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DAD1 B, Sig=215,16 Ref=off (MICHELE\DEF_LC 2011-08-03 14-40-41\011-0101.D)
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DADT A, Sig=254,4 Ref=off (MICHELE\MRT_246_2D.D)
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DADT A, Sig=254.4 Ref=off (MICHELE\MRT_246_1D.D)
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DAD1 C, Sig=215,8 Ref=360,100 (MICHELE\MRT_248_PMEO_R_IC_20.D)
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DAD1 A, Sig=254.4 Ref=oif (MICHELEWIRT_255_PMEQ_1D D}
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22.5 25 min

DAD1 A, Sig=254 4 Ref=off (MICHELEWRT_250_PME_RAC_IC_20.D)
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DADT A, Sig=254,4 Ref=cff (MICHELEWRT_258_PME_2D.D)
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DAD1 A, S5ig=254.4 Ref=off (MICHELEWIRT_258_PME_1D.D)
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1 9.175 MM 0.3042 1476.26709 g0.88093 81.9863
2 19.010 BB 0.5841 324.35840 8.33425 18.0137
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DAD1C, 5ig=215,8 Ref=360,100 (MICHELE'MRT_267_CF3RACADH15.D)
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DAD1 A, Sig=254 4 Ref=off (MICHELE\MRT_280_CF32D.D)
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DAD1 A, Sig=254,4 Ref=off (MICHELEWIRT_280_CF31D D}
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DAD1 B, Sig=215,16 Ref=off (MICHELE\MRT_244_RACPCL_ADH_10.D)
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1 31.069 MM 0.9621 940.70929 16.29585 13.5420
2 346 MM 1.0657 2527.82202 39.53198 36.3894
3 39.094 MM 1.1872 2530.50854 35.52451 36.4281
4 4.121 MM 1.3720 947.54834 11.51072 13.6405
DAD1 B, Sig=215,16 Ref=off (MICHELEWRT_254_PCL_2D.D)
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1 30.865 MM 0.9806 7975.83887 135.55457 92.0915
2 43.849 MM 1.3035 684.93707 8.75749 7.9085
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DAD1 A, Sig=254 4 Ref=off (MICHELEWIRT_254_PCL_1D D)
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DAD1 B, Sig=215,8 Ref=off (MICHELEVANTONIO2 2011-10-09 21-27-591041-0101.D)
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DADT A, Sig=254 4 Ref=cff (MICHELEWRT_275_OBR_36_MIX.D)
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2 20.475 MM 0.5299 343.65897 10.80970 7.5041
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DAD1 A, Sig=254.4 Ref=off (MICHELEWMRT_275_OBR_36_MIX.D)
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DAD1 A, Sig=254,4 Ref=off (MICHELE\WMRT _260_FUR_IB20RAC.D)
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DADT A, Sig=254 4 Ref=off (MICHELE\MRT_279_FUR_2D D)
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DAD1 A, 5ig=254,4 Rel=off (MICHELEMRT_279_FUR_1D.D)
mAU ] E
] #
] I
80 [
] |
] [
70 ||
1 |
60 | ||
] |
50 | |
] |
e .
. |
] |
30 |I
] |
1 | | -
20 \ g
1 | | ?:
] | \ N\
10—_ | \ | "\
1 | \ .I'I \\
: / N/
04 W _ -+ e T
1 T T T
8 9 10
Peak RetTime Type Width Area
# [min] [min] [MAU*s]
e et |- |- |——————-
1 8.219 BV 0.2195 1328.30762
2 9.031 VB 0.2519 274.71259%9

S63




Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

DAD1 C, Sig=215,8 Ref=off (MICHELE\MRT_265_RACEMOS_IA25_0.D)
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DADT A, Sig=254,4 Ref=off (MICHELE\MRT_269_S_2D.D)
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2 19.984 MM 0.4747 39.40221 3.1

