyl]malononitrile (3e)

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000994 D)
mAU ] S
4 ® R
; i
300 NC.__CN o
] O | "
250 | ‘I |' ‘||
] ‘ | [
200 | ‘| | I‘|
5 cl cl N
150 . ‘ I |‘
] racemic [ \
100 ‘l bl
] L
] [
50 ‘| "-.‘ [\
0 AN I B SN
é 1 b 1|5 2‘0 2‘5 ‘ SID 3|5 4|0 4|5 ll'l‘ in|
Peak RetTime Type Width Area Height Area
I PRI a] M W LESTEA I iy ESTIRS
¥ [min] [min] [MAU*3] [MAU] %
| - |-~ - | - |- |- |
1 28.898 Vv 0.9508 2.19176=4 356.72403 49.7169
2 31.327 VB 1.1083 2.21672e4 305.93655 50.2831
DAD1 A, Sig=254,4 Ref=360,100 (YWYW000995.D)
mAU 7 S
mu—f %
] [
600 [
5[.1[)—E | II\
400 H | '|‘
300 |‘ I‘,I
ol Cl |
] g |
100 3e & \l II"\
0 _ . /\\J'I \\_ .
EREE T AT AT AT N Y Y
Peak RetTime Type Width Area Height Area
UE S P = LT R B (& 3 g i =S LEATESA
# [min] [min] [mAU*s] [mAU] %

- === - | = R | ---——--- |
1 29.487 BV 0.9075 4655.04443 79.91061 7.2345
2 31.e02 VB 1.2253 6.02033e4 755.82147 92.7655
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(S)-2-[1-(4-Bromophenyl)-3-oxo-3-phenylpropyl]lmalononitrile (3f)

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW001013.D)
mAU 8
100 ]
‘I
50| | &
] NC._ CN I
. i | ﬂ
60 | il
om0 '*
] \ [
40+ Br | | \
racemic ‘| |H
| i
] [ [
' a m
077 o _,-]I“LA_ - 44" a\ o - | \_ B
R A N T T T Y Y ™
Peak RetTime Type Width Area Height Area
e By I Ia] 2SRy g WSt iy A UEE iy ESTE A
# [min] [min] [mMAU*=] [mAU] %

1 18.005 BB 0.4517 3243.17505 106.96651 49,9554
2 27.539 BB 0.6469 3248.96851 76.597%6 50.044¢6

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW001012.D)
mAU : 2
1200 4 E
] I
i 1
1000 1 NC CN
X0 |
800 -| : ||
O Rad 1
600 Br | \|
] 3f |
400 [
|
200—: % " |I
. | o ‘ ;n,‘\ I I ." ".‘\‘ o
R A T T T A
Peak RetTime Type Width Area Height Area
W5 PR I SR g (ETE A U5 iy U ]
o [min] [min] [mAU*s] [mAU] %
——— | | ——=]————— | —————————— e | ———————— |
1 17.996 BB 0.4553 2748.38550 89.743¢60 4.6914

2 27.345 VV 0.6782 5.58356ed4 1262.02600 95.308¢6
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(S)-2-[1-(3-Bromophenyl)-3-oxo-3-phenylpropyl]Jmalononitrile (3g)

DAD1 A, Sig=254 4 Ref=360,100 (YWYW001010.D)
mAU | 5
] B .
| $ S
800 | @
' NC.__CN i |
| O | I
600 Br ‘ | ‘| |‘
oo
400 ‘ || ‘l ‘I
] racemic : | ;ﬂ
200 ‘ ‘l II |‘
] | |‘ I\ II
|\ |
P Y A AN N N
R T
Peak RetTime Type Width Area Height Area
g PRI M bETE g i A e e [y A
¥ [min] [min] [mAU*=] [mAU] %

1 14.8621 vV 0.3682 2.231724 909.63275 50.0059
2 18.203 vv 0.4474 2.23120=4 T767.03943 49,9941

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW001011.D)
200 g
] [l
1200—_ |
1000 ||
i NC._CN_ i
800 H ‘ |
1 Br |
\
] |
400 3g || \l
] o |
200 < |
0 ] . - ""l“"‘\ ,_l_,_/"l ‘I'\_r
R T T
Peak RetTime Type Width Area Height Area
I I n) S g WS i A W iy [ESTITE A
# [min] [min] [mMAU* =] [mAU] =
e | === | === B — | ——mmm o= | ———————- |
1 14.578 VB 0.3536 2684.6203¢ 114.46403 6.0156

2 18.025 vv 0.4487 4.19433e4 1444.64233 93.98644
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(S)-2-[1-(4-Methylphenyl)-3-ox0-3-phenylpropyl]malononitrile (3h)

DAD1 A, Sig=254,4 Ref=360,100 (YW\YW000899.D)
mAU 7
700
] 3
600 a§
: NC-_CN ®
500 -] O l‘I\
1 [
e Rae |
] \
0] Me " I
200 racemic \ﬂ #k
] | |
100 ‘I ||‘ gl ‘|I
Dé — PN L "I ‘I"\. , o AJ‘II I‘\._
é ‘ I ‘ I 1b 1|5 2ID I 2|5 I ‘ 3‘0 min|
Peak RetTime Type Width Area Height Area
E i PN = RN 6 AR SR a7 LEJTTTE 2 W5 ey LESTE A
¥ [min] [min] [MAU*s] [mAU] %
- |-——— | —————————— | ——————— | ——————- |
1 13.€83 vv 0.3230 1.58015e4 734.41718 49,7132
2 19.254 VB 0.4479 1.59838e4 542.17102 50.2868
DAD1 A, Sig=254,4 Ref=360,100 (YW\YW000900.D)
mAU 1 é
120—: ‘||
] \
] |
100—_ NC CN |
] o) J'
80 : ‘
4 | |
‘e ane \
i Me B
40 |
] 3h 3 |
20| 3 .‘I
D— Y A AN R _LQ__,* |
2l5 5‘3 Y 7‘.5 1ID ‘12‘.5 I 1‘5 I 1T|.5 o ZIU T ‘22|_5 min|
Peak RetTime Type Width Area Height Area
& P s LD | ST & LESIEA 5 ey LESTE
¥ [min] [min] [mAU*s] [MAU] %
———=| === | -——=|——————- | === | ———————— | ———————- |
1 13.754 BB 0.3140 211.27029 10.18671 5.121¢
2 19.211 BB 0.4265 3913.80225 139.83768 94.8784
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(S)-2-[1-(4-Methoxyphenyl)-3-o0xo-3-phenylpropyl]malononitrile (3i)

DAD1 A, Sig=254,4 Ref=360,100 (YW\YW000986.0)
mAU ] 3
] &
300 il
] I
250 NC._ _CN | g
] o) | ‘ 3
200 | ‘,-’-.‘I
] | \ I\' ‘|
150 N a
] MeO [ [
100 racemic | I
] [ [
50 R ]
] I A\ [
Df,_, A e JoN\ ‘ 7_,/ N N
R R T T T T
Peak RetTime Type Width Area Height Area
W PR B I In] 25 IE U T A I iy W 1 A4
¥ [min] [min] [MAU*s] [MAU] %
- | === === | === | == [———————— |
1 19.769 VB 0.478¢ 1.0400ce4 325.604334 49.93¢cce
2 30.925 VB 0.7441 1.04270e4 212.63647 50.0634
DAD1 A, Sig=254,4 Ref=360,100 (YWYW000863.D)
mAU ] ®
50— ;
| ﬁ
40 | ‘|
] |
1 NC CN |
] ~
30 z O ‘| \
] : |
] N
2] /I!In/”\\/ﬂ\]iln JI
1 MeO |ﬂ
] 3i - .
b 5 .
01 AN Jn|4 S | 7._,«"‘&{‘\‘_'_ I v _‘I\ -
s T T T T T T 95 40 L a5 " min
Peak RetTime Type Width Area Height Area
e B IR 88 gy U 1 A W iy [ESTHIF A
¥ [min] [min] [MAU*s] [mAU] %
e B R | = - | = - |-——————- |
1 20.054 BB 0.4709 136.90283 4.40148 5.4038
2 31.019 BB 0.7060 23%6.54492 51.78197 94.59¢62
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(S)-2-[1-(2-Methoxyphenyl)-3-o0xo-3-phenylpropyl]malononitrile (3j)