S64



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

DAD1 A, Sig=254 4 Ref=off (MICHELEWIRT_269_5_1D.D)
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1 21.428 BV 0.5028 27%92.08862 85.09707 T9.73%
2 2Z.620 VB 0.5203 709.43188 20.77824 Z20.2e07
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DAD1 C, Sig=215,8 Ref=360,100 (MICHELE\WMRT_RAC2_5ME__.D)
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DADT C, Sig=215,8 Ref=360,100 (MICHELE\MRT_283_5ME_2D.D)
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Il B e [ = [ == | ————— \
1 9.922 MM 0.2963 1.03463e4 582.03857 97.6581
2 24,759 MM 0.7454 248.,10588 5.54713 2.3419
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DAD1 A, 5ig=254,4 Ref—-off (MICHELEMRT_283_5ME_1D_D)
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- e - |- |
1 7.888 MM 0.2441 2216.24072 151.32629 B81.4882
2 20.58¢6 BB 0.e140 503.4¢82¢ 12.60379% 18.5118
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DAD1 A, Sig=254,4 Ref=off (MICHELEWMRT_288_RAC_DIMETHYL_IC30.D)
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\ I { \ R
| / \ b
odrnd S N I T
-—Y———Y——————+——f———————+——§————+—————— 17—
5 10 15 20 25 30 min
Peak RetTime Type Width Area Height Area
# [min] [min] [MAU*s] [mAU] %
=== [——== === |—==m |- [-—==——- |
1 6.518 MM 0.2113 1694.40076 133.6€7897 41.33B¢
2 7.907 MM 0.2665 425.32330 26.5%617 10.3767
3 18.7e¢2 MM 0.7644 1593.50903 34.74372 38.8771
4 30.806 MM 1.3453 385.60507 4.77703 9.4077
DAD1 A, Sig=254,4 Ref=off (MICHELEWMRT_289_ME2_2D.D)
mAU 1 % Cg;bi)
160+ ‘ fﬁ’g
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120 Me NG,
1 o
i N N
] j
o M
100 ‘ e ph)
80
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a0 |
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20 | | 2 7\/\’\
i | " % ®‘b‘
07—-—/\—‘*‘ }%\ S g .
1 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
5 10 15 20 25 30 mir|
Peak RetTime Type Width Area Height Area
# [min] [min] [MAU*s] [MAU] %
R | == | |~ |~ |~ !
1 7.875 MM 0.2657 2595.8€108 162.85275 93.6081
2 30.679 MM 1.2813 177.25516 2.30567 6.3919
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DAD1 B. Sig=215,16 Ref=off (MICHELE\DEF_LC 2011-10-27 22-18-511093-0201.D)
mAU s
1000 f O
1 HO
1 Br. NO,
800 O o
| N
4 lanti-3k PH
500 |
400 5
1 ‘3 3k
1 | \‘ Q
o
2004 ||/ ) ©
1 l‘|\ 2 s
7 ‘ “‘l\ \ / anti-3k
7 4 / /
0,_,J_T I N / \\“ S —
-— - Y —————————————————————— ‘ ——
5 10 15 20 25 30 min
Peak RetTime Type Width Area Height Area
# [min] [min] [MAU*s] [mAU] %
il I [ [=mmmmm I [ === I
1 5.577 Vv 0.1623 1.13033e4 1060.82532 37.5633
2 6.06l VB 0.1943 4126.61133 312.09750 13.7136
3 10.800 BB 0.3674 2950.71948 123.21172 9.8058
4 26.726 BB 1.1520 1.17108e4 153.16191 38.9174
DAD1 A, Sig=254,4 Ref=off (ISATINWMRT235_IC_7.D)
mAU % /\_QQ)Q)
] s
] e
35 |v5
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1 Br. HO NO,
1 | O o
25 | N
] 3k
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20|
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] | | o
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1 | oI
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] N =
04— N NSN— BTN _ -
h T T T T T T T T
6 8 10 12 14 16 18 20 min
Peak RetTime Type Width Area Height Area
# [min] [min] [mMAT*3] [mATT] %
——mm o R | === | - |-~
1 6.069 MM 0.1930 447.06750 38.60225 94,0095
2 10.856 MM 0.4170 28.48816 1.138¢6¢6 5.9905

S69



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2012

DAD1 A, Sig=254 4 Ref=off (MICHELE\WMRT_RAC_7BR_IC20_D)

mAU 7 3 o
- @
40 T
] \“v@W O
35 ‘ HO
] | O NO,
] | o
30 Lnti—3| N
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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
6 8 10 12 14 16 18 20 min
Peak RetTime Type Width Rrea Height Rrea
# [min] [min] [mAU* s3] [mAT] %
—————————— [
1 .63928 40.87704 33.8974
2 .03687 17.e9451 17.0294
3 .03705 1le.16449 34_.1225
4 19.el1 MM 0.8171 225.66153 4.60315 14.9507
DAD1 C, Sig=215,8 Ref=360,100 (MICHELEWRT_284_7BR_2D D)
mAU ] % e
400 ke o
] T .2
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300 ‘|‘ 3
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250 | ‘ ‘ NO,
L I =
1 N
200 | | ‘ Br
E ‘ 31 Ph
150 ‘ ‘
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50 |‘ \ g &
i fo 5.
] [ by
ol - o~ T — '-/\\1»_,,
1 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
6 8 10 12 14 16 18 20 min
Peak RetTime Type Width Area Height Area
# [min] [min] [MAU*s] [mAT] %
Bl e [ [=====———= [ === [====== |
1 7.581 MM 0.2358 5634.729%8 398.27908 B86.6312
2 19.469 MM 0.7375 869.54254 19.e5057 13.3688
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"DAD1 C, Sig=215,8 Ref=360,100 (ISATIN\GBR540RACIC30_20.D)