DAD1 A, Sig=254 4 Ref=360,100 (YWYW001017.D)
mAUi ]ﬁ
1 \
200 NC._ _CN [
| @] ‘ |‘
150—: | |
: || i
] OMe | ' o
100 ‘l A
racemic B [\
50—: |‘ I‘. I‘I \\_
\ | '
A AN
0| e — L.Q__', v B
' R Y T T ™
Peak RetTime Type Width Area Height Area
S e e L [ a4 e 1 A4 e iy g 7 A
# [min] [min] [mAU*s] [mAU] %

1 32.258 BB 1.1429 1.825668e4 247.41263 50.0871

2 45.178 BB 2.6458 1.81933=4 99.28517 49.9129
DAD1 A, Sig=254 4 Ref=360,100 (YW\YW001018.D)
mAU { &
ok 4
70 ' "w,
1 .
60
] NC._ CN
50- Yo |
40 |
7 OMe - |
X é 3J g | \II‘I‘."",‘
10 N \
1 [ |
od Y A J \ o
T A N T T
Peak RetTime Type Width Area Height Area
W5 PR B I ) 2SI W [T A I vy LESIE A
¥ [min] [min] [MAU*=] [mAU] %

|- |- - |~ |- | - |
1 32.4¢67 BB 1.0013 871.7%602 13.08558 5.5238

2 45.226 BB 2.5008 1.49104e4 83.20131 94.47¢l
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(S)-2-[3-(4-Fluorophenyl)-3-oxo-1-phenylpropyl]malononitrile (3k)

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW 000955 D)
mAU | o
500 % g
’ | |
400 __ NC CN | |
] Q || I
] N ('
- o, |
: . | |
200 _ [ [
] racemic | I‘ ‘ ‘l
|
100 || || | |‘
] [ [
D—:— — ~ N *"I IIL\ "II I‘\ — S
5 " 1 15 2 - 25 min
Peak RetTime Type Width Area Height Area
W PrBd e M b TR W5 T E A
# [min] [min] [MAU* 3] [mAU] %
e B | === | == | - - |- | -——————- |
1 15.e81 BV 0.3707 1.38044=4 552.58948 50.8437
2 18.512 wv 0.4263 1.34042e4 473.46561 49.1563
DAD1 A, Sig=254 4 Ref=360,100 (YWYW000956.0)
mAU | E
1200—: | ‘|
1000 |‘ |
] NC CN
] ~
800 = o \ ||
] : |
600_: | ‘l
] F |
400 3K | ||
© |
200 & | ‘|‘
0 | AN "" I‘\,
7 “5 ‘ I I I 1|l] 1|5 I ‘ 2|0 ‘ ‘ I ‘ 2‘5 miny
Peak RetTime Type Width Area Height Area
W B I S s W i W vy IESTIE SR
# [min] [min] [MAU*s] [mAU] %

1 15.686 VB 0.3700 2259.345937
2 18.377 BB 0.4389 3.87871e4
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(S)-2-[3-(4-Chlorophenyl)-3-oxo-1-phenylpropylmalononitrile (3I)

DADA1 A, Sig=254,4 Ref=360,100 (YW\YWO000876.0)
mAU 3 = 2
800 % $
mo—f H |I I|

] |
800 NC_ _CN \ | |

] O | | |
lenne (.

] |
300 Cl |5 :n
200 racemic | H : |

] \ -

1004 . || ".‘ II| I".
D _E R - S — jll I \II\_ _/ .’A\_ _I_/III I\— || / III III.\"-

) R T T T
Peak RetTime Type Width Area Height Area
I {F B a) 258 9 i T 5 7y U T

# [min] [min] [mMAU*s] [mmAU] %
- | ————|-——————- | -—————— | —————————- | ——————— |

£.311 VB 0.433 2.71977=4 645.4996¢3 4%.3088

2 2Z.568 BB 0.5313 2.740&E5=4 T73.64331 E50.1912

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000977 D)

mAU 8
1750—3 ﬁ
E
1500
: NC. _CN |
] ~ |
1250 | B O | ‘
00 | |‘
750—5 Cl | |

] 3l | I‘
500 [

] S .
250 s I‘ Iﬂ
. f ‘ ) i ‘ _‘f\ . .‘I ‘.\\

R N A A A T Y
Peak RetTime Type Width Area Height Area
e PRI 2 g W i A4 W5 1y W i

# [min] [min] [MAU*=] [mAU] %

1 18.602 BB 0.4607 4235.37451 135.48839 5.5668
2 22,486 BB 0.5422 7.18468=e4 1975.7797% 94.4332
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(S)-2-[3-(4-Bromophenyl)-3-oxo-1-phenylpropyllmalononitrile (3m)

DAD1 A, Sig=254 4 Ref=360,100 (YWYW000861.D)
mAU ] = N
800 > ]
; P
700 ‘I I
600 NC_ N, | \l‘
500 ] ‘ |‘ | |
S,
300—? Br | ‘I‘ | |‘
200 racemic B |
b \ |
100 — || II"‘-. ." I‘.I
0] A~ ) ""\,_h_ N
RN T AR 30 35 40 mid
Peak RetTime Type Width Area Height Area
e CRBIf ] S g5 IEIIESS W U T
# [min] [min] [mAU*s=] [mAU] %
——— | | ——= |- | —————————- | ———— = |———————- |
1 20.424 Vv 0.5501 3.28348e4 839.90942 49,9649
2 25.072 VB 0.5899 3.28808=4 830.54205 50.0351
DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000862.D)
mAU : %
1000 — ﬁ
1 |
] i
BUUi ‘ |
, NCL N |
600 : | ‘I
| |
400+ | |
1 BI’ ,\’b ‘ \l
o
200 3m Q \-f‘?'% ||
] g@‘\\\\% || |‘I‘
0- — VAN S -
é 1|0 C 1|5 ZID o 2‘5 I 3|0 T 3|5 I min|
Peak RetTime Type Width Area Height Area
LEE S < RN ] R EICI (&) LESTTE A U U T B
¥ [min] [min] [mRAU* 5] [mAU] %
el e | —— - | ————————= | ——————— | ———————-
1 20.923 MM 0.5604 2289.7309¢6 68.10350 5.1286
2 24.981 BB 0.5838 4.23570e4 1079.37158 94,8714
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(S)-2-[3-(4-Methoxyphenyl)-3-oxo-1-phenylpropyl]malononitrile (3n)

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000917 D)
mAU ] ﬁ 2
250 3 (c_::‘l
] ﬁ 3
] H |II‘
200 | | |
NC._ CN M I
7 0 '| |
150 ‘ \ L
] | [
O Ta 1 1
100 OMe R | |
_ racemic | | x
50 ‘ \ I| |‘
] fo [
4 ‘| '\.\ ."I
D; —— — — — i/ \--_| Y \,__'7 -_—
T T ™ 50 min
Peak RetTime Type Width Area Height Area
LE PN R IR N TS EIC I = ) W i A W iy LESIE A
# [min] [min] [mMAU* 3] [mAU] %
- e | ————————- | -—————— | ———————- |
1 29.732 BB 0.8214 1.54251=4 258.03769 49.8754
2 42.059 BB 1.0081 1.55021e4 233.03828 50.124¢6
DAD1 A, Sig=254 4 Ref=360,100 (YWYW000918.D)
mAU 7 >
1 ®
60 ﬁ
] |
50 NC_ CN |
] X0 [
40 : [
] ||
oo |
] OMe J
20—; 3n |‘| ‘||
o] n g |
04 J'JL_Jh‘-.,J\_ I S S __|j)\kv_ 4‘/"" ‘I“\-_r
I ._l'v I I 1IU 1‘5 I 2|0 2|5 3‘[] - 3‘5 4‘0 ‘ o 4I5 n';in
Peak RetTime Type Width Area Height Area
I PR B I a] 258 I ESIGE W iy ESTOE
¥ [min] [min] [mAU*s] [mAU] %
e R e B | ———mm - | -——————- |
1 30.623 BB 0.7411 190.62492 3.80074 4,3563
2 41.891 BB 0.9736 4185.19141 65.606267 95,6437
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(S)-2-[1,3-Bis(4-methylphenyl)-3-oxopropyl]malononitrile (30)