mAU a
i I
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400 | ‘|
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Tl s A
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8 10 12 14 16 18 20 22 min
Peak RetTime Type Width Area Height Lrea
¥ [min] [min] [mAU*s] [mAU] %
Sl B e e e \

1 9.125 BV 0.2875 1.0374¢ced 556.37018 36.2834

2 10.336 VB 0.3244 4013.17261 190.04608 14.0353

3 17.513 BB 0.5385 3973.15015 114.03845 13.8954

4 20.677 BB 0.6520 1.02324e4 242.62668 35.7859
DAD1 A, Sig=254,4 Ref=off (ISATIN\GBR933IC&0.D)

T o
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Oi P A N A — ,\_A‘i —— I
R T R
8 10 12 14 16 18 20 22 min|
Peak RetTime Type Width Area Height LArea
# [min] [min] [mATU* 5] [mAU] %
R B | |
1 10.320 MM 0.3319 2713.1413¢6 136.2503 95.03606
2 18.112 MM 0.6058 141.6%617 3.89857 4.9634
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DAD1 A, Sig=254 4 Ref=cff (MICHELE\GBR541-1A-48E5-348E5.D)
mAU g
|
I
80 | |
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©1 ] NO,
| LI =o
| N
[ H
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20 | {
| \
“ \
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0| /
. Sy Ty
T T T T T
22 24 25 28 30
Peak RetTime Type Width Area Height
# [min [min] [mAT*5] [mAT]
il ittt Bl ettt [==mmm— |==== |
1 142 BB 0.5617 3535.88574 96.56834
2 852 BV 0.7355 245.69684 4.86223
3 27 Vv 0.7563 249.37114 4,43319
4 38.808 VB 0.9149 3555,95483 59.35760
DAD1 A, Sig=254 4 Ref=off (MICHELE\MRT290.D)
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DAD1 A, Sig=254 4 Ref=off (MICHELE\MRT290.D)
mAU
4 |“"‘
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il / \« f’ \/ \ /
s — AN
-———¥——F 77— —
22 24 26 28 30 32 34 36 38 40 min
Pealk RetTime Type Width Area Height Area
# [min] [min] [MAU*s] [mAU] %
e R |- | == |~
1 23.29%8 BB 0.5606 1885.74084 51.33454 49.0348
2 38.941 VB 0.89%%96 1959.97913 33.15909 50.9652
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DAD1 A, Sig=254.4 Ref=off (ISATIN\GBR960.D)
mAU | § cg;(\ 4396
175 s Ph w AF
4 | \{e{b’ 5 B
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] [ e [
] I Rac-4 [
125 Fo [
1 | | [ |
4 ‘ 1
] [ |
i | \ | \I
100 [ [
1 |
1 [ [
] | | | |
] | \ | \
754 | \ | |
] | | | \
] | 3 | ‘.
b | | | \
50 Q \ | \
] | \ | |
4 | | \
] | \ | \
25 :‘ f
] | \ / \
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1 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
3.75 4 4.25 4.5 475 5 5.25 5.5 5.75 min
Peak RetTime Type Width Area Height Area
# [min] [min] [MAU* s [mAU]
il ettt e | ========== [ === |======== I
1 4.511 MM 0.1096¢ 1183.77429 180.05664 49.9538
2 5.077 MM 0.1246 1185.96240 158.68541 50.0462
DAD1T A, Sig=254 4 Ref=off (ISATINV\GBRY57DIL-BIS-IC-80-20.0)
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3.5 375 4 4.25 4.5 4.75 5 5.25 5.5 5.75 min|
Peak RetTime Type Width Area Height Lrea
# [min] [min] mAU*s [mAU] %
e e el i | == | ————— | === I
1 4.459 MM 0.1045 1897.03650 302.42856 94.53%Z2
2 5.019 MM 0.1031 108.57704 17.70963 5.4608
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