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000978 D)
mAU &
] ¥
3000 ﬁ -
2500—2 “ u‘;‘:
NC._ _CN \ l
2000 9 ‘ | ‘ I‘
] \ [
1500 ] ‘ | d
1 Me Me || I
1000 racemic |‘ ‘| ‘| '|
] I |
500 \ Iﬂ le I‘u.
] I [
o] S e ——
s g 5 2 %5 ap R miry
Peak RetTime Type Width Area Height Area
I PRI R 800 by ESTSIE SR =y LESTIE A
¥ [min] [min] [mAU*s] [mAU] %
e B | === | === | - |- | -—-————- |
1 16.484 vv 0.4774 1.02820e5 3195.19263 48.9845
2 25.750 VB 0.6359 1.07083e5 2479.24268 51.0155
DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000979 D)
mAU ?5
| I
500 1
] [ |
] NC._ _CN |
400 \:/ e} |\ |
1 : \
300 I
] | ‘l
ZUU—: Me Me ‘l |‘
| 30 |
100 2 ‘,' |
0 : _/-.v?\ _ . ,"I‘ IIL\._
‘Iﬁ I I I I 1IU I 1|5 EIU ‘ ‘ I ‘ 2‘5 I ‘ S‘U min|
Peak RetTime Type Width Area Height Area
e PRB ) 2SR e e e A W 1y ESTRE A
# [min] [min] [mAU*s] [mAU] %
e == —m - B | —mmm - R |
1 ©.856 VB 0.4184 1060.25696 37.89257 4.2780
2 25.885 BB 0.6046 2.37235e4 588.09277 95.7220
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(S)-2-[1,3-Bis(4-chlorophenyl)-3-oxopropyl]malononitrile (3p)

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000116.D)
w0 : -
7oo—f =
i NC._ CN
600 [e)
5005
O Rae
i Cl Cl
300
] racemic
200?
1DD—§
0 AN
R A T T T T
Peak RetTime Type Width Area Height Area
UE CREEmTR] 287 UETE Wi 1] A UiE 155 Wi T AR
# [min] [min] [MAU*s] [mAU] %
1 21.369 VB 0.6344 3.77397e4 830.09680 51.3433
2 31.251 BB 0.7596 3.57648e4 691.22485 48.6567
DAD1 A, Sig=254,4 Ref=360,100 (YW\YW000117.D)
mAU <
1200—5
1ODD—.
: NCYCNO
SOOT :
EDD{
wd © Cl
] 3p 8
ZDD—_ &
. yAN
10 o 0 4 s it
Peak RetTime Type Width Area Height Area
i ORISR 288 TR ISR = IESTTE S
# [min] [min] [mAU*s] [mAT] %
1 21.839 VB 0.5826 4935.,71582 121.33971 6.1252
2 30.910 BB 0.7835 7.56442ed4 1397.46997 93.8748
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(S)-2-[1-(Naphthalen-1-yl)-3-o0x0-3-phenylpropyl]malononitrile (3q)

DAD1 A, Sig=254 4 Ref=360,100 (YWYW001006.D)
mAU? g g
400 # ¥
] NC. CN I i
350 ] o i \l‘
1 |
300 | ‘I I
] | | H
250—; | | ‘I ‘
zuo—f O | |‘ | |‘
1 | \
150 w racemic J k }H
100 |‘ [ [
] l [ [
50*: |'|‘ | \I |‘ I"\, "‘I I
E RN | A U/ A N A N SN
] 2?5 ‘ é 7?5 I WID I‘ 12I.5 - I1TI.5 20 I22‘5 n"lin
Peak RetTime Type Width Area Height Area
[E SR PRI 1 L] R s B & TR A IS iy U i A
¥ [min] [min] [MAU*=] [mAU] %
e B | === |- |- - e — |
1 15.875 Vv 0.4098 1.18450e4 429,40793 48.7548
2 18.053 vB 0.4774 1.24500e4 406.35880 51.2452
DAD1 A, Sig=254 4 Ref=360,100 (YWYW000984.D)
mAU ] o
500
\
400 |
|
4 | ‘
] [
300 \
] | |
] |
] |
200 ] .
] |
] Q'f’c‘aw ‘I
100 gﬁ}ﬁ ,‘I l‘.‘
. - N - B VA \
2{5 I é ‘ 7I5 1|0 - 12I,5 1‘5 I 17|,5 T QIU T r‘rlirl
Peak RetTime Type Width Area Height Area
W B e 2SRy gy [EATiTR A W5 vy i 1y A4
¥ [min] [min] [mRAU*=3] [mAU] %
el R e == | === m e | ---—m- |
1 16.130 MM 0.4422 1015.87054 38.29277 5.42¢0
2 18.351 VB 0.5063 1.7706624 551.90820 94.5740
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(S)-2-[1-(Furan-2-yl)-3-oxo-3-phenylpropyl]malononitrile (3r)

DAD1 A, Sig=254 4 Ref=360,100 (YW\YW001002.D)
mAU ] 2 g
WUD; % ﬁ
1 1 |
] NC_ _CN | |
50—: X | l‘ || ‘I
] \ g || R
40 | [
] racemic # x [
20 |I "' "l l"
] a I [
i / Vo / \
R N N VAR - |
5| I 1b 1|5 2ID ‘ ‘ 2|5 min|
Peak RetTime Type Width Area Height Area
I LR IS Ie] 258 e IEATTTR A I vy U 1 R4
# [min] [min] [mARU*=] [mAU] %
———= |- e | === | -——————— [———————-
1 17.928 vv 0.4343 3220.031588 109.74249 49,5303
2 20.6e08 VB 0.4835 3281.1015¢ 103.04713 50.4697
DAD1 A, Sig=254 4 Ref=360,100 (YW\YW000991 D)
mAU ] 8
175 '
] I
150 ‘ll|
25 NC._CNy ‘| |
] H |
] |
100 AN \
| 0 1
75 O | |‘
] \
50 3r || |‘
- g II
2 ® |
04 | _ ,_i/‘f \\_ : _.77.11;‘ \\_
T " i
Peak RetTime Type Width Area Height Area
e PRy I a] 28 g W A4t g ey W i A1
# [min] [min] [mAU*=] [MAU] %
- | ——= - | - | -————————- |-———————- |
1 18.022 vV 0.4168 542.2099¢ 19.59564 2.4879
2 20.486 VB 0.4734 5845.84473 186.65543 91.5121
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(R)-2-(1-Cyclohexyl-3-oxo-3-phenylpropyl)malononitrile (3s)

DAD1 A, Sig=254 4 Ref=360,100 (YW\WW002905.D)
mAl ] w0 9
EGD—_ ;*li 2
1 I
1 | H
500 |
] NC. _CN ol
400 Q ‘ | | |
300 ‘ || | |
200 . | . |
] racemic | |ﬂ
] |
100 HER
] Py
0 7 I . \ i \\.u" \\-.
L T T T T T T T T
2 4 g a 10 12 14 16
Peak RetTime Type Width Area Height Area
W PRI ) S % [ A [E =S LEATETE A
£ [min] [min] [MAU*s] [mAU] %
e B | === | —=-——-- el EE e | ---——---
1 12.175 BV 0.2685 1.0809%=4 6le.80310 49,7168
2 13.356 VB 0.2892 1.0933024 576.7374% 50.2832
DAD1 A, Sig=254 4 Ref=360,100 (JYY\WYY000187.D)
r"AU_: %
4003 ﬁ
150 NC_ CN
z Yo | |
200 : |
250—3 | |
200 | |
150—2 3s | ||
100—2 @ [
] ™ |
50 fl :‘ |I I'
0 E e JII Ik_ | FIRY : | \\_
. I e I
2 4 5] o] 10 12 14 16 18
Peak RetTime Type Width Area Height Area
WE fr B IR ) S bR e E U iy W iy 5
t [min] [min] [mAT* 5] [mAT] %
- | ———= === | =======—= === | ======—-
1 12.23& BV 0.2449 5%%9.13562 37.0040% &6.912¢&
2 2.421 VE 0.2736 BO0&B.1420%5% 445.081Z21 93.0874
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(5)-2-(2, 2-Methyl-5-0x0-5-phenylpentyl)malononitrile (3t)

DAD1 A, Sig=254,2 Ref=360,100 (YW\YW 002503 D)
mAU ] 5 13 L
I A
500 & (S
400 NC CNO | |
: | |
300 | | ||
] | | |
200 | | [
] racemic | | | ||
] |
100 [ I| \
] | |
] II I'. III ',\
0_- - — e L La"l \_ -P’I . —
| L N L R AL T " T T T T
2 4 6 8 10 12 14 16 18 _mi
Peak RetTime Type Width Area Height Area
L5 i =< I L = i e (7 A e =y e [y
# [min] [min] [mAU*s] mAaT] %
- | -——_- - J-—— -_— | _—— | __________________
1 12.157 MM 0.3165 1.0%cB2=4 577.51807 49 _ 9495¢
2 14.434 MM 0.3422 1.09702e4 534.33423 S0.0044
DADT A, Sig=254 2 Ref=360,100 (YW\YW 002904 D)
mAU | 5
] o
1000~ ||
] | |
600 | |
] |
400—: 3t || ||
] |
200 [\ 2
] [ %
0] o _ JoN
k T T T T T T T T T T T T T T T T T T
2 4 6 8 10 12 14 16 18 min
Peak RetTime Type Width Area Height Area
L5 O PR S S 21 v A EATTE U EATTE A
# [min] [min] [MAU*s ] mAl %
— | — - - - —_—-— - — (| ——_-.— - - | __________________
1 12.051 BV 0.3105 2.2797%=4 1134.37585 93.82&7
2 14,364 VB 0.3127 149%9.98352 T2.6946¢6 6.1733
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(R,E)-2-(5-0x0-1,5-diphenylpent-1-en-3-yl)malononitrile (5)
DAD1 A, Sig=254,4 Ref=360,100 (YW\YW001027.D)
= .
1200 ¢
10005 .
6001
moé racemic
0]
5 T T T s T
Peak RetTime Type Width Area Height Area
g CREgmra) 287 ugE e T A e ¥y e T A
# [min] [min] [MAU*s] [mAU] %

1 14.323 Vv 0.3469 3.39559e4
2 19.465 VB 0.4631 3.15584e4

1484.,03088 51.8297
1036.73706 48.1703

mAU |

2500

DAD1 A, Sig=254 4 Ref=360,100 (YW'YW001028.D)

2000}
1 NC._ CN
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1500: O NS O
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5
500 3
o N
5 T T T8 0 i
Peak RetTime Type Width Area Height Area
e CREFRTIR] 7Y e IETTRSA U 15 e T AR
# [min] [min] [mAU*s] [mAU] %

1 14,330 vv 0.3496 4782.04199
2 19.473 BB 0.5150 B8.83495e4
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(S)-2-amino-4-phenyl-5,6-dihydro-4H-benzo[h]chromene-3-carbonitrile (7)

DAD1 A, Sig=254,4 Ref=360,100 (YW\YW001029.D)
mAU ] 5
600
s00- NH, 5
4ooé o S 1
“ T
2005
1 racemic
100
0
e I AL R
5 10 15 20 25 min|
Peak RetTime Type Width Area Height Area
U LREFATIR] 2RAY ISR Uie [ A U 7=y W& [ AH
# [min] [min] [MAU*s] [mAU] %

1 9.487 VB 0.2813 1.15993e4
2 13.147 BB 0.4231 1.15669%e4

634.42230 50.0699
422.88986 49.9301

DAD1 A, Sig=254,4 Ref=360,100 (YW\YW001030.D)
mAU &
500

NH,

400 —

07X CN
300
ENOSAS

] 7
100 g
0]

R T 'Y 12 4 16 18 min
Peak RetTime Type Width Area Height Area
g OREE R SRR R Ui T A Ui 15 Ui T A

¥ [min] [min] [MAU*s] mAU] %

1 9.596 BV 0.2328 634.73022 41.41168 L4728

2 13.239 VB 0.3601 1.35561e4 577.07764 95.5272
